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PREFACE

Dear Reader,

in this book you will find the Proceedings of the Summer School IT Conference “Advanced Problems
in Mechanics (APM) 2015”. The conference had been started in 1971. The first Summer School
was organized by Prof. Ya.G. Panovko and his colleagues. In the early years the main focus of
the School was on nonlinear oscillations of mechanical systems with a finite number of degrees of
freedom. Since 1994 the Institute for Problems in Mechanical Engineering of the Russian Academy
of Sciences organizes the Summer School. The traditional name of “Summer School” has been kept,
but the topics covered by the School have been much widened, and the School has been transformed
into an international conference. Now it is held under the patronage of the Russian Academy of
Sciences. The topics of the conference cover now almost all fields of mechanics, being concentrated
around the following main scientific directions:

— aerospace mechanics;

— computational mechanics;

— dynamics of rigid bodies and multibody dynamics;
— fluid and gas;

— mechanical and civil engineering applications;
— mechanics of media with microstructure;

— mechanics of granular media;

— nanomechanics;

— nonlinear dynamics, chaos and vibration;

— molecular and particle dynamics;

— phase transitions;

— solids and structures;

— wave motion.

The Summer School — Conference has two main purposes: to gather specialists from different
branches of mechanics to provide a platform for cross-fertilization of ideas, and to give the young
scientists a possibility to learn from their colleagues and to present their work. Thus the Scientific
Committee encouraged the participation of young researchers, and did its best to gather at the
conference leading scientists belonging to various scientific schools of the world.

We believe that the significance of Mechanics as of fundamental and applied science should much

increase in the eyes of the world scientific community, and we hope that APM conference makes
its contribution into this process.

We are happy to express our sincere gratitude for a partial financial support to Russian Founda-
tion for Basic Research, Russian Academy of Sciences, and St. Petersburg Scientific Center. This
support has helped substantially to organize the conference and to increase the participation of
young researchers.

We hope that you will find the materials of the conference interesting, and we cordially invite

you to participate in the coming APM conferences. You may find the information on the future
“Advanced Problems in Mechanics” Schools-Conferences at our website:

http://apm-conf.spb.ru
With kind regards,

Co-Chairmen of APM 2015

Dmitri A. Indeitsev, Anton M. Krivtsov
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Numerical investigation of thin films with strain gradient elasticity

Numerical investigation of thin films with strain
gradient elasticity

B. Emek Abali, Wolfgang H. Miiller, Victor A. Eremeyev
abali@tu-berlin.de

Abstract

Thin films are applied in Micro-Electro-Mechanical Systems (MEMS). The
mechanical response of thin films on the micrometer length scale is different
from their response on the macroscale. In order to model this phenomenon we
propose to apply the so-called strain gradient elasticity. There are various ver-
sions of strain gradient theory available in the literature. After a brief review
of our version, we use finite element and finite difference methods for com-
puting the deformation state of thin films by using strain gradient elasticity.
Moreover, we perform a numerical study of Cu films of different thicknesses
and observe qualitatively the same phenomena as in experiments.

1 Introduction

The miniaturization of electro-mechanical systems requires producing and the use of ge-
ometries on the microscale. Nowadays, thin films applied in Micro-Electro-Mechanical
Systems (MEMS) are even smaller than 1 um. As a material for such thin films copper
(Cu) is often used due to its high conductance and specific strength. The behavior of Cu on
the macroscale can be modeled accurately by using the theory of elasticity. Interestingly,
the mechanical response of Cu changes on the micrometer length scale. Especially for
Cu thin films this phenomenon has been observed experimentally, see for example Gruber
et al. [4] and Wang et al. [11]. Such a change of the mechanical behavior is referred to
as (elastic) size effect. The ordinary theory of elasticity fails during its characterization,
consequently, it needs to be extended. In order to calculate the mechanical behavior of
thin films we propose to use the so-called strain gradient elasticity instead. There have
been various variants of strain gradient elasticity. For an overview see Gurtin et al. |5,
§90]. We give a brief outline of our version based on rational continuum mechanics and
then perform a numerical study of Cu thin films.

First, we start with the balance equations of linear and angular momenta. Their flux terms
are known to be the stress tensor and the couple stress tensor for a non-polar medium,
such as Cu. Second, we apply a suitable method to obtain the necessary constitutive equa-
tions for the stress and couple stress tensors. By closing the balance equations with suitable
constitutive equations we obtain the field equations. Third, we employ a variational formu-
lation for generating a weak form of the field equations. This weak form can be evaluated
computationally by using numerical solution techniques. We use the finite element method

11



Proceedings of XLIII International Summer School-Conference APM 2015

for space discretization and the finite difference method for time discretization, and then
solve the weak form by using open-source packages developed under the FEniCS project,
see Logg et al. [7]. Thin films made of Cu are simulated with our version of strain gradient
elasticity. We perform a numerical study of different thicknesses, and observe qualitatively
the same deformation phenomenon as in real experiments.

2 Governing equations

Throughout the paper we use the standard nomenclature of continuum mechanics includ-
ing the summation convention for repeated indices. We consider a continuum body, By,
consisting of massive particles at known original positions X;, expressed in Cartesian co-
ordinates. In a material frame the particles are identified by their original positions X;.
As a consequence of (mechanical) loading the body deforms to B at the present time ¢ and
the particles move to x; = x;(Xj,t). The objective of continuum mechanics is to calculate
this deformation by determining the displacement of each particle:

ui:ui(Xj,t) :l‘i*Xl' . (1)

In the theory of elasticity this is achieved by satisfying the balance of linear momentum.
In strain gradient elasticity we need to fulfill also the balance of angular momentum. Both
balances of momenta transformed onto the initial frame, By, read

61),‘ 8le o
en —an—Pofz—O, o)
6aik _ 8Azgk _ I
0 ot 8Xj Pozik = U,

where the specific linear momentum (per mass), v;, and the specific angular momentum,
a;, are the unknowns. The flux terms, Pj; and A;ji, will be defined by using constitutive
equations. The supply terms, f; and z;, are prescribed and known. For a motivation and
a derivation of these balance equations from the well-known global balance equations in
the current frame we refer to Abali et al. [1]. The specific linear momentum, v;, is a tensor
of rank one. Physically speaking, it is the velocity of the material particles, and given as
follows in the initial frame:

o — dl‘i(Xj,t) _ 8:L‘i(Xj,t) 8(u, +XZ') B ou;

1 — - ) (3 )
dt ot ot ot

since the initial positions of particles are constant. The specific angular momentum, a;g,
is a tensor of rank two and consists of a spin and a moment of linear momentum. For
non-polar materials, such as copper, the spin vanishes and a;; becomes:

1
i = X[jvp) = §(Xz'vk — Xpvi) - (4)

Hence, in both balances of momenta the displacement field, u;, occurs, which is the un-
known field. After vector multiplication of the balance of linear momentum by the position
vector and subsequent substraction from the balance of angular momentum we obtain the
balance of spin. It contains a production term. Since the spin vanishes for a non-polar
material, its production term has to vanish, too. This restriction requires the CAUCHY
stress tensor, 0;; = 0y, 4.e., the flux of linear momentum in the current frame, to be
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symmetric. The flux of linear momentum in the initial frame is referred to as the first
P1oLA-KIRCHHOFF stress tensor:
ox;

- (5)
0X;

Py =J(F Yor , J=det(F), Fy=

Obviously, the first P10LA-KIRCHHOFF stress fails to be symmetric even in case of a
symmetric CAUCHY stress, 0j;. Hence the second PIOLA-KIRCHHOFF is introduced:

Skj = Pei(F~ )50, Skj = Sji - (6)

The flux of angular momentum consists of a flux of spin and a moment of flux of linear
momentum:

1
Aijre = pijk + X Py = pije + i(Xink — XiPji) - (M)

The flux of spin, g1, is also called couple stress in the initial frame. We need to find
constitutive equations for the stress, S;;, and the couple stress, p;jx, with respect to the
unknowns, ¢.e., the displacement components, u;. Then the following two equations lead
to the displacement field:

aQ’LLi 8sz
L0 3t2 - 8X _Psz 07 (8)
O%upy  Opgjg 0Py
PoXiigs ox, Pk X[iTij — pozik =0 .

The specific supply term for the linear momentum, f;, is given by the gravitational specific
force only, since we neglect electromagnetic interaction in the system. The specific supply
term for the angular momentum, z;;, consists of two terms, a specific body force affecting
the spin volumetrically, and a moment of the gravitational specific force. Since the material
is non-polar the first term is neglected, we have:

zik = X[ fr) = %(Xifk — Xifi) - (9)

By inserting the latter in Eq. (8)2 we realize that the couple stress has the following sym-
metry property:

Mijk = —Hkji - (10)

Next, we will define the stress and the couple stress tensors depending on the displacement
field. Due to objectivity we need to use the gradient of displacement. In this context we
use the GREEN-LAGRANGE strain tensor:

1
E;; = 5(01“ —6ij) »  Cij = FriFyj - (11)

In the theory of elasticity the stress is given by the strain, which is sufficient to determine
the displacements accurately. In strain gradient theory the additional flux term, ¢.e., the
couple stress, is described by the strain gradient, 0E;;/0X). Theoretically stress may
depend on the strain gradient as well as couple stress may depend on the strain. For linear
and isotropic materials this is not the case, see dell’Isola et al. [3, §3]. Hence we can define
the general linear relations for the stress and couple stress as follows

Sij = CijriEri 5 pijk = DijrimnEimmn - (12)
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The so-called stiffness tensor Cjjy; is of rank four and the tensor D;jiimy, is of rank six.
For isotropic materials the tensorial forms of such material tensors are well-known, see for
example Suiker and Chang [10]. Since the strain is symmetric, E;; = Ej;, we obtain the
following stiffness tensor:

Sij = AEgr0ij + 2uE;; (13)
where the LAME parameters are given by the engineering constants, viz., YOUNG’s mod-
ulus, F, and POISSON’s ratio, v, as follows:

Ev E
A= , =
(I+v)(1-2v) 2(1+v)
Analogously, we obtain the material tensor D;jiimy after using the conditions Eyjp = Ej; 1,
and Wik = —Hkjis such that

tijke = (055 Ekmm — 0k Bimm) + B(0i5 Emm ke — ik Emm,i) + ¥ (Bijk — Ejkg) - (15)

The couple stress possesses three additional material parameters. After measuring F, u, a,
B, v we can calculate the deformation of thin films. An adequate numerical implementation
is presented in the following section.

(14)

3 Numerical implementation

The field equations (8) are differential equations in space and time. In order to analyze
them numerically we need to discretize the fields and operators in space and time. For
discretization in time we use the finite difference method:

ou;  uy —uf (k1 k

o = A7 At = kD) k) (16)
This implicit method is stable for real valued problems. For the space discretization we
employ the GALERKIN-type finite element method, where the test functions, du;, are chosen
from the same SOBOLEV space as the unknowns, u;. We use continuous second order
elements belonging to

V= {u; € [H*(Q)]?: ui‘aﬂ = given} ,
V = {6u; € [HE Q)3 : 5“1“3(2 = given}

(17)

for the three dimensional domain Q € R? and its boundaries 2. The weak form is ob-
tained by multiplying the field equations with appropriate test functions and then applying
integration by parts:

ui — 2u +u?0
Z /( AtAt du; + Pjidusj — po fidui+

elements

T e S ~ Hligbuki = Xpp Py j0uni—
dt dt S N

—polirduy; — X[ifk]5uk,z'> dV — /an (Pjrduk + pijidur ;) NjdA .

+poX|;

This weak form is implemented in Python by using open-source packages developed by the
FEniCS project, Logg et al. [7]. Since the weak form is nonlinear, it is linearized by a fully
automatized symbolic derivative at the level of partial differential equations, see Alnaes
and Mardal [2]. All 2D-plots were created by using the MatpPlotLib packages, see Hunter
[6], under NumPy, see Oliphant [9].
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Figure 1: Variation of thickness of thin film out of Cu-HCP. The ordinate refers to
the normal stress value at 0.2% of tensile strain.

4 Results and conclusion

The deformation behavior of thin films has been analyzed. We consider a plate with di-
mensions 10 x 10 x 1 length units on the microscale. By varying the length unit, the
length to thickness ratio is kept constant. The geometry remains the same, whereas the
geometric scale is changing. In order to perform a somewhat realistic simulation we use
the properties of High Conductivity Phosphorus Deoxidized Copper (CU-HCP). The ma-
terial is modeled as isotropic with YOUNG’s modulus taken as £ = 139.9 GPa at room
temperature, see Miiller et al. [8]. We assume POISSON’s ratio to be v = 0.3 and take
the mass density as pp = 8960 g/um?>. The plate is subjected to tensile test conditions:
On one end it is clamped by setting the displacements equal to zero. On the other end
it is stretched by setting the displacement analogously to a position controlled in tensile
testing. For all other boundaries free surface conditions have been implemented, such that
the boundary terms vanish. During one “second” the strain is increased linearly up to
0.2% and the stress is computed at that strain. From experiments, see Gruber et al. [4,
Fig. 8], we expect approximately 300 MPa of stress at 0.2% of strain. In Fig.1, at strain
F11 = 0.002 the true stress, namely the CAUCHY stress, 011, is plotted by varying the film
thickness. The so-called size effect is obvious. Although the geometric ratios and material
parameters remain the same, the behavior alters by varying the thickness. Interestingly
this change is not monotonous and seems to be counter-intuitive. We know from the exper-
iments that such a behavior occurs in reality, see Gruber et al. [4, Fig.9c]. From Gruber
et al. [4, Fig. 8] it is known that the material’s response up to 0.1% is identical for different
thicknesses. In Gruber et al. [4] this discrepancy has been motivated by a possible change
in plasticity without any change of the elastic response. However, it is then difficult to
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justify the change in the initial yield stress. In this paper we present a simulation with a
qualitatively similar response of the material, where the change is explained by our version
of strain gradient theory.

We started with a brief outline of the strain gradient theory and its implementation, which
are mainly developed in Abali et al. [1]. Additional to the well-known engineering constants
three more material parameters were necessary to model a system using strain gradient
theory. For simulations of thin films we determined these parameters by free choice and
achieved to model the counter-intuitive response of thin films. It is rather challenging to
obtain qualitatively accurate results by finding the correct set of parameters.
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Abstract

The work presents a theoretical study of the colloid nanoparticle agglom-
eration with a focus on the morphology of the resulting assemblages. This is
achieved by using an original analytical multi-particle interaction model.

It has been shown that the electrosteric repulsion between colloid nanopar-
ticles makes it more energetically favourable to form linear structures; this ef-
fect is stronger for particles with higher surface charge. Linear agglomerates,
however, turn out to be unstable and subjected to deagglomeration or com-
paction due to the surface-bound brownian motion of the constituent particles.
Therefore the resulting morphology of a nano-agglomerate can be described as
the product of a balance between the initial preference for a linear structure
formation and further compaction or deagglomeration.

1 Introduction

Nanotechnology is among the fastest growing fields of applied research in the past few
decades. An important group of nanomaterials that have found a wide industrial, commer-
cial and scientific application are those based on nanoparticles as their primary structural
units. These materials include nanocolloids, aerosols, nanoceramics, etc. and demonstrate
a high dependency of bulk material properties on those of the individual nanoparticles [1].
It is important to note that physical and chemical properties of particle-based materials
and, therefore, their fate and transport, biological activity and behaviour in the human
body are also dependent on the morphology and stability of the particle assemblages [2, 3|
in the form of agglomerates and aggregates (terms used in accordance with ISO 14887).
Although the agglomeration of nanoparticles has been a subject of extensive studies, only
a few works to date have focused their attention on the formation of nano-agglomerate
spatial structure [2].

The present work is devoted to the theoretical study of nanoparticle agglomeration in
aqueous colloids and is specifically focused on analysing the morphology of forming particle
assemblages. Analytical description and analysis of nanoagglomerate structure is achieved
by employing a modified version of the original multi-particle colloid interaction model first
introduced by the authors in [5]. The model is developed in the framework of the DLVO
(Derjaguin, Landau, Verwey, Overbeak) theory that assumes that interparticle interaction
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Figure 1: Schematic representation of a colloid ZnO nanoparticle’s charged surface
and ionic atmosphere.

in colloid solutions is governed by two processes: short-range van der Waals attraction and
long-range electroosmotic repulsion due to overlapping electric double-layers (EDL).

2 Methods

2.1 Mathematical model

We consider a spherical nanoparticle suspended in electrolyte solution as a spherically sym-
metric system with radial coordinate r (see figure 1). The colloid particle obtains surface
charge through the processes of adsorption and desorption, which will be discussed in detail
later. Thus we assume that the particle and the adsorption layer can be represented as a
sphere of the effective radius a and uniform surface charge o. The charged particle is then
subjected to solvation and thus acquires a charge-less hydration shell of roughly two water
molecule diameters thickness § [7]. The layer of polarized HoO molecules a < r < b=a+0d
(see figure 1) is known to have significantly smaller effective dielectric permittivity in com-
parison with the bulk water [7]. The hydrated nanoparticle is surrounded by a diffuse ion
atmosphere r > b that compensates the particle surface charge. To describe the discussed
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EDL structure we therefore have to consider two calculation domains:

I: a<r<b, e=¢ (1)
II: » > b, EII = €
where the domains I and II correspond to the charge-less gap with the effective dielectric
permittivity e, and the diffuse layer with the bulk dielectric permittivity € respectively.
The electric potential distribution ¢(r) in these domains is described by the following
Debye-Huckel equation system:
Apr=0, a<r<b
2 (2)
Apn = k2, T>b

with boundary conditions:

d _
W@I‘r:a —  epeo

@1 (b) = @1 (b) = ¢o
d _ d
eh gy Pt oy = Edp ey

Pty y00 =0

Here & is the reciprocal of the Debye length:

e (aj)éT) : @

where I = 3" (z;)?n; - the ionic strength of the solution; i - number of the dissociated

7
solute; z; - charge number of the ions resulting from the dissociation of the i-th solute; e -
elementary charge; g - dielectric constant; k - Boltzmann constant; T' - temperature.
Solving (2) with (3) for the diffuse layer we obtain:

pr1(r) = g0 * - exp-r(r — b) )

where ¢ is the zeta-potential:

1 Ara? - o
 dmeeg b(1 + kD)

¥0 (6)

The nanoparticle obtains it’s surface charge through adsorption and desorption. For am-
photeric particles such as ZnO the dominant charging process is competitive protonation
and deprotonation of surface —OH groups [4, 7|, which is demonstrated in figure 1. The
corresponding reactions are:

—OH + Ht 2 —OHj -
—OH + OH™ 2 -0~ + H0

We assume that all ions in the system except for the H™ andOH™ are indifferent to the
particle surface. Linearisation of the potential-dependent HT and OH™ concentrations at
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the particle surface in the non-saturated adsorption limit yields a simple expression for the
surface charge density o of a nanoparticle placed in an external electric field:

” oo+ e [Benu (1 — ) — B_nou (1 + 7] (8)
B 2[BanutBnon] [__1 b—
14 Semtbononl [ Lo + ]

where og - constant portion of the surface charge density due to charged groups that are
not involved in any chemical reactions in the considered system; ny, non - bulk H and
OH™ concentrations in the solution; px - local potential of the external electric field; S5,
B— - model fitting parameters.

Using (6) and the non-saturated charge regulation model (8) we can obtain the expression
for the zeta-potential dependency on pH and use for the experimental data fitting and
thus obtain the numerical values for the model parameters Sy, f— (see figure 2). The
suggested theoretical approach is suitable for the spherical amphoteric nanoparticles with
low surface potential suspended in the aqueous solutions of low ionic strength. Therefore,
the zinc oxide nanoparticles were chosen for the modelled system of this work due to their
unique semiconductor and chemical properties wide use in customer products.
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Figure 2: Comparison of the ZnO nanoparticle zeta-potential dependency on pH
obtained using the proposed non-saturated charge regulation model (solid line) with
the experimental data from [6] (dots). The dashed vertical lines mark the limits of
applicability of the model.

Using the monopole approximation, we substitute each particle with its equivalent screened
point-charge [8] :
Q = 4meeq - pp - be'? (9)

Then the potential energy of a particle number « interacting with multiple other particles
can be found as:

U (o) = - 32 [ SRR 5 Gy (o) (10

where o, 8 - particle numbers; R, g - centre-to-centre separation between particles o and
B; the equivalent charges @), can be found from the linear algebraic equation system:

Qo+ Y fap-Qs=Qiso (11)
B#a
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here Q150 - the equivalent charge of an isolated particle; the matrix coefficients are:

1 e 1 (B+nu + B—non) - exp [~k (Ra,g — )]

0o = C— : (12)
’ 4 kT a(1 b e2[Brnu+B-_n b—a
eso i 75( T ) L+ : ZW?Eo-k’T o1, [b(lqltnb) + W]
The van der Waals attraction energy in (10) is given by [7]:
Al 2a? 2a? R? — 4a®
g ) N Y (e 1
aw () = =5 R2—4a2+R2+n< R )} (13)

where A - the effective Hamaker constant for the particle interaction through an intervening
medium.

Thus we have obtained the expression (10) for the multi-particle colloid interaction poten-
tial energy for arbitrary particle positions using the non-saturated charge regulation model

(8).

2.2 Model validation

The derived expression for the inter-particle interaction energy allows us to study the
potential barrier arising when a nanoparticle is approaching a certain agglomerate config-
uration. Assuming that the nanoparticle velocity distribution during its Brownian motion
approaches the Maxwellian one for times much longer than the duration of a single molecule
collision [5], we can calculate the probability of nanoparticle possessing enough kinetic en-
ergy overcome the given potential barrier. The corresponding probability function for the
particle having the kinetic energy F greater than the potential barrier energy Ej, is depicted
on figure 3.

0.8
0.6
0.4

P(E>E,)

0.2

E, [KT]

Figure 3: Probability of nanoparticle having the kinetic energy E greater than the
potential barrier energy as a function of its value Ej,.

For the case of a nanoparticle approaching an agglomerate the proposed model predicts a
limited growth of the potential barrier with the increase of the agglomerate’s size. After a
certain agglomerate size the potential barrier for attachment reaches a plateau and ceases to
grow due to the charge redistribution between the particles. The corresponding attachment
probability dependency on the agglomerate size is illustrated on figure 4. As shown in the
figure, the traditional linear superposition approximation [8] that does not account for the
charge regulation predicts the termination of agglomeration for assemblages of more than
13 particles, which significantly contradicts the experiment data (see the inset on figure
4) [6]. On the contrary, the proposed model predicts a limited decrease of the attachment
probability reaching a constant high value for the agglomerates of more than 13 constituent
particles demonstrating a good qualitative agreement with the experiment.
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Figure 4: Probability of nanoparticle attachment to an agglomerate as a function
of the agglomerate’s size (expressed as a number of constituents particles) obtained
with and without the charge regulation model for pH = 7.7; the inset illustrates the
experimental pH dependency of the mean agglomerate size taken from [6].

3 Results and discussion

The presented multi-particle interaction model was used to study the attachment of a
nanoparticle to a certain set of 2-, 3-, 4- and 5-particle agglomerate configurations. To
analyse the possible resulting agglomerate morphologies and identify the most energetically
favourable of them we have studied the dependency of the interaction potential energy on
the location of nanoparticle attachment site on the agglomerate. The resulting potential
energy contour plots for the selected agglomerate orientations are depicted in figure 5. The
figure shows that the potential barrier due to electroosmotic repulsion is anisotropic with
respect to the direction of particle’s approach: attachment to a site with more particles in
contact results in higher barrier.

The observed electroosmotic orientation effects during agglomeration are further illustrated
in figure 6 which demonstrates the dependency of the attachment probability on the di-
rection of the nanoparticle approach for different solution pH values. According to figure
2 pH values that are further away from the neutral pH result in higher particle surface
charge and, therefore, the increasing role of electroosmotic repulsion in particle interac-
tions. This explains the corresponding increase of the attachment probability anisotropy
for the approach directions found in figure 6.

It is thus shown that with the increase of the nanoparticle surface charge it becomes more
and more energetically favourable to initially form linear structures. Figure 6 also shows
that for linear agglomerates the attachment of each next particle in a continuation of the
linear structure becomes more and more plausible.

The fate of the agglomerate after its initial formation is studied in figure 7. This figure
depicts the dependency of the potential well depth on the attachment site location on
the agglomerate represented through the angular coordinate. As it should be expected,
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Figure 5: Contour plots of the interaction potential energy between a single mo-
bile nanoparticle and a fixed agglomerate configuration; brighter areas correspond
to higher values of the potential energy. The nanoparticle is moving in a plane
with a selected orientation relative to the agglomerate. The considered agglomerate
configurations are: a) 2-particle agglomerate; b) compact 3-particle agglomerate; c)
linear 3-particle agglomerate; d) compact 4-particle agglomerate; e) linear 4-particle
agglomerate; f) compact 5-particle agglomerate; g) linear 5-particle agglomerate.

the figure shows that the deepest potential wells correspond to the attachment sites in
the closest contact with as many particles as possible. But the most important result is
the fact that the van der Waals potential well corresponding to the most favourable sites
are highly localised. Away from such positions the potential energy holds constant, which
means that the van der Waals attraction will not cause the force on the attached particle
unless it is in a very close proximity with the favourable site.

Another notable result in figure 7 is the depths of the potential well corresponding to
different attachment sites. Namely, the most energetically favourable from the long-range
electroosmotic repulsion point of view sites in contact with only one particle are associated
with the potential well of 3kT. According to figure 3 a particle can escape such a well due
to solvent molecules collisions. Potential wells for the sites in contact with two and more
particles are deep enough to be considered a permanent attachment.

Therefore, attachment sites with a single particle in contact, which were shown as the
most energetically favourable from the electroosmotic repulsion point of view, are unstable
due to the surface-bound brownian motion of the attached nanoparticle. The said chaotic
motion can either cause the detachment of the particle, or position it near one of the more
favourable van der Waals sites and cause the agglomerate compaction.

As a result, according to the proposed model the predominant type of agglomerates in the
system with high nanoparticle surface charge will be determined by the balance between the
initial linear structure formation and their further gradual deagglomeration or compaction
due to the surface-bound brownian motion of the constituent particles and the close-range
van der Waals repulsion. The model also predicts the decrease of linear agglomerate
fraction in the systems with smaller particle surface charges.
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Figure 6: Probability of a nanoparticle attaching to an agglomerate of a specific
morphology as a function of the particle’s approach direction. The nanoparticle
is moving in a plane with a selected orientation relative to the agglomerate. The
considered agglomerate configurations are: a) 2-particle agglomerate; b) compact
3-particle agglomerate; c) linear 3-particle agglomerate; d) compact 4-particle ag-
glomerate; e) linear 4-particle agglomerate; f) compact 5-particle agglomerate; g)
linear 5-particle agglomerate.
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Abstract

The problem of creep, damage and long-term strength of compressible
elastic-viscous aging media is considered. The modified Maxwell equation
expressed in scale of effective time is used. The parameter of continuity is
defined by a value of relative changes of density, which is an integral measure
of structure micro defects stored during long-term loading. It is assumed that
the rate of brittle fracture depends on stress and the value of stored damage.
Taking into account the noted positions the analytical relations for parameter
of continuity and long-term strength criteria are derived. The corresponding
theoretical curves are plotted.

Financial support of the Russian Foundation for Basic Research (Grant N
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The problem of creep and long-term strength of polymer and composite materials with vis-
cous and brittle mechanical characteristics are discussed. The most polymer (thermosetting
plastics, polystyrene, polyacrylates, polyvinyl chloride and other) and composites, based
on polymer matrix, fractured when the value of residual deformation is small. During
the long-term action of mechanical stresses and temperatures the interrelated processes of
deformation and damage occur. Thus the damage parameter has certain physical meaning
and is associated with destructive processes, which are consisting of thermal and mechani-
cal stages. In the case of brittle composite materials the damage is defined by degradation
processes: loosing of continuity in contact zone fiber-matrix, fracture of fibers in defective
volumes, the formation of cracks or voids in the matrix and other. These processes are
accompanied by changes of structure and properties as a result of chemical reactions.

In mechanics of scattered damage and brittle fracture the concept of continuity (Kachanov
[1]) and damage (Rabotnov [2]) is considered. Following Kachanov, let’s introduce the
parameter of continuity ¢ (1 > ¢ > 0), which is defined as a relative volume changes
(loosening on the Novozhilov terminology [3]) or density ¥ = p/po (where py is initial, p
is current density) [4]. So this parameter is an integral measure of structure micro defects
stored during long-term loading. In the world scientific literature there are numerous
experimental investigations of the evolution of parameter ¢ during creep of metals and
composite materials [5-11]. In initial condition ¢t = 0, p = pp, ¥» = 1 and in fracture
moment t =1y, p =0, ¢ = 0.

Since the real materials have random structure, so continuity parameter is a statistical
characteristic, which can be defined by some kinetic equation. Form of kinetic equation
is determined according the experimental results on long-term strength. In the common
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case these equations are based on two hypotheses, which were formulated in [12; 13]|. In
according to the first hypothesis the rate of brittle fracture depends only on stress o(t)

W~ flow). (1)
In according to the second hypothesis and the conception of statistical physics the rate of
brittle fracture depends on stress and the value of stored damage
W Flot).v. 2)
In the equations (1)-(2) o(t) is stress, depending on time. In the creep case on condition
o(t) = o9 = const, 1 > > 0,0 <t <ty from the solution of equations (1), (2) we can
obtain the criteria of long-term strength

ty =—1/f(00), (3)
S ”
d / f(oo,v)

When formulating the long-term strength criterion in form of relations (1), (2) the condition
of a constant stress during creep is accepted. In this regard can be mentioned that the
creep experiments are conducted when the applied value of load P is constant. Dropping
from time to time the load we can achieve the condition of constant stress. However, the
practical realization of this condition is not quite workable. The change of cross section of
specimen because of formation of pores and cracks and, accordingly, a correct estimate of
the value of true stress is not quite possible.

Let’s consider the problem of tensile specimen made of elastic viscous aging material under
the action of constant load P. As a rheological equation we will use the modified Maxwell
equation, expressed in the scale of effective time [4]

&=ty

5)
dw = fi(w,e, T, t)dt + fo(w,e, T, t)de, (5)

where ¢ is strain, T is temperature, t is time, F is the modulus of elasticity, n is coefficient
of viscosity.

Parameter w is considered as a effective time, using which it is possible to describe the
deformation aging processes and aging after temper. According to equation (5) during
instant active loadings this parameter corresponds to a deformation time . In a state of
unloading and stabilization the parameter w describes the kinetics of chemical processes
of aging and reduces to a real time ¢. In the calculation on formula (5) the parameter of
effective time is defined by the following relation [14]

dw = ae®dt + bde, (6)

where a, b, k are constants.
To determine the long-term strength in addition to equations (5)-(6) the relation for a
parameter of continuity is considered in the form of a power law [15]

dy _

i —Ao" = —Aoggy"e", (7)

where A, n are constants.
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The equation (7) is expressed in a true stress (taking into account the mass conservation
law poloFo = plF we have 0 = P/F = ooFy/F = oges, o9 = P/Fy, € = In(l/ly), lo, Fo
are initial and [, F' are current length and cross-section area of specimen, o is true, o is
engineering stress).

Analytical solutions of interrelated equations (5), (6), (7) are possible in the case of some
reasonable consumptions. The equation (1) is solved without account of damage processes.
Using the conditions ¢t = 0, e = 0, 0 = 09 = const, the solution of equation (5), taking
into account (6), is written in the form

a(ef —1)

€ 1+ ———1, 8
%(—g‘;)] ®

_g
FE

where 7 = n/E is relaxation time.
Introducing the relation (8) into equation (7) and solving it in initial condition ¢ = 0,
1 =1, we will obtain

n+1 —_ nao, nao, o
=91+ Aoy " an(1 = 1) e B —efle B |1+ I (ekt — 1)
E?r (1 — %f) Btk (1 - fm)
(9)

1 T

w

05 -
. 0 100 200

£ h

Figure 1: Curve of continuity parameter ¢ according formula (9).

Curve of continuity parameter ¢ according formula (9) is shown on Fig. 1.
Taking the condition of fracture ¢ = tf, 1 = 1) (¢4 is a value of continuity at fracture
time) from (9) we can obtain the relation, which is reduced to the following

kty+ Aref't + B =0, (10)
1—n 2 opb
_ noga __ nog __ noga . noo W " -1DE 7'( *ﬂ)
where A; = E%k(l—%’)’ B = "% 7}3%%1—%’) In (e E =) AoT Tan .

The solution of equation (10) is

W(AlefB) — B
k )

where W is Lambert function, which can be defined as

tf:—

_ - (7’”)”_1 n
Wo(x) = Z o
n=1
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Taking into this decomposition only the first two terms of series, we obtain the solution of
equation (10) in the form

Aje™B — (A1e7B)2 - B

) (12)

ty=—

In calculations according formulas (9) and (12) the following values of coeflicients were used:
E =2000 MPa,a=0,8[h]"',b=3,7=35h,n=2k=0,1[h", A=0,1[MPa]2,
o9 = 80 M Pa, v, = 0,1. These coeflicients were chosen to obtain a qualitative description
of damage parameter and long-term strength curves.

On Fig. 2 the theoretical curve of long-term strength using criterion (12) is shown.

2
lg a0, MFPa

|
0.5 2
gty h

Figure 2: The theoretical curve of long-term strength using criterion (12).
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Abstract

The problem of damage and high-temperature creep fracture of metallic
materials is demanded in such areas of modern engineering as the thermal and
nuclear power plants, aircraft, spacecraft and others. In this regard, inten-
sive studies on this problem are carried out. It has been found that under
the prolonged action of relatively small stresses and high temperatures metal-
lic materials embrittled due to development of damage (cracks, pores etc.).
These effects have been studied in details by the methods of physics and ma-
terials science. For engineering applications, it became necessary to develop
mechanical models of creep damage and fracture. The first such models have
been proposed by G. Hoff, L.M. Kachanov, Yu.N. Rabotnov. In these mod-
els some controversy assumptions are made, for example the incompressibility
condition, which can be overcome, if we formulate the creep fracture crite-
ria using the mass conservation law. Taking into account these propositions
and remaining within the concept of damage mechanics, interrelated kinetic
equations of creep, damage, and creep fracture criterion are formulated. The
proposed approach does not contain the mentioned contradictions and can be
considered as the basis for a more accurate description of the damage and frac-
ture of metallic materials and structural elements under the high temperature
creep condition.

Financial support of the Russian Foundation for Basic Research (Grant N
15-01-03159) is gratefully acknowledged.

Under the long action of high temperatures and relative small stresses many metallic al-
loys and pure metals lose plasticity and collapse as brittle (the phenomenon of thermal
brittleness). Because these effects are observed in elements of many important engineering
objects, in particular, in power and nuclear, the problem of brittle fractures became a
subject of numerous theoretical and experimental researches. For the description of brittle
fractures the concept of continuity (Kachanov [1]) and damage (Rabotnov [2, 3]) was de-
veloped. To materialize the damage parameter various definitions were offered: the relative
size of pores or irreversible change of volume (loosening on Novozhilov’s terminology [4])
or density (Arutyunyan [5, 6]). In the paper the parameter of continuity is determined
by the ratio ¢ = p/po (po is initial, p is current density) and it is an integral measure of
the accumulation of structural micro defects during long-term of high-temperature loading
[7-16]. In the initial condition t = 0, p = po, ¥ = 1, at the time of fracture t = t¢, p = 0,

¥ =0.
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In the general statement the continuity (damage) parameter ¢ and the kinetic equation
for this parameter was considered by Haward [17]. According to Haward brittle fracture
proceeds with a speed depending on stress o(t)

dy

_ t 1
i flo@)], (1)
or, according to representations of statistical physics, from stress and the damage parameter
dy
—_ = t . 2
= —flo (). ] @)

Basic provisions of the concept of Kachanov-Rabotnov brittle fracture are based on the
equations (1), (2) which right part is taken in the form of power relation. In the brittle
model of Kachanov the continuity parameter ¢ (1 > ¢ > 0) is introduced randomly
without giving of a certain physical meaning to it. It is supposed that creep deformation
doesn’t influence fracture processes, and the kinetic equation of the continuity parameter
is taken as a power function from effective stress [1]

d¢_ Omax \
i =A%) @

where A > 0, n > 0 are empirical constants, not depending on stress; oy,q, /% is effective
stress.

The tension problem of specimen stretched under the action of constant load P is solved.
It is considered that brittle fracture happens at small deformations therefore it is possible
to neglect change of specimen cross section, i.e. the conditions F' = Fy, oypax = 0 = P/F =
P/Fy = 0¢ = const, (o is true stress, og is nominal stress, Fy, F' are the initial and current
area of cross section of a specimen) are accepted. At these assumptions the equation (3)

can be expressed in the form
dy oo\"
—=-A(—) . 4
i = (%) B

In the Rabotnov’s brittle fracture model [3] the damage parameter w (0 < w < 1) is
introduced and it is defined by the following kinetic equation

dw

— = Ao".

o = Ao ()

The damage parameter is introduced as w = Fp/Fy (Fr is the total area of pores) and it is
characterizes extent of reduction of a specimen area of cross section. Then from condition
F = Fy — Fr, we have F = Fy(1l —w), 0 = P/F = ooFy/F = 09/(1 —w). Taking into
account these relations the kinetic equation (5) can be written as

do _q(2 Y (6)
dt l-w/ ~
The equations (4) and (6) are identical at w = 1 — 1, d¢p = —dw. From the solution of
these equations under the initial condition ¢t =0, ¢ = 1, w = 0, we have

@b:l—w:[l—(n—kl)Aa(’]‘t]%ﬂ. (7)

Accepting a fracture condition, ¢ = tlj’c, ¥ =0, w = 1, from (7) follows the criterion of
purely brittle fracture
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b 1

by = (n+1)-Aop’ ®)
Such an approach provides a physical interpretation of the Kachanov’s parameter. How-
ever, the condition F' = Fjy, used in the Kachanov’s concept, corresponds to zero value of
the damage parameter what disagrees with the concept of damage accumulation. Thus,
similar interpretation of Kachanov’s continuity parameter isn’t represented fully correct.
To define the creep deformation Rabotnov [3| introduced a system of two interconnected
equations for the rate of creep and damage parameter

=t w), ©)
dw

= = o1 —w)™" 1
2 = (1 - w) ™, (10)

where b, ¢, m, n, q, r are constants, € = In(l/lp) is creep deformation, ly, [ are the initial
and current length of specimen.

In the case of a purely brittle fracture and small deformations when F' = Fy, 0 = 0¢ =
const solving the system of equations (9)-(10) we will obtained the relation of the creep

deformation
1/k
kb t
5:777{ 1—(1—b> , (11)
— o+l b 1 =
where k = Til—q’ ty = c(+r)og’ ty = bmaog®

Relation (11) is considered as a major result in the Rabotnov’s theory, because by using
this formula it is possible to describe the third phase of the creep curve, which, in the
case of brittle fracture, is completely determined by the damage of material. At the same
time, the output of this formula is based on the condition F' = Fy and w = 0, which,
as it was noted, is contrary to the very concept of damage. Further, in determining the
criteria of ductile-brittle fracture using equations (9)-(10) the condition of incompressibility
is introduced, which is also contrary to the damage concept.

To overcome these contradictions in [18] a system of equations for the rate of creep and
damage, based on the continuity parameter ) = p/pp, have proposed. This paper presents
a modified version of these equations, which can describe the main experimental results
on creep and creep rupture of metallic materials. Let’s consider the following system of
equations

ds_

% o™
a7
dy

alV A"
dt 7

where B, a are constants.

The last equation of this system corresponds to the equation (2). Taking into account
the mass conservation law pgloFy = plF from which follows the relation o = ogie® these
equations can be written in the form

de

7 Bog'yp™e™e, (12)
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dip

dt
If we consider the case of brittle fracture and small deformations, we can assume €™ =~ 1,
€" ~ 1, then the solution of equation (13) with the initial condition ¢ = 0, ¥ = 1 has the
form

= — Aol e, (13)

Y =[1-(a—n+1)Ac}] = (14)

Fig. 1 presents the curves, corresponding to equation (14) for various values of the con-
stants: a = 6 (curve 1), a = 4 (curve 2), « = 2 (curve 3) and o = 1,1 (curve 4). The
curves agree with the experimental curves [7-15]. In the calculations the following values
of coefficients were used: n =2, A = 10" [M Pa]~2, 0y = 100 M Pa.

1 T T T
L

| ] ]
0
o 2wt 4wt st zant 1ao

i

]

Figure 1: The curves for the parameter of continuity ¢ according to the formula
(11): a =6 (curve 1), o =4 (curve 2), « = 2 (curve 3) and o = 1,1 (curve 4).

Taking the fracture condition ¢ = ¢, 1) = 0, from (14) we obtain the creep fracture criterion

1
b _
tf_(oz—n—kl)-Aag‘ (15)

When a = 2n the criterion (15) coincides with the Kachanov-Rabotnov criterion (8). On
Fig. 2 in the double logarithmic coordinates are shown the creep fracture curves according
to the formula (15) for different values of the coefficients: o« = 6 (curve 1), « = 4 (curve
2), a = 2 (curve 3) and @ = 1,1 (curve 4). In the calculations the following values of
coefficients were used: n =2, A =107 [M Pa] 2.

Taking into account (14) and the initial condition ¢t = 0, ¢ = 0, from equation (12) follows
the relation of the creep deformation

Bo'glin m—n-+4+1
= 1= [1= (@—n+1)Agg] =i | 16
c Am—n+1mn—n+n{ 1= (o= n+1)Aoy’] (16)
On Fig. 3 are shown the theoretical creep deformation curves according to the relation
(16) for different values of the coefficient a: aw = 8 (curve 1), a = 6 (curve 2) and a = 1,1
(curve 3). As can be seen from this figure, the system of equations able to describe the

third phase of creep curves, which is determined by the processes of damage accumulation.
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Figure 2: Curves of long-term strength under criterion (15): a =6 (curve 1), a =4
(curve 2), o = 2 (curve 3) and a = 1,1 (curve 4).
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Figure 3: The theoretical creep deformation curves according to the relation (16) for
different values of the coefficient o @ = 8 (curve 1), &« = 6 (curve 2) and o = 1,1
(curve 3).

In the calculations the following values of coefficients were used: n = 2, m = 4, A =
1072 [MPa]™2, B=5-10"1" [M Pa]~*, 09 = 100 M Pa.
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Abstract

It was shown earlier that varying the form of a punch one can achieve
a directional radiation of surface waves. A directional radiation is necessary
while solving many applications, for example during calculation of acousto-
electronic piezoelectric devices on surface waves or during the allocation of
hard vibrating equipment, when it’s necessary to shade different objects having
directed the radiation to a safe side.

In seismic prospecting and defectoscopy the problem of creating a direc-
tional radiation of volumetric waves is relevant. Directional seismic antennas
are even more widely used during the vibratory examination of the earth’s
crust and upper Earth mantel, but the optimal characteristics of antenna ele-
ments (amplitudes and burden phases) are being determined only empirically,
and the use of acoustic antenna theory, formulated to create ideal acoustic cir-
cumstances, in case of elastic stratificated circumstances causes great errors.
In order to obtain the results, used practically, also the calculation of vertical
inhomogeneity and block structure of circumstances realized in this work is
important.

Keywords: block element, factorization, topology, integral and differential
factorization methods, exterior forms, block structures, boundary problems.

1 Introduction

In this study, the differential factorization method, which has been applied in [1, 2| to
an individual convex isotropic elastic body, is extended to the case of block structures,
in particular, layered structures. As was noted in [3|, this circumstance opens up the
possibility to investigate boundary-value problems for differential equations with variable
coefficients, as well as nonlinear boundary-value problems.

The formulas derived in [1, 2] for an individual convex elastic body represented an approxi-
mate solution describing its stress-strained state. This approximate solution becomes more
accurate as the shape of the body approaches a half-space. The approximate equation thus
constructed can be refined also by inverting the systems of integral equations presented in
the cited works. Similar results can be obtained for block structures [4] but, as is shown
below, the large number of blocks and the variety of possible combinations lead to much
more complex relationships.

The differential factorization method described in |1, 2| as applied to an individual domain
is extended herein to a collection of neightboring domains, which are referred to as block
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structures. As applied to boundary value problems for such collections of domains, this
method has specificity features that distinguish it from traditional approaches. For exam-
ple, boundary conditions in the differential factorization method cannot be satisfied in the
traditional form by introducing the limiting values of solutions and their derivatives on the
boundary. The cause id that the derivatives of the solution constructed by the method
on the boundary have mot only classical components but also components in the form of
generalizes functions, namely, d-delta functions and their derivatives |1, 2]. Their origin
is explained in detail in [1, 2|, and they are not an obstruction to solving boundary value
problems. In this paper, we show how to overcome these difficulties when the differential
factorization method is applied to block structures.

2 The block element method

By block structures, we mean materials occupying bounded, semibounded, or unbounded
domains, which are called contacting blocks. It is assumed that each block in a block
structure has its own specific behavioral in response to physical fields of a various nature.
It is also assumed that these fields are described by boundary value problems for systems
of coupled partial differential equations with constant coefficients. Media of this type
are typical of the earth’s crust, structural materials under complex physical-mechanical
conditions [4], nonmaterials, crystal structures of various arrangements, and electronics
materials. A similar structure is also possesse by various materials, including those created
by combining only nanoscale components or macro- and nanoscale components.

We counsider structures with three-dimensional blocks. The absence of considerable con-
straints on boundary value problems describing the properties of individual blocks suggests
that these block structures can have a wide variety of properties. In the general case, the
concept of a block requires that the boundary of the domain a boundary value problem,
including multiply connected domains, be unchanged and piecewise smooth. Each block
can be bounded or unbounded and can involve coupled processes related to solid and fluid
mechanics and electromagnetic, diffusion, thermal, acoustic, and other processes. Block
structures are more general objects than piecewise homogeneous structures, in which the
physical parameters of the medium are assumed to change in jumps in the transition from
one block to another with the preservation of the medium material. The last property
means that certain coefficients in the differential equations of a boundary value problem
undergo jump variations in the transition from one block to another with the type of the
boundary value problem being preserved.

Block structures have a wider range of properties than piecewise homogenous structures.
This follows from the variety of blocks’ properties, their shapes, and the character of in-
terblock interactions and also results from the interaction of physical fields, some of which
are produced or transformed by blocks. A special case of block structures is layered struc-
tures. Such structures with plane boundaries for linear boundary value problems can be
viewed as fairly thoroughly investigated. Block structures are studied primarily by numer-
ical methods, for which unbounded domains always present difficulties. The differential
factorization method, which is a generalization of the integral transform method, gives
answers to questions concerning the properties of physical fields in each block even at the
stage of solving boundary value problems.

Note that integral transforms in a boundary value problem for partial differential equations
in a domain {2 are a convenient research tool when the differential equations, 2, and the
functions describing an integral transform are consistent. By consistency, we mean the
possibility of transforming partial differential equations into ordinary ones by applying
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an integral transform and the setting of boundary conditions on the boundary described
by constant geometric parameter values. This property holds if the integral-transform
functions are the eigenfunctions of the differential operator in 2. In terms of topological
algebra, this property holds if the transformation groups generated by an automorphism
of the manifold 2 have representations that are invariant under a differentiable mapping of
the vector field defined on this manifold. For several simple domains, which are referred to
as classical, these are the Fourier transform in domains with plane boundaries, the Bessel
transform in domains with circular boundaries, the Bessel-Legendre transform in domains
with spherical boundaries, which are applied, for example, to the Helmholtz, Schrodinger,
Lame, and Navier—Strokes equations with constant coefficients.

It was shown that these and other integral transforms are consequences of self-mappings of
manifolds generating transformation groups of space and their motions. Representations
of these groups are obtained by introducing the special functions mentioned above. In the
case of classical domains, boundary value problems are relatively easy to solve. Specifically,
after applying an integral transform, they are reduced to simple functional or ordinary
differential equations and then integral inversion is used.

For boundary value problems in domains of complex geometry, we use the differential
factorization method, which reduce them to functional equations with dimension reduction.
We formulate the following boundary value problem for a block structure. Assume that
the block-structure domain ) consists of subdomains €, b = 1,2, ..., B with boundaries
0 It may happen that a portion of the block’s boundary is shared with another block,
in which case it is a contact boundary. The remaining non-contact portion can be free or
subject to external forces. It is assumed that a boundary value problem for systems of
partial differential equations with (their own) constant coefficients is set in each domain
Qp.

For each block, the boundary value problem for the system of P partial differential equa-
tions in the three-dimensional block domain €2 can be written as

M N K P

(axl Ox2, 8x3 (Pb Z Z Z Z Aspmnk(pbpva:?)a(cz)a(ﬁg) =0

m=1n=1 k=1 p=1

s=1,2,..., 5 (1)
Azqmnk’:COHSt7 @b:{@b17¢b27"'790bp}7 b=1,2,....B
90:{908}) (P(X):(,D(.’L'l,l'g,xg), X:{xl,l'g,.%'g}, XeQb

The following matching conditions are set on the common contact boundary 92, N 0y

Rb(al"h a$2, 8333)(,0{; + Rd<ax1, 81‘2, 8%’3)
My Ni Ky

= Z Z Z Z [ spmnk(pbP,:cT):(rg):(rg) + BspmnkQOdPécT :1:7; 3 ] fbd (2)

m=1n=1 k=1 p=1
s=1,2,...,800< P, x€0QNoy, M <M, N <N, K <K
b,d=1,2,...,B
The boundary value problem is studied in the spaces of tempered distributions described
in [1].
In the general form, the above boundary conditions describe the contact of blocks with the
relevant components of physical fields coinciding on the common boundaries as dedicated

by the corresponding physical laws. In particular, conditions (2) can be significantly sim-
pler. For example, they can lack boundary external forces and express only the equality
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between the solutions and their derivatives on a common boundary. However, as men-
tioned above, the derivatives of solutions written in integral form cannot be equated, since
their components in the factorization method are generalized functions [2]. On noncontact
boundaries, we set the boundary conditions of the boundary value problem considered
in [1]. The scheme for applying the differential factorization method to such domains can
be described as follows.

Following the differential factorization method [1], the boundary value problem is reduced
to a system of functional equations with each domain £, considered separately. As a result,
we obtain the system of functional equations.

Ky(a)pp = // wp, Kp(a)=—-Kyp (—iaq, —iag, —iag) = ||kpnm(@)]|
56, (3)
b=1,2.....B

Here, we used the notation adopted in [1] with additional indices b. For example, wy, is the
vector of exterior forms of the boundary value problem in €.

Comparing this case with that considered in [1|, we note that boundary conditions (2)
generally contain the values of the solutions and their derivatives on the boundary at
least in two neighboring domains. This is a substantial difference of block structures from
objects analyzed in [1].

According to the differential factorization method, the next step consists of factorizing
the matrix function Kj,(«) given by (3). For this purpose, we choose a matrix function
Kj (o, m) of order P — 1 obtained by deleting the row and column indexed by m in
the adjoint matrix function Kj (o) such that the zeros &, of its determinant Qj (o) =
det Kj (a5, m) do not coincide with the zeros zJ, , zJ_ [1].

The elements of the inverse matrix function are denoted by [Kj (o, m)] ! = HlestbH.
Then the elements of K~! (a4, —) given by

1 0
1
—1 v
K, (CVB, )_ Smi Sm2 - Spm .. SmN @
0 1

can be represented in integral the form

Qps( u3 Mg, (us)dus 1 1\ Rpp(af)
Smp 3 27TZ %Z - 9 + 9 K(Oég) , m #p

@b (u3) K (u3)(uz — )

Rip(a) _ Zmp(af) mp(&1)
Kb(a§> Qb(QS Kb(a " Z QI En Kb(gn) gn - aS)

Sy (@) = K;l(ag) of € Az

Zmp(as) Z Qpsb () Msm (a5)

Here, I'; is a closed contour such that the domain A contains only the zeros 2, , z{_

and , while the domain A_ contains only the zeros &;,. The closed contour I'_ encloses
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a domain containing all the zeros z,, zJ_, and &. Representation (4) implies that the

elements of Kb_1 (af, —) are rational functions with their only singularities being 27, , 22
The term K, ' (o) containing them is given explicitly.

In the case of noncontact boundaries, the boundary conditions in the differential factor-
ization method are set according to the rules described in [1].

The boundary conditions are fulfilled according to the following scheme. First boundary
conditions on the noncontact boundary of each block are taken to the corresponding vectors
of exterior forms in functional equations (3). For contact blocks, matching conditions (2)
hold on the common boundaries of neightboring blocks. Depending on the properties of
the described fields, these conditions can include some relations for the solutions and their
derivatives. In the simplest case, this is the equality of the solutions and their derivatives
on the common boundary in the transition from one block to another. These relations
are taken to the corresponding vectors of exterior forms of functional equations (3), which
are preliminary solved for the unknown normal derivatives on the boundary. The last
procedure ensures the fulfillment of contact boundary conditions (2) in the solution to
pseudodifferential equations, which can be proved following the scheme described in [2].
Assume that the blocks are convex. Omitting the intermediate transformations, which can
be found in [1], we find that the solution in each block is represented as

1 [ — v — v —i{akxk v v v v
Pb(x”) = 871,3///K7~b1 (o) K, (aga—)//wbe (o528) do¥ dofdol, x” € Oy
—00 o

To illustrate this solution, we evaluate the integral with respect to o by applying Leray’s
residue form theory to obtain

oo
1 . VU VU _ . a _ iU v
o) = gy [ [ e iy (a> T (0}, 0, 23 ) et
—00 S

-1 . 8 vV —izY 2% v v
-K, (Zax”> T_, (al,aQ,zS,) e =" I daf das
3

Here, the boundary 02, for the chosen x < 0, x” € € is divided as follows:

[ ffor [f»

GQ;, 6Q+b BQ—b

// wp exp(—iagry) — 0, Imaz — oo
89+b

// wp exp(—iagry) — 0, Imaz — —oo
o0 _y

If a block degenerates into a half-space or a layered medium, the pseudodifferential equa-
tions appearing in the course of solving the boundary value problem degenerate into alge-
braic equations. The latter are inversed, and the solution is constructed in a finite form [1].
If the block under study is not a convex body, the boundary value problem is analyzed by
the generalized factorization method.
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3 The block structure

Let us assume that a domain 2 of a block structure consists of contracting convex domains
Qp, b=1,2,..., B with boundaries 9);. It may happen that a portion f the boundary
Oq of a certain b block coincides with the boundary of another d block d = 1,2,..., B.
Such a portion is called contracting. The remaining portions of the boundaries of both
domains are noncontracting and will be denoted below by subscripts with one letter: 0,
0)4. These boundaries can be free of or subjected to external actions. It is assumed that,
in each domain € one of the boundary-value problems considered in [1, 2] is formulated
in terms of the systems of differential equations with partial derivatives, the constant
coefficients of which are different in each domain.

For each block b = 1,2,..., B characterized by its own mechanical characteristics, the
equations of the isotropic elasticity theory can be written in the following form [1, 2]:

()\b + ,ub) graddiv up + pAuy — dpup = 0
u, = {Ubh Up2, Ub3}

()

where the notation is the same as in the papers cited. On the noncontracting portions of
the boundary, traditional boundary conditions of the elasticity theory are set [1, 2]. In the
contracting parts, in particular, on 04, the conditions of equality of the stress vectors
are formulated as follows:

Up =Ug, Uc= {Uch Uc2, uc3} (6)
to=tq, te={tc.te2,te3}, te1 =003, tex =03, te3=0c33

Using the differential factorization method [1, 2|, we reduce the boundary-value problem to
the system of functional equations, considering each domain € individually. As a result,
we obtain the following system of functional equations:

Ky(a)py = // wy, Kj(a)=—-Kyp(—iay, —iag, —iag) = ||kpum(a)]]
@
b=1,2,....B

where the notation is the same as in [1, 2] with the addition of subscripts b. In particular,
wy is the vector of external forms of the boundary-value problem in domain 2.
Comparing this case with those considered in [1, 2], it should be noted that boundary
conditions (2) generally contain stresses and displacements on the boundary from at least
two neighboring domains. In this respect, the block structures significantly differ from
the individual bodies studied in [1, 2]. According to the algorithm of the differential
factorization method, the boundary conditions for noncontracting boundaries are applied
according to the rules stipulated in [3].

Without repeating the application of algorithms described in [1, 2|, we will present here
the final form of pseudodifferential equations for the case of contact between two bodies.
Fullfillment of the boundary conditions is ensured as follows. First, the boundary con-
ditions on the noncontracting boundary for each individual block are introduced in the
corresponding vectors of exterior forms of functional equations (7). When blocks are in
contact, matching conditions (6) on the coinciding boundaries of the neightboring blocks
0 are valid. These relationships should be introduced in the corresponding vector of
exterior forms only of one of the functional equations, whereas the vector of exterior forms
of the second equation remains unchanged. As was proved in [4], this procedure ensures
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fullfillment for the boundary conditions (6) and does not require separation of the general-
ized functions from classical components appearing in a natural way in solutions obtained
using the factorization method.

Having omitted the procedure of applying the differential factorization method to the
boundary-value problem under consideration, including its realization in each domain 2
and on {2y as was performed in [1, 2|, we present the pseudodifferential equations for a
block structure consisting of two blocks:

M (of, a5, (o, a5))Uf(af, ay,af (o, a3))

—Di(af, 05, 05 (of,a5))T (e, a5,y (af,a5))

T /

5 [MZ@T,aS,a;_(a’f,aZ))UZ(aT,oc%,oc;_(aT,aZ)) ®)
=1

_Dr(a%, a8, (a%,a8)) T (a% a8, a? (ot a8))| = 0

Here, ¢ = b in the case of domain 2, and ¢ = d in the case of domain .

Applying the methods described in [2| and retaining the notation used in that study,
these pseudodifferential equations can be reduced to systems of integral equations. The
system of integral equations for domain €2, written with respect to vector t tj, t; for the
displacement vectors uy, uj set on noncontracting boundaries, has the following form:

/ / (2 — €0, b — &)L (eY, €8)derdey

anbu
T /
¥ [ [ @ a6 st deE = wi (et a8) o)
‘I':lan
bT
T /
+y // by (2, &, o, §)up (§7,83)dETEs,  af a8 € 0y, 1<v<T
T:laﬂb_r

For the domain Q4 contacting with the domain €2, along the boundary 0€4, the system
of integral equations with allowance for boundary conditions (2) takes the following form:

/ / Iy — €0, — (Y, €8)derdey

0

T
+> / / K47 (2, &7, o, €3t (6], &3 )deT s

T:139d1—

T’
> [[ Kt 816 € G ag = o) (10

=1
T (?de-r

T
Y / / by (a4 €5, %, € )l (€] €5)dET €]

TZlaﬂd-r

T/
5 / / by (24 €7, 2%, € )l (] €5)dET €]

TZlade-r

xT,:B%E(?QdV; 1<v<T=T1+1T
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Here, c=d, p =d, if 2¥, 2§ € OQy; and ¢ = b, p = bd, if ¥, 24§ € 04, T1 and Ty are
the numbers of unity partition of the noncontracting portion of the boundary 9€2, and
the contracting portion 9 g, respectively; and the primed sum symbols imply that the
terms with v = 7 in these sums are missing if they are present in the same sum symbol.
The kernels of the integral equations are as follows (in the notation from [2]):

K (of,0f) = (M{)"'D{, K" (af,af) = (M) 'D]
B (af, 05) = (M) 7'M

ki (zf,24) = F5 'K{(af, a%);
k7 (a1, €7, 5,865) = Fy 'K (af, af) expi(efa”, £7); 1)
by (2, &1, 24, 65) = F3 'BY7(of, af) expi(cia’, €7);
67(27,25) = F3 'T¢(of, 0f);  ul(af,28) = F3 ' UY(af, of).
The formulas take place for c = b and ¢ = d.
If the stress vectors t}, t/; are given on the boundary, the corresponding system of equations
with respect to the displacement vectors uj, u}; takes the following form:

/ / n(ah — &,k — €Y ul(Ey. €Y)dev el +
0%y,

T !
¥ [ [ nir (a6 o G, €5)ET S = () 12)

‘r:lanb,

T !
Y / / e (€] 2 S (6] €5 AT €

=1 o,

/ / nY(ah — €k — €Y (€Y. €Y ey ey +

+ Z/Tl // nY (V&7 25, &5 )ug (&7, &5)dET dEs+
=1

- 8gzd'r

'
+3 [ [ nir a6 s )i e ags = eat o)

=100,

T’
=3 et s g

TZl@er

T/

s / / e (2 € 24 6506 (€7 €5)dET &S
TZlaﬂde

xy,ah € 0q; 1<v<T =T+ T

(13)
where c =d, p = d, for z¥, x5 € 0Q,; c = b, p = bd, for ¥, 5 € OQpqy
N¥(af, af) = (D¥) 1M,
N (at, 08) = (D¥)'M", R“(af,af) = (D")'D",
N”(af,a) = (D¥)"'M”,N*7(af, a4) = (D¥)"'M7,R*"(af, a3) = (D¥)~'D"
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n

-1
(2], x3) = F3 "N{(of, a3);
n T

o, &7, 25,63) = F5 "N (af, of) expi(cha”, €7)

vV (2, €], 2y, €]) = Fo 'RYT (o}, o) expi(cla, £7)

1<v<T, ¢c=b,d
An analysis of these formulas shows that the first integral operators on the left are inverted
by the integral factorization method presented in [3, 5, 6] and are principal (as in [1, 2]).
Note that, using the above-described derivation of integral equations (9), (10), and (11),
(12) for a structure consisting of two blocks, it is not difficult to obtain integral equations
for a structure containing an arbitrary number of blocks. Moreover, the system of integral
equations for a block structure where domains occupied by blocks are not necessarily
convex has a similar form. However, in this case, the principal operators do not need to
have kernels dependent on the difference of arguments. In the case of a block structure,
as well as in the case of a single body, it is possible to construct an approximate solution
discarding small terms. Then, the integral equations can be written as follows:

/ / (2 — €2 — )Y, €8)deVdey — ul (o, %)
Oy,
xf,xh € 0y 1<v T

v
C
v
C

(14)
[ witat - .05 - et ety wiat )

9,

xf,xh €0y 1<v T

/ / n (e — &, a% — E)ul (€Y, €5)dEy ey =t (a¥, %),

Oy,

xy,xh € 0y 1< v T (15)

/ / ni(at — €02 — EY)ul(€Y, E5)devdes = tY (¥, 7).
P
xf, 28 € 0Qa; 1< v <Ty

where ¢ = d, p = d for zY, x5 € 0Q,; and z7, x5 € OQy; ¢ = b, p = bd for 2, x5 € 0Ny .
The modern topological method of solving this problem is presented in [7].
4 Conclusion

Inverting the integral equations and substituting their accurate or approximate solutions
in the integral representations of the solutions to the boundary problems, we have

! =F; (K(af, a4, a8)) 7" // wy, c=b,d.
o

Further, one can use the methods described in [1, 2|, which make it possible to analyze or
calculate two-dimensional integrals.
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Abstract

New vibration machines and technologies are based on the peculiar effects
occurring at high speed impacts on non-linear mechanical systems. Vibra-
tional mechanics and one of its branches, vibrational rheology, represent the
general approach to the study of these effects. The report provides an overview
of studies covering this type of effects and details the recently discovered new
effects and results, which include the phenomenon of vibrational diffusion sep-
aration of granular materials, specific behavior of oscillating objects near the
interface of two media and increased buoyancy, suspension of particles in near-
wall turbulent flows. The new theoretical developments include the expansion
of the range of applicability of the vibrational mechanics approach and the
method of direct separation of motions; the application of this method to
studies of vibrational effects on any dynamic systems, in particular in the field
of physics, chemistry and biophysics; and the development of new screening
models.

1 Introduction

Vibration acting on nonlinear systems induces certain motion that represents a superposi-
tion of rapid oscillations on a slow motion. This slow motion is usually of the main interest
and may be described by equations that differ significantly from the original equations
of mechanics by the presence of additional forces, which, according to P.L. Kapitsa, are
called vibrational forces [1-3]. These forces are the ones inducing the effects that often
seem paradoxical, such as the emergence and disappearance of equilibrium positions of
systems, changes in stability characteristics of equilibrium positions and motions, changes
in rheological properties of materials in relation to slow or static effects, and the apparent
changes in the magnitude and direction of the force of gravity. Non-conservative systems
"on the average" tend to become potential and "non-smooth" systems acquire a certain
"smoothness".
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2 Main Areas of Research

The vibrational mechanics approach has been applied to the following classes of problems
[1-6]: 1. The effects of vibration on machinery and machine parts (pendulum and pen-
dulum systems), vibration-induced rotation and termination of rotation under vibration,
synchronization of rotors; 2. The effects of vibration on industrial processes; 3. Vibrorhe-
ology, the effects of vibration on granular materials, fluids, gas-fluid systems, suspensions,
dry friction systems; 4. Problems related to the creation of dynamic vibration materials.
These studies laid the basis for the development of a number of new vibration processes
and vibrational machines.

Figure 1: Photograph of the experimental setup designed to study the classification
of granular materials.

E=TIL
| IJ‘-Q*'II
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S

Figure 2: Paradoxical effects under vibration: a) buckling of a pipeline span near
the sea bottom, b) buoyancy of boulders in the ground, c) peculiar occurrence of
nodules.
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Figure 3: Suspension of vibrating bodies in a fluid: a) suspension of a particle in the
bottom fluid flow; b) increased buoyancy of a body with a trapezoidal cross-section.

3 New Results

1) The expanded application of the direct separation of motions in vibrational mechanics
[7, 3]. The main results in this field include application of the method for solving systems of
equations that do not satisfy the conditions of theorems N.N. Bogolyubov, V.M. Volosov
and B.I. Morgunov, and the use of the perturbation method to systems without small
parameters.

2) The generalized application of the vibrational mechanics approach to the problems of
vibrational effects on any nonlinear dynamic systems (oscillatory strobodynamics). Finding
of solutions for a number of problems of such effects on physical, chemical and biological
systems [3].

3) The discovery and research of the effect of vibrational diffusion segregation of granular
materials |8]. The effect implies that in a granular medium consisting of particles of dif-
ferent sizes, at a sufficiently intense vibration , where A is the amplitude, is the vibration
frequency, g is the acceleration of gravity), particles of separate fractions move in the di-
rection opposite to the gradient of concentration of these fractions. In other words, the
concentrations of particle fractions tend to equalize, subject to the system of equations sim-
ilar to nonlinear diffusion equations. This may be illustrated by the following experiment
(Fig. 1).

A cylindrical container with circular holes along its side surface of 8 mm in diameter is filled
with a mixture of grains of peas (d2 ~ 6 mm) and hazelnuts (d2 ~ 15 mm) in proportion
of 1: 2 by weight. The vessel was subjected to vertical vibration with amplitude A =
2.2 mm and frequency w = 220s~! (35 Hz), which corresponds to Aw?/g = 10.8. During
the first few seconds, over 90% of the peas were leaving the vessel, ejected from the holes;
after 60 seconds all peas were almost completely gone. This result is explained by the
above-mentioned effect of diffusion of peas intensely moving towards the vessel walls where
its concentration is less due to its screening through the holes.

The results obtained have already been used to create highly efficient vibrating separators
[9].

4) Mathematical models were suggested for abnormal segregation when under the influence
of vibration the process of separation of the components of a granular mixture occurs in the
direction of increasing the potential energy of the system (the wedge effect, the Brazil nut
effect 3, 8]). These allowed to explain and describe such phenomena as floating boulders
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in sandy soil under the influence of seismic vibrations, abnormal occurrence of nodules,
and buckling of pipeline sections near the sea bottom [10], Fig. 2.
5) The behavior of the oscillating bodies near the boundary of two media [10] was studied.
As a result, an explanation and mathematical description were obtained for the effect of
suspension of solids in near-wall turbulent flows (hydraulic transportation, Fig. 3a), as
well as for the effect of increased buoyancy of oscillating bodies. For example, a body with
a trapezoidal cross-section (Fig. 3b) rises above the equilibrium level in the absence of
oscillations by the value of ,

Ah= 50’ pioh =G
where A is the oscillation amplitude.
The formula takes into account only the conservative (quasi-elastic) component of the
additional buoyancy force. A more complex dependence is observed when considering the
dissipative forces that also contribute to Ah.
6) New models were developed for the vibratory screening process [11].
7) The effect of vibrational crossing of potential barriers. Detailed studies were conducted
for systems in which the barriers are caused by the presence of the gravity force ("vibration
against gravity"). These systems have a variety of important technical applications. Two
simple basic models of corresponding devices were built.
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Abstract

This study outlines the development of a new three-dimensional FE mod-
elling approach used to study the conventional and ultrasonically assisted
oblique turning processes of titanium (Ti-6Al-4V) alloy. Numerical simula-
tions with the models demonstrated that for the chosen machining parameters,
the ultrasonically assisted turning (UAT) process resulted in a 20% reduction
in the tangential cutting force compared to that in the conventional turning
(CT) process. The new approach enables the more accurate prediction of the
CT and UAT processes, while allowing the complete control of the machining
parameters within the 'real-time’ turning simulation. This allows for the pre-
diction of the cutting force, resultant and residual stresses and chip formation.

1 Introduction

Hybrid machining processes have gained sufficient prominence in the manufacturing indus-
try. Ultrasonically assisted machining (UAM) is a hybrid machining technique, in which
high-frequency, low-amplitude vibration is superimposed on the cutting tool movement,
resulting in several well-documented advantages. Recent studies have seen the develop-
ment of the ultrasonically assisted turning (UAT) process in which the resultant cutting
forces show substantial reduction (in some cases >70%), as well as improved surface fin-
ish amongst other advantages [1, 2, 3, 4. The UAM process has shown advantages when
applied to the drilling of composite materials |5].

Direct experimental studies of machining processes are expensive and time-consuming,
especially when there is a wide range of machining parameters that affect the complex
hybrid thermo-mechanical machining process. In recent years, the use of mathematical
simulations and, in particular, finite-element (FE) techniques has gained prominence in
the research community; from the application of Smooth-Particle Hydrodynamics (SPH)
in the turning of metals |6, 7], to the 2D and 3D FE modelling of both the conventional
and ultrasonically assisted turning of many advanced alloys [8, 9, 10]. These modelling
approaches are typically restricted to simulations of orthogonal machining, which is not a
true representation of the actual cutting process, typically referred to as oblique machining.
This study is a part of on-going research at the Wolfson School of Mechanical and Man-
ufacturing Engineering, Loughborough University, UK, on multi-scale FE modelling of
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advanced machining processes. This paper outlines the current progress made on the
development of a real-time’ FE models of both the CT and UAT processes.

2 Finite-element model of turning

A schematic of an oblique turning is shown in Figure 1, with the cutting tool geometry
taken from [2]. A FE model of the cutting in CT and UAT is shown in Figure 2 with the
cutting parameters listed in Table ??. The modelled domain formed a 5° section of the
work piece together with the previous tool path (including the 0.1 mm /rev feed rate off-set).
The work piece was fixed with respect to the X-axis (axial direction) and rotated towards
the cutting tool. For CT the cutting tool was fixed in the Y (radial) and Z (tangential)
directions, with the tool feed rate applied in the X (axial) direction. In UAT, ultrasonic
vibration was applied in the Z (tangential) direction as shown in Figure 2. The cutting
tool was modelled as a rigid body. This modelling approach allows for the full 3D oblique
modelling of the CT and UAT process. This model was develop using the commercial FE
software SIMULIA Abaqus/Explicit 6.14.

Tool Feed

-

3D Obligue
Process Zone

3D
Workpicce

2D Cross Section

Cutting Direction

Figure 1: True 3D oblique curved cutting path turning process
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. Tool Feed
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L X
Tangential Axial
0.2 mm Ultrasonic

Vibration

Cutting Speed
(V)

5% Section

Figure 2: 3D geometry of oblique curved cutting path modelling

Table 1: 3D cutting parameters used in FE Model

Parameter Unit  Value
Cutting speed (Surface), V; m/min 20
Tool feed, V; mm/rev 0.1
Depth of cut mm 0.2
Ultrasonic frequency, f Hz 20,000
Ultrasonic amplitude (peak to peak), a [m 8

The workpiece material was Ti-6Al-4V, with it’s behaviour described using a nonlinear
temperature- and strain-rate-sensitive Johnson-Cook (JC) material model using parame-
ters A, B,n,C,m,T,, along with other parameters as mentioned in [11] and can be found
in Table 77.

The primary equation of the JC model is

ay = [A+ B(ep)"|[1 + Cln(&)][1 = (T7)™)], (1)
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where

g=fo oo 2T 2)
€p0 (Tm - TD)

Here, €, is the effective plastic strain, ¢, and é,9 are the plastic strain rate and effective
plastic strain rate used for the calibration of the model respectively, T" and Tj are the
current and reference temperatures respectively.

The workpiece was discretised with a refined mesh around the cutting process zone. For
both CT and UAT models, 686565 linear hexahedral coupled temperature-displacement
elements (C3D8RT) were used. The cutting tool was meshed using quadratic tetrahedral
elements (C3D10M). Contact between the cutting tool and the workpiece was defined as
a hard contact for its normal behaviour, with a coefficient of friction of 0.3384 [12] along
with a shear stress limit.

Table 2: Material parameters for Ti-6Al-4V

Material parameter Symbol (Unit) Value
Density p (kg/m?) 4428

Elastic modulus E (GPa) 113.8
Poisson’s ratio v 0.31

JC yield strength A (MPa) 1098
JC hardening coefficient B (MPa) 1092
JC strain hardening exponent n 0.93
JC strain rate constant C 0.014
JC softening exponent m 1.1
Melting temperature T (K) 1878
Transition temperature T, (K) 1163
JC damage constant dq -0.09
JC damage constant dsy 0.27
JC damage constant ds 0.48
JC damage constant dy 0.014
JC damage constant ds 3.87
Specific heat ¢ (J/K) 560
Heat fraction Qg 0.9

Given the large deformations observed within the cutting process zone, arbitrary lagrangian
eulerian (ALE) re-meshing was employed to allow for increased plastic flow of the material
and formation of the chip. ALE re-meshing parameters were calibrated based on the
cutting speed and minimum element size. Mass scaling was used to improve computational
efficiency for both models. The total modelled machining time was 0.8 ms, which was
sufficient for achieving consistent cutting forces.

3 Results and Discussion

The developed fully 3D approach allows the observation of the tangential and axial cutting
forces with increased accuracy, the radial forces are still challenging to observe given the
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discretised nature of the FE method. At this initial stage, the tangential cutting forces (Z
direction) were monitored, with the average force observed from the CT model reaching
50.9 N and for UAT 40.3 N. As a result, it can be shown that the additional ultrasonic
vibration leads to an approximate 20% reduction of the tangential cutting forces, which
is within the range seen in the previous study. It was found with these models that for
the defined turning parameters, the UAT peak cutting force was similar to that of CT but
the ultrasonic vibration allowed the tool to dis-engage form the workpiece (decreasing the
force) before subsequent re-engaging, resulting in the lower average cutting force.

With reference to Figure 3 it can be seen that stress distributions within the local pro-
cess zone for both the CT and UAT processes are very similar, showing the shear failure
region as expected; still, but shows no significant qualitative differences can be observed.
Examining the peak stresses in the process zone for each process, it can be seen that the
CT process produces a stress of approximately 1730 MPa and the UAT process produces
1577 MPa and 1728 MPa for maximum retraction and penetration of the ultrasonic cycle,
respectively. This modelling approach can then also be used to model the residual stresses
induced by CT or UAT.

When examining the initial chip formation in both processes, it can been seen that both
chips begin to form full 3D helical shape as commonly observed as a result of real oblique
turning. Closer examination suggests that the radii of both chips are similar, but without
a longer simulated time the true chip formation and length before breakage cannot be
assessed properly. Both the CT and UAT models took approximately 48 hours of com-
putational time to run across 12 cores, demonstrating that the approach remains suitably
efficient at this initial stage.

58



Finite-element modelling of 3d oblique ultrasonically assisted turning of TI-6AL-4V

S, Mises
{Avg: 75%)

[ +1.730e+09

+1.585e+09

+1.441e+4+09
+1.2972409
+1.153e+09
+1.009%2 409
+8.64%+08

UAT

2D Cross-section
Won Mises Stress Field

+7.208e+08
+5.767e+08

+4.326e+08
[ +2.E85e+08

+1.4442+08
+3.111e+05

Figure 3: Comparison between von Mises stress fields within process zone for both
CT and UAT

4 Conclusions

This paper presents a new modelling approach for simulating both conventional and ul-
trasonically assisted turning of a titanium alloy. It allows for the complete control of the
machining parameters within the simulation, while modelling the ’real-time’ turning and
workpiece deformation. As a result, this allows for the prediction of the cutting force
as well as an assessment of the resultant and residual stresses and chip formation. The
following conclusion are made:

1. It can been seen that for the chosen machining parameters the UAT process ofters
a 20% reduction in the average tangential cutting force compared to that in the CT
process, as expected and found in the literature.

2. This new modelling approach produces a more accurate prediction of the CT and
UAT processes taking into account their important 3D cutting geometry which, in
turn, enables a greater understanding of the effect of the machining parameters on
both processes.

3. The modelling approach shall be developed and taken forward to further investigate

and characterisate both processes in more detail, while also make vital comparisons
to experimental studies.
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The impact of nanoparticles on matrix properties
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Abstract

The method of movable cellular automata (MCA) was applied to simulate
the stress-strain behaviour of a nanocomposite consisting of an epoxy matrix
and 5 vol.% silica nanoparticles and for samples of pure components. The
size of the elements used for modelling was fixed at 10 nm, corresponding
approximately to the diameter of the filler particles. Modelling results were
compared with tensile test results of both, pure epoxy as well as the epoxy-5
vol.% SiOs composite. Since assuming bulk properties of the two constituents
did not yield satisfactory results, slight modifications of the nanoparticle re-
sponse functions and nanostructures were tested numerically. Finally, slightly
increased strength properties of both constituents had to be taken into account
for obtaining good correlation between experimental and modelling results.
The tendency of model parameter adjustments corroborate expected changes
of composite constituents compared to their respective bulk structures.

1 Introduction

The effect of considerably improving of mechanical as well as tribological properties of
conventional polymer matrix composites (PMCs) by adding of silica nanoparticles was
shown in [1, 2]. The explanation of this influence seems to be quite clear. It is expectable
that Youngsl €s modulus and strength increases if the epoxy matrix is filled with particles
which are much harder than the polymer. On the other hand, it is not easy to estimate
this effect quantitatively, especially if the concentration of SNP volume fractions is less
than 10% (sometimes no more than 1%) and the particles are very small. The latter
circumstance rules out an efficiency of finite element modelling (FEM). In the paper a
method of discrete approach - movable cellular automata (MCA) method [3] was used to
simulate the mechanical behavior of multi-component nanostructured samples. Within this
approach a modelled composite is considered as linked nanoparticles bearing the properties
of the different constituents. By introducing criteria for link-breaking and relinking, frac-
ture mechanisms and granular flow can be simulated on the nanoscopic scale. The MCA
method have no restriction of particles size, therefore it is especially suitable for modelling
the mechanical behaviour of nanocomposites. In the paper the most significant results of
our recent research works is presented. More detailed information is summarized in [4].

Within the MCA model the mechanical properties of the nanoconstituents are defined by
the corresponding response functions in the form of stress-strain curves. Usually such data
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are available only for bulk materials. It is not really clear yet, to what extend bulk prop-
erties can be used to characterize nanoparticles. Although there are innumerable papers
describing the size, shape and surface functionalities of silica nanoparticles, only very few
information on the mechanical properties of such nano-sized objects is available in the
literature. Yan et al. have shown that it is in principle possible to determine the elastic
modulus of soft and hard nanoparticles embedded in a polymeric matrix by nanoindenta-
tion in combination with finite element modelling [5]. Basu et al. have shown that not only
elastic properties, but also stress-strain curves can be derived from nanoindentation tests
[6]. A great advantage of modelling is that we can vary material parameters hypotheti-
cally in a wide range. Thus it is possible to assess the impact of material properties and
volume fractions of constituents of a composite material by a series of parameter studies
in a theoretical way. The objective of this paper was to find the right range of material
parameters in order to reproduce experimental stress stain curves with our model.

2 Experimental data

The raw materials used for preparation of the EP + 5% SiOs composite were: a standard
diglycidil ether of bisphenol A (DBEBA) offered by DOW as DER331, a cycloaliphatic
amine hardener HY 2954 from Huntsman and a colloidal silica masterbatch with a con-
centration of 40 mass % and a nominal particle diameter of 20 nm in DGBEBA offered as
Nanopox F400 from Evonik. A thin slice was prepared from the EP + 5% SiO composite
by microtomy and investigated in a Scanning Transmission Electron Microscope (STEM)
of type JEOL 2200FS.

Dumbbell-shaped specimens, 4 mm thick, were machined from casted plates and tested
according to DIN EN ISO 527 using universal testing machine (Zwick 1474) at room
temperature and at a crosshead speed of 0.5 mm/min. The displacement of each specimen
during tension was accurately measured by an extensometer with an initial gage length of
20 mm.

3 Numerical model

3.1 A general formalism

The MCA method is based on conventional concept of cellular automata [3, 7]. It is an
extension of cellular automaton approach achieved by incorporating some basic postulates
and relations of particle-related methods. The movable cellular automaton is an object of
finite size, possessing translational and rotational degrees of freedom. Interaction between
automata is defined by normal (acting along the line connecting the mass centers) and
tangential forces, each of which is the sum of the corresponding potential and the dissipative
component. The principles of writing the equation of motion for a system of movable
cellular automata and prescribing interactions between them are described in [7].

3.2 Model description

The modelling setup was designed as shown schematically in figure la. Two types of
the sample were considered: homogeneous sample like pure epoxy and nanocomposite on
the basis of epoxy as a polymer matrix filled with silica nanoparticles. Their assumed
mechanical properties at room temperature, which are needed to define their stress-strain

63



Proceedings of XLIII International Summer School-Conference APM 2015

behavior, are depicted in figure 1b. Actually, the stress-strain curve for bulk silica was
derived from nanoindentation measurements 6], whereas the corresponding dependence of
the epoxy matrix was derived experimentally. The significant input parameters to define
the mechanical properties of each material are: YoungsI' €s modulus, Poisson ratio, elastic
limit, yield strength, fracture strength, strain at yield strength and strain at fracture.
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Figure 1: The initial structure of modeled composite and a loading scheme (a); the
model response functions of the constitutive elements (b).

The automata size was adjusted to 10 nm according to the smallest size of silica nanopar-
ticles, which are currently used experimentally for polymer matrix composites. A constant
velocity (V') equal to 0.2 m/s was applied on all automata of the top and bottom layers of
the sample in opposite directions. The geometry of the sample was: 15 pum along loading
direction and 3 um in transvers direction. Thus, the loading conditions similar to uniaxial
tension test was reproduced for a small fragment of the real sample. For the composite
sample the concentration of silica inclusions embedded in epoxy was kept constant at 5
vol.%. The distribution of silica inclusions in modeled setup was adjusted in a way to
achieve best similarity with the real nanostructure. The total number of particles was
more than 8000.

4 Results of modelling

4.1 Modelling the stress-strain behavior of pure material

First the uniaxial tensile test of the sample in which the model parameters of all parti-
cles were corresponding to the mechanical properties of the pure epoxy was investigated.
Verification of the parameters was carried out by comparing the resulting loading dia-
gram with the available experimental data for the similar sample. Figure 2a shows the
results of calculations for the homogeneous sample of pure epoxy. The curve marked by
filled circles is the experimental stress-strain dependency which was also used as a target
response function for defining the behaviour of each element in the setup. Curve no. 1
depicts the stress-strain behaviour resulting from a modelling effort based exactly on this
assumption. The resulting curve has the same fracture strain but lower ultimate tensile
strength. Curves no. 2 and 3 correspond to the modeled samples in which slightly increased
strength properties had to be attributed to the nano-scale elements of the pure epoxy in
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order to obtain the desired fit with the experimental data. This can be interpreted in terms
of a size effect of mechanical properties, i.e. we should assume higher elastic, yield and
strength properties for nanoparticles, compared to bulk properties of the same material.
In fact, increased YoungsI €s modulus and fracture strength was observed experimentally
for silicon as well as silica nanowires [8].

From figure 2b it is clear that the character of the main crack formed when the deformation
is about 7% is different from the fracture pattern of the real sample (figure 2c¢). This
distinction can be caused due to the two-dimensional formulation of the numerical model
or by the presence of imperfections such as voids or microcracks which are not considered
in the model.
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Figure 2: Results of calculation for the pure epoxy sample: resulting loading diagram
(a), modeled (b) (sample 3 on fig. 2a) and a real (c¢) sample after generation of crack.

Similar calculations of the uniaxial tensile tests were carried out for the homogeneous
samples in which the model parameters of the response functions for each element were
corresponding to the properties of silica nanoparticles. The resulting values for both com-
ponents were used to generate the composite sample based on the polymer matrix, as
described in the next section.

4.2 Modelling the stress-strain behavior of the composite

On the next stage of the investigation the uniaxial tensile test for a composite sample
consisting of epoxy matrix filled with 5 vol.% silica nanoparticles was simulated. An at-
tempt to generate a sample, using the previously fitted model parameters of the response
functions for both constituents, did not give the expected result. Due to the introduc-
tion of the silica nanoparticles the resulting curve shows an increase of stiffness of the
composite sample within 7 — 8% in comparison with the pure epoxy sample (curve no.l
in figure 3a), while the experimental curve corresponds to an increase in stiffness of the
composite samples over 20% (filled diamond symbols in figure 3a). At the same time the
modeled composite sample (curve no. 1) demonstrates very low fracture strain which can
be interpreted as weak adhesion properties between matrix and hard inclusions.

Attempting to achieve a better fit to experimental results, the procedure of the adhesive
properties modification at the interface between soft matrix and rigid inclusion was used.
For this purpose the parameter which corresponds to the von Mises fracture criterion and
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Figure 3: Results of calculation for the composite sample: resulting loading diagrams
(a), two consecutive snapshots of the structure evolution of the modeled sample 3
during a generation of the main crack (b).

controls the conditions of the linked to unlinked state transition in the pair of elements
of two materials was increased. Other curves depicted in the figure 3a show that the
increasing of fracture criterion up to 98 M Pa (curve of the sample 2) and 108 M Pa (curve
of the sample 3) change only the deformation properties of the resulting composite sample,
while the slope of the curve is not changed. The resulting structures of the modeled sample
3 at the time of main crack nucleation and propagation are shown in the figure 3b.

4.3 Introduction of additional interface particles

Within the framework of the most recent MCA modelling scheme, the existence of a tran-
sition layer can change the response of the system, as shown in [9]. In order to take into
account the presence of the interface layer around each hard inclusion additional elements
with intermediate mechanical properties defined by the rule described in cited paper were
introduced. Briefly the main algorithm to define the certain parameter of intermediate
particles can be formulated as

Pnew :PACA“‘PBCB (1)

where P, BI'Y calculated value of the selected parameter for the intermediate particle,
P4 and Pg 8T'Y corresponding value of the same parameter for materials A and B (for,
example matrix and inclusion as in our case), C'4 and C BI'Y corresponding concentration
of materials A and B in the intermediate particle. The fracture criteria can be found in the
same manner using the rule 1. Simultaneously with the introduction of interphase particles,
the absolute number of nanoinclusions was also reduced in order to keep the total volume
concentration of silica about the same amount in comparison with the previous calculations.
The detail information about the results of calculations with introducing of additional
interface particles is given in [4]. In short, the resulting loading diagrams demonstrate
that the used technique allowed one to change the angle of slope of the curves in the
right direction, while the deformation capacity of the composite sample declined sharply.
None of the modifications was capable of describing the experimental curve EP 4 550>
in respect of predicting the right strain at fracture.
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4.4 Modification of the mechanical properties of the matrix

The next step towards defining modelling parameters which should finally enable us to
simulate the stress-strain behaviour of the real nanocomposite was a modification of the
mechanical properties of the particles of the matrix material, i.e. the epoxy. To go into this
direction is justified by the finding that cross-linking of the epoxy molecules is considerably
increased in the presence of silica nanoparticles |1, 10].

The result of modifications of epoxy mechanical properties for the satisfying variant of
modeled composite sample is shown in Table 3. Numbers in parentheses denote the devia-
tion of given parameter in comparison to the similar bulk epoxy properties. The resulting
response function for the considered example is depicted in figure 4.

Table 3: Adjustment of epoxy properties in comparison to bulk one

Bl'h bulk(Epoxy) | Epoxy in modeled composite
Youngsl'€s modulus, GPa 2 2
Elastic limit (Y,), M Pa 41 45(10%)
Yield strength (Y5), M Pa 68 73(7%)
Strain at Y, 0.042 0.042
Ultimate tensile strength (UTS), M Pa 88 96(9%)
Ultimate strain 0.075 0.075
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Figure 4: Resulting loading diagrams for the modeled samples (a), two consecutive
snapshots of the structure evolution of the modeled sample 9 during a generation of
the main crack (b).
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5 Conclusion

It has been demonstrated that the MCA-model, has the ability of simulating the tensile
properties of a polymer matrix composite filled with silica nanoparticles. Although only
a two-dimensional structure was considered, representing a micron-sized flat sample with
a thickness corresponding to the element size (10 nm), it was possible to simulate the
same stress-strain behaviour and fracture pattern as observed for a macroscopic tensile
specimen.

In order to obtain the desired fit between experimental data and modelling results, several
modifications of input parameters, which were not a priori obvious, had to be tested numer-
ically. The parameter studies did not only finally provide the best modelling values, but
they also shed light on the issue how certain parameters affect the mechanical behaviour
of both monolithic as well as composite nanostructures.

The refined response functions obtained by comparison with experimental tensile tests
are not only useful for simulating the stress-strain behaviour of a wide range of EP-Si0,
nanocomposites, but they will also be used in the future for simulating the sliding behaviour
of hybrid nanocomposites with exceptional tribological properties [2], as already mentioned
in the introduction.
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Abstract

In the paper simulation of the behavior of copper crystallite under local
frictional contact was carried out using the method of molecular dynamics.
Loading was realized by the movement of hard indenter along the surface
of the sample. Following configurations were considered: initially defect-free
crystallite, structure with a symmetrical tilt grain boundary ¥5. Influence
of the initial structure on the behavior of the crystallite under loading was
analyzed. Nucleation of nanofragmentation of the surface layer was displayed.
Atomic mechanisms of a process of nanofragmentation were investigated. A de-
tailed analysis of the character of the atomic displacements in emerging blocks
shown that they have a rotational nature. Further calculations showed that
the amount of disorientation of formed nanoblocks along different directions
is not more than 2 degrees. Despite what two limiting cases of arrangement
grain boundaries in the material has been studied only, it can be assumed that
the behavior of crystallites with defect disposed at an arbitrary angle relative
to the free surface is a combination of processes that occur in these cases.

1 Introduction

In many modern applications the state of the surface layer, its hardness, wear resistance,
mechanical behavior, processing quality and other characteristics are largely determine
the performance properties of the various parts of machines. Therefore, the problem of
studying the physical and mechanical properties of the surface and improve its performance
by applying various treatment methods to pay close attention [1]. Despite the constant
improvement of methods of experimental study, especially the evolution of structure in
which these changes occur, are still poorly understood. These difficulties are caused by the
simultaneous superposition of a large number of adverse factors occurring at different scales
in contact area of the indenter with material surface. Effective solution to this problem,
traceable in the modern literature is the use, in combination with experiment, different
methods of numerical simulation. Molecular dynamics method still remains the main tool
for the theoretical description of the behavior of the modeled system at the atomic scale.
With the increasing performance of modern computing its contribution to the treasury of
new knowledge acquiring is reinforced. New features allow us to study the evolution of
the atomic lattice under dynamic loading with the explicit consideration of the internal
structure of the polycrystalline material. Thus, the purpose of the present study was to

70



Molecular dynamics study of the local frictional contact

investigate with help of the method of molecular dynamics the characteristics of nucleation
and development of structural defects in the crystalline material containing grain boundary
under a localized loading conditions.

2 The model sample description

A fragment of polycrystalline copper, initially consisting of two grains separated by tilt
grain boundary (GB) ¥ = 5(210)[001] was selected as an object of investigation. Two
boundary position, along X0Z and Y0Z as shown in Fig. 1 were simulated. Note that
early similar crystallite was used to investigate its behavior under shear loading as initially
defect-free sample as well as containing the internal interface of various types [2, 3|. To
describe the interatomic interaction the potential built in the framework of the embedded
atom method was used [4, 5]. It was previously verified in a number of tests for the
calculation of the elastic and energy characteristics.

indenter m

/1_%‘_ %’; _________________
roughness /.~ : 2

dissipative T ——————————— ’
layer ¥

substrate [
—_—

Figure 1: The scheme of the modeled sample.

Along the direction Z in a sample, periodic boundary conditions were set. Along the X-axis
free surfaces were simulated. Thus, the considered sample can be represented as a single
projection surface of an extended form (so-called pleated surface). The initial roughness
of smaller scale was set additionally on the pleated surface. As a result surface stresses
due to shear loading distributed unevenly and varied in different parts of the contact patch
and further contributed to the redistribution of the local stresses and the formation of
structural defects. The bottom layer of atoms (Figure 1) simulated unmovable substrate.
Over the substrate a specific "damping" layer of atoms, which used the procedure reducing
the kinetic energy was defined. By introducing of such a layer allow us to imitate the
distribution of the kinetic energy deep into material along Y direction. The dimensions in
the direction of the coordinate axes X, Y and Z were equal to 40.13 x 24.95 x 16.63 nm,
respectively. Total number of atoms exceeded 1500000. The equations of motion were
integrated with a time step At = 0,001 ps.

Localized shear loading was applied by modeling the interaction of sample surface with
microscopic counterbody, which acts as an absolutely rigid indenter. The indenter action
has been realized through the force field described by the following formula F(r) = K(r —
R)?, where K — constant, r — distance from the center of the cylinder to the atom and
the R — radius of the cylinder. At this at r > R F(r) = 0. The sample was loaded with
the indenter having a radius of 8 nm. The indenter moved in X direction with a constant
velocity V' = 10 m/s, which is close to the maximal available rate of the surface finishing
treatment.
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3 Results of simulation

Within the first stage the position of 35 grain boundary, was oriented parallel to a plane
X0Z and located in the center of the crystallite (position 1 in Figure 1). To analyze the
changing of the crystal lattice structure the algorithm which allows identifying the local
topology of inter atomic bonds [6], and reveals the formation of structural defects was
applied. The simulation results show that, due to the motion of indenter a lot of stacking
faults produced in the bulk of grain. The presence of GB leads to contain the spread of
a defect in the neighboring grains. It was also found that as a result of external shear
loading the grain boundary starts moving in the direction perpendicular to the plane of
the defect. This effect has been studied and described in [2|. Analysis of the structure
at different times showed that the motion does not observed for all parts of the defect
simultaneously. Parts of the boundary which is located in front and under the indenter
move only. This leads to a curvature of the plane of the defect and its output to the free
surface. Fig. 2 shows the change in the structure of the simulated sample when the GB
under the influence of external localized load rises up to the free surface. The figure marked
only the atoms, which local topology of structural relations is differ from the initial fcc
lattice. It can be seen that the defects are concentrated in the upper grain. Only after
grain boundary beyond the free surface (Figure 2d), structural defects are formed in the
lower grain.

c)

Figure 2: The structure of the modeled fragment at different time steps: a) 0.15 ns,
b) 1.0 ns, ¢) 2.0 ns, d) 2.5 ns. Red spheres indicate position of atoms with hep
local topology of atoms relation; gray spheres depict atoms located at the border
and close to GB. Hereafter arrows indicate the position of indenter.

Figure 3a demonstrates the position of the grain boundary at different time steps. It is
clearly seen that the profile of the border is distorted due to indenter motion. Moving
in the direction of the free surface takes place only in the part of the boundary which is
situated in front of and under the indenter. Thus, the farther is the part of the border
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from the initial position of the indenter along the X axis, the longer time it is subject to
shear deformation and the greater distance in the direction perpendicular to the applied
stresses, it is shifted. According to the results at time ¢ = 2.5 x 10At¢ a part of the grain
boundary beyond the free surface. After passing the indenter the position of this section
of the border over time remains unchanged.

T e | |

——0,5*10°At dEae —ims e -

204 —— 1,0°10°At ! 199
——1,5"10°At \
e 6 84
g 184 —— 2,010°At \ g
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——0at
24 | ——1,010°At
——2,5"10°At

T T T T T J
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a) X, nm b) X, nm

Figure 3: The projection of the grain boundary location on plane X0Y at different
time step.

To verify the correlation between the loading direction and the GB structure the similar
sample containing a tilt grain boundary %5, which structure was mirrored relative to the
plane of the defect as compared with the above example was simulated. Figure 4 shows
the structure of the sample at the same time steps as in Figure 2. It can be seen that the
plane of the defect in this case is less distorted. This is because the distance between the
grain boundary and indenter increases due to motion of defect far from the free surface in
a direction perpendicular to the applied loading. According to the initial distribution of
structural defects depicted on the Fig. 4a some defects form in the grain, located below
the GB. Closeness to free side surface leads to further annihilation of its (Fig. 4b). So,
plural structural defects form only in the grain, which are directly exposed to the action
of the indenter (Fig. 4c and 4d).

Figure 3b shows the position of the GB for the described case for two time steps: at the
beginning and close to final of the loading. It is seen that in contrast to the previous
configuration the resulting position of the grain boundary at the end of loading stage
changes only slightly in a direction from the free surface to the substrate. The offset
position of the boundary grows up as the distance of this part of the defect increases from
the initial position of the indenter. This is due to the peculiarities of redistribution of
stresses and strains during the formation of defects in the system containing the grain
boundary. Subsequent movement to the grain boundary from free surface to the lower
grain is constrained by the presence of a fixed substrate.

The results showed that for both sample configurations the local shear loading leads to
formation of numerous structural defects in the volume of the loaded grain. This advanta-
geously stacking faults. Formation numerous defects in the surface layer can also mean a
possibility of surface nanofragmentation. In order to identify possible mechanisms leading
to the formation of the fragmented structure of the material in the volume of loaded grain
atomic displacements at different time intervals for the central layer of the sample were
analyzed. The thickness of the selected layer was equal to three atomic planes and its
orientation was parallel to the X0Y plane. Figure 5 shows the displacement of the atoms
in the central layer of the bicrystal at the time moment near 0.5 ns and during the time
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Figure 4: The structure of the modeled sample in which GB was mirrored relative
to the plane of the defect as compared with the example shown in Fig. 2 at different
time steps: a) 0.15 ns, b) 1.0 ns, ¢) 2.0 ns, d) 2.5 ns. Red spheres indicate position of
atoms with hep local topology of atoms relation; gray spheres depict atoms located
at the border and close to grain boundary.

interval of 50 ps. The structure of building blocks in the upper grain, located in the area
close to the indenter is clearly visible.

b)

Figure 5: The map of displacements at the time interval (0.50 — 0.55) ns for the
atoms of the central cutting of the modeled bicrystal with the thickness of 3 atomic
layers. The size of segments is increased up to 5 times for the better visualization.
The arrow in zoomed fragment indicates the direction of rotation.

A detailed analysis of the character of the atomic displacements in forming blocks showed
that they can carry rotational type. Figure 5 shows enlarged view for one of the blocks
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forming in the structure. It is clearly seen that the block as a whole is rotated about an axis
parallel to the direction Z. Further calculations showed that the value of such rotations
along different directions for forming nanoblocks is no more than 2 degrees.

Similar conclusions can be done by analyzing the displacements of atoms for selected central
layer in the subsequent time intervals, depicted in Figure 6.

Figure 6: The map of displacements at different time intervals for the atoms of the
central cutting layer of the modeled bicrystal with the thickness of 3 atomic layers:
a) (1.0—1.05) ns, b) (2.0 —2.05) ns. The size of segments is increased up to 5 times
for the better visualization.

In the next stage of the research the sample in which the GB was located parallel to the
plane Y0Z (position 2 in Figure 1) was generated. Simulation results have shown that
the similar action of the indenter on the grain boundary movement along the X axis is
not observed. The presence of GB, prevents to the spread of structural defects as in the
previous case, but only until the time where the indenter locates at a quite far distance
from the position of GB. When the indenter approaches the GB stacking faults occur in
the next grain as well. The structures of the modeled fragment for the respective time
steps are shown in Figure 7.

b)

Figure 7: The structure of the modeled fragment with vertical orientation of the GB
at different time steps: a) 0.8 ns, b) 0.9 ns. Red spheres indicate position of atoms
with hep local topology of atoms relation; gray spheres depict atoms located at the
border and close to grain boundary.
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4 Conclusion

In conclusion, we note that the results of computer simulation on the scale of individ-
ual atoms revealed the mechanism of plastic deformation of a material with an internal
structure in terms of the local shear loading. According to the results, this process can
occur through the formation of multiple intersecting planar defects — stacking faults. This
leads to the formation of separate fragments of nanoscale size separated by an interface
between them. It was found that the displacements of atoms in forming of fragments can
have rotational character. Thus, the resulting structure of the modified surface layer is the
system of disoriented nanoblocks.

With the help of computer simulations it was shown that the presence of GB in the crystal
can limits the propagation of defects into the volume of the sample under shear load and
can lead to recrystallization of individual grains only. Despite what it has been studied
only the two limiting cases of grain boundaries arrangement in the material, it can be
assumed that the behavior of defective crystallites disposed at an arbitrary angle to the
free surface is a combination of processes that occur in these cases.

The obtained results can be use as well to understand the process of nanostructuring of
the surface during for example finishing treatment.

Acknowledgements

This work was supported by RNF grant no. 14-19-00718.

References

[1] Korzynski M., Pacana A. Centreless burnishing and influence of its parameters on
machining effects // J. Mater. Process Techn., 2010, V210(9), P. 1217-1223.

[2] Dmitriev A.L., Nikonov A.Yu., Psakhie S.G. Atomistic mechanism of grain boundary
sliding with the example of a large-angle boundary S=5. Molecular dynamics calcula-
tion // Phys. Mesomech. 2011, V14(1-2), P. 24-31.

[3] Dmitriev A.I., Nikonov A.Yu. Simulating interaction of two symmetric grain boundaries
under shear strain conditions // Tech. Phys. Lett. 2011, V37(9) P.884-887.

[4] Dmitriev A.I., Kuznetsov V.P., Nikonov A.Yu., Smolin I.Yu. Modelling of Nanostruc-
turing Burnishing on Different Scales // Phys. Mesomech. 2014, V17(4) P. 6-13.

[5] Suzuki A., Mishin Y. Atomistic modeling of point defects and diffusion in copper grain
boundaries // Interface Sci. 2003, V11(1) P. 131-148.

[6] Dana Honeycutt J., Hans C. Andemen Molecular Dynamics Study of Melting and
Freezing of Small Lennard- Jones Clusters // J. Phys. Chem. 1987, V91 P. 4950-4963.

Andrey I. Dmitriev, ISPMS SB RAS / TSU, Tomsk, Russia
Anton Yu. Nikonov, ISPMS SB RAS / TSU, Tomsk, Russia

76



From localization to zoo of patterns in complex dynamics of ensembles

From localization to zoo of patterns in complex
dynamics of ensembles

Antonina N. Fedorova, Michael G. Zeitlin
zeitlin@math.ipme.ru, anton@math.ipme.ru

Abstract

A fast and efficient numerical-analytical approach is proposed for modeling
the complex collective behaviour in complex plasma physics models based on
the BBGKY hierarchy of kinetic equations. Our calculations are based on
variational and multiresolution approaches in the bases of polynomial tensor
algebras of high-localized generalized coherent modes generated by action of
the internal hidden symmetry of the underlying functional space. We construct
the representation for hierarchy of reduced distribution functions via multiscale
decomposition in high-localized eigenmodes. Numerical modeling shows the
formation of zoo of various internal symmetry-generated structures (patterns)
which describe the (meta)stable/unstable type of behaviour in non-equilibrium
ensembles.

1 Introduction

The kinetic theory describes a lot of phenomena in beam/plasma physics which cannot
be understood on the thermodynamic or/and fluid models level. We mean first of all
local/metastable /non-gaussian fluctuations beyond the equilibrium state and collective/re-
laxation phenomena.

It is well-known that only kinetic approach can describe Landau damping, intra-beam
scattering, while, e.g., Schottky noise and associated cooling technique depend on the
understanding of spectrum of local fluctuations of the beam charge density [1], [2].

In this paper we review the applications of our numericalanalytical technique based on
multiresolution (a.k.a.) wavelet analysis approach for calculations related to description of
complex collective behaviour in the framework of general BBGKY hierarchy [3]-[21].

The rational type of nonlinearities allows us to use our results, which are based on the
application of wavelet analysis technique and variational formulation of initial nonlinear
problems. Wavelet analysis is a set of mathematical methods which give us a possibility
to work with well-localized bases in functional spaces and provide maximum sparse forms
for the general type of operators (differential, integral, pseudodifferential) in such bases.
It provides the best possible rates of convergence and minimal complexity of algorithms
inside and as a result saves CPU time and HDD space.

In part 2 set-up for kinetic BBGKY hierarchy is described. In part 3 we present explicit
analytical construction for solutions of hierarchy of equations from part 2 based on tensor
algebra extension of multiresolution representation and variational formulation.
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We give explicit representation for hierarchy of n-particle reduced/truncated distribution
functions in the base of high-localized generalized coherent (regarding underlying affine
group) states given by polynomial tensor algebra of base wavelets, which takes into account
contributions from all underlying hidden multiscales from the coarsest scale of resolution
to the finest one to provide full information about dynamics of complex process.

So, our approach resembles Bogolubov and related approaches but we do not use any
perturbation technique (like virial expansion) or linearization procedures.

Numerical modeling shows the creation of different internal (coherent) structures from
hidden localized modes, which are related to stable (equilibrium) or unstable/metastable
type of behaviour and corresponding pattern (waveleton) formation.

2 Nonequilibrium dynamics: BBGKY hierarchy

Let M be the phase space of ensemble of N particles (dimM = 6N) with coordinates
v = (¢pi), 1 = L..N, ¢ = (¢,¢,4}) € B’ pi = (pj.p},p}) € B*, q =

(q1,...,qn) € R*N. Individual and collective measures are:
N
pi = dw; = dgipi, p= HM (1)
i=1
Distribution function Dy (z1,...,zN;t) satisfies Liouville equation of motion for ensemble
with Hamiltonian Hpy :
0Dy
—— ={Hpn,D 2
5 = N, Dy} (2)
and normalization constraint
/th...,m;t)du: 1 (3)
where Poisson brackets are:
N
OHN ODy  OHpyn ODy
Hy, Dy} = ( - ) 4
Dy =2 (T30 50~ omi da W

Our constructions can be applied to the following general Hamiltonians:

N2
Hy =) (7@ + Ui((])) + ) Uijlaiay) ()

A 2m —

=1 1<i<j<N
where potentials U;(q) = U;(q1, ..., gn) and U;;(gi, gj) are not more than rational functions
on coordinates. Let Ly and L;; be the Liouvillean operators (vector fields)

S

Dj 0 8uj 0
Loy (BL-tul) 5 o
— \m 0q; 0q Op; 1 <ii<s

Uy O Uy 0

Li; =
7 0qi Opi - g5 Opj

For s=N we have the following representation for Liouvillean vector field

Ly ={Hn,"} (8)
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and the corresponding ensemble equation of motion:

0Dy
—— +LnyDNn =0 9
gr ENEN (9)
Ly is self-adjoint operator regarding standard pairing on the set of phase space functions.
Let

FN(xla"'axN;t):ZDN(:UIV")xN;t) (10)
SN
be the N-particle distribution function (S is permutation group of N elements). Then we

have the hierarchy of reduced distribution functions (V*® is the corresponding normalized
volume factor)

Fs(xl,...,xs;t):VS/DN(xl,...,mN;t) H i (11)
s+1<i<N
After standard manipulations we arrived to BBGKY hierarchy [2]:
OF, 1 :
Ots + LFs = - /dMerl ZLi,s+1Fs+l (12)

i=1

It should be noted that we may apply our approach even to more general formulation than
(12). Some particular case is considered in [22]. For s=1,2 we have from (12):

OFy(z1;t)  p1 O 1/
_— L = —F 1) = — | deoLqoF: °t 1
5 + - 1(z1;t) " xoL19Fo(x1, 223 t) (13)

OFy(z1,m2;t)  (p1 O p2 O '
T‘F(E%‘FETQQ L12> F2($1,$27t) (14)

1
= U/d$3(L13 + Lo3) F3(w1, 22; 1)

3 Multiscale analysis

The infinite hierarchy of distribution functions satisfying system (12) in the thermodynam-
ical limit is:

F = {Fy, Fi(z1;t), Fo(x1, x25t), ..., Fn(21,..., 2N ), ... }

where F,(z1,...,2p;t) € HP, H* = R, HP = L*(R%) (or any different proper functional
space), F € H® = H @ H' @ --- @ HP @ ... with the natural Fock-space like norm (of
course, we keep in mind the positivity of the full measure) introduced by us [3]-[21]:

(F,F):Fg—i—Z/Ff(xl,...,a:i;t)HW (15)
% /=1
k
Fyp(ar,... zp5t) = [ [ Frlaist) (16)
=1



Proceedings of XLIII International Summer School-Conference APM 2015

First of all we consider F' = F|(t) as function on time variable only, F € L?(R), via mul-
tiresolution decomposition which naturally and efficiently introduces the infinite sequence
of underlying hidden scales into the game [23]. Because affine group of translations and
dilations is inside the approach, this method resembles the action of a microscope. We
have contribution to final result from each scale of resolution from the whole infinite scale
of spaces. Let the closed subspace V;(j € Z) correspond to level j of resolution, or to scale

j-
We consider a multiresolution analysis of L?(R) (of course, we may consider any differ-
ent functional space) which is a sequence of increasing closed subspaces Vj: ..V_y C
Vo1 C Vo C Vi C Vo C .. satisfying the following properties: let W; be the orthonor-
mal complement of V; with respect to Vjy1: Vi1 = V; @ W, then we have the following
decomposition:

Fey= D W (17)

or in case when Vj is the coarsest scale of resolution:
oo
(F(H)} = Vo W, (1s)
=0

Subgroup of translations generates basis for fixed scale number: spanye,{2//2¥ (27t —k)} =
W;. The whole basis is generated by action of the full affine group:

Spankez,jeZ{Qj/Q‘I’@jt —k)} =spany ;e {V;x} = {F(t)} (19)

Let the sequence {V}},V} C L?(R) correspond to multiresolution analysis on time axis,
{Vfl} correspond to multiresolution analysis for coordinate z;, then

n+1 __ x Tn t
Vi =V VeV (20)
corresponds to multiresolution analysis for n-particle distribution function
Fo(z1,...,20;t).
E.g., for n =2:

Ve = {f: fan,m2) = ) ahy jy8” (w1 — k1, w2 — k2), ag, ky € £2(2°)}, (21)
k1,ka

where ¢2(x1,19) = ¢ (71)d?(12) = ¢! ® ¢*(21,72), and ¢*(z;) = é(z;) form a multireso-
lution basis corresponding to {V;"'}.

If {¢'(z1—0)}, ¢ € Z form an orthonormal set, then ¢?(x1—k1, vo—ko) form an orthonormal
basis for VOQ. Action of affine group provides us by multiresolution representation of L?(R?2).
After introducing detail spaces sz, we have, e.g. V12 = VO2 P WUQ. Then 3-component basis
for W¢ is generated by translations of three functions [23]:

‘l’% = (Z)I(SUl) & ‘1’2($2),
‘l’% = \Ifl(l‘l) ® ¢2(x2),
U2 = Ul(z)) ® U2 (x) (22)

In general case we can use the rectangle lattice of scales and one-dimentional wavelet
decomposition :

flan, o)=Y < f U@ U >, @V (z1,70)
1,07,k
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where the base functions ¥;  ® ¥;; depend on two scales 27" and 277.

Then, after constructing such multidimension bases we can apply some of our variational
procedures introduced in [3|-[21]. As a result the solution of equations (12) has the following
multiscale/multiresolution decomposition via nonlinear high-localized eigenmodes

F(t,a}]_,xg,...) = Z aijUi®Vj(t,$1,I2,...)

(i,5)€Z2
Vi) = V) + YV (wit),  wi ~ 2! (23)
I>N
Ulze) = Uy (ms) + > Uh (ki) ki ~ 2™,
m>M

which corresponds to the full multiresolution expansion in all underlying time/space scales.

20

Figure 1: 6-eigenmodes representation for waveletons.

Formal representation (23) provide us with expansion into the slow part W3°% (coarse

graining) and fast oscillating parts (fine scales) for arbitrary N, M.

So, we can move from coarse scales of resolution to the finest one for obtaining more
detailed information about our complex dynamical process.

The first terms in the RHS of formulas (23) correspond on the global level of function
space decomposition to resolution space and the second ones to detail space. In this way
we collect contributions to the exact solution from each scale of resolution or each hidden
time/space scale or from each nonlinear hidden eigenmode [3]-{21].

It should be noted that such representations provide the best possible localization prop-
erties in the corresponding (phase)space/time coordinates. In contrast with different ap-
proaches representation (23) do not use perturbation technique or linearization procedures.
Numerical calculations are based on compactly supported wavelets and related wavelet
families [24] and on evaluation of the accuracy regarding norm (15):

PN FN) < (24)
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Fig.

1 demonstrates waveleton (high-localized and metastable) pattern generated at level

6 of the scale/eigenmodes decomposition for solutions of hierarchies like (12).

So, finally, using multiresolution decomposition constructed by properly generated action
of hidden symmetry of the underlying functional spaces, we provide the best possible
(phase) space/time localization properties and as a result the construction of high-localized
metastable waveleton structures in spatially-extended stochastic systems with collective
behaviour. Fig. 1 represents some possible image for the energy confinement state in the
plasma fusion model [20].
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Abstract

We consider an application of modification of our variational-wavelet ap-
proach to some nonlinear collective models of beam/plasma physics: the
Vlasov/Boltzmann-like truncation of general BBGKY hierarchy related to
the modeling of the propagation of intense charged particle beams in high-
intensity accelerators and transport systems. We use fast convergent multi-
scale variational-wavelet representations for solutions which allow to consider
the polynomial and rational type of nonlinearities. The solutions are repre-
sented via the multiscale decomposition in nonlinear high-localized eigenmodes
(waveletons). In contrast to different approaches we do not use perturbation
technique or linearization procedures.

1 Introduction

We consider applications of numerical-analytical technique based on modification of our
variational-wavelet approach to nonlinear collective models of beam/plasma physics, e.g.
some forms of Vlasov/Boltzmann-like reductions of general BBGKY hierarchy (section 2).
These equations are related to the modeling of propagation of intense charged particle
beams in high-intensity accelerators and transport systems [1], [2]. In our approach we
use fast convergent multiscale variational-wavelet representations, which allows to consider
polynomial and rational type of nonlinearities [3]-[22]. The solutions are represented via
the multiscale decomposition in nonlinear high-localized eigenmodes (some generalization
of the so-called Gluckstern modes, in some sense), which corresponds to the full multires-
olution expansion in all underlying hidden time/space or phase space scales.

In contrast with different approaches we do not use perturbation technique or linearization
procedures.

In section 3 after formulation of key points we consider another variational approach based
on ideas of para-products and nonlinear approximation in multiresolution approach, which
provides the possibility for computations in each scale separately [23].

We consider representation (4) below, where each term corresponds to the contribution
from the scale ¢ in the full underlying multiresolution decomposition as multiscale gener-
alization of old (nonlinear) § F' approach [1], [2].

As a result, fast scalar/parallel modeling demonstrates appearance of high-localized coher-
ent structures (waveletons) and (meta)stable pattern formation in systems with complex
collective behaviour or the possibility of existence of relatively/locally stable order in the
systems with full disorder.

85



Proceedings of XLIII International Summer School-Conference APM 2015

2 Vlasov/Boltzmann-like reductions

Let M be the phase space of ensemble of N particles (dimM = 6N) with coordinates x; =
(gi,pi), i=1,..N, ¢ = (q¢},¢,¢) € R*, p; = (p},p?,p}) € R with distribution
function Dy (x1,...,zN;t) and

FN(.%'l,...,xN;t):ZDN<$1,...,.YJN;t) (1)
SN

be the N-particle distribution functions (Sy is permutation group of N elements). For
s=1,2 we have from general BBGKY hierarchy [22]:

OFy(zy;t 0 1
1(81;1) + %qufﬂ(ml;t) = U/dx2L12F2($1,$2;t) (2)

8&%wm)<m8 p2 0

—_—— ———— +—-——-1L )F , 2t 3
ot + m o + m 0% 12 ) Fo(z1, 223 1) (3)
1

= U/d«TB(Ll?: + Log) F3(w1, 225 1)

where partial Liouvillean operators are described in [22]. We are interested in the cases

when and where

k

Fk(‘rla .. ,l‘k,t) = HFl(ﬂS'Z,t) + Gk(IEl, “e axk‘;t)v
i=1

where G} are the correlation patterns, really have additional reductions as in case of the
Vlasov-like systems.

Then we have in the equations (2), (3) not more than polynomial type of nonlinearities
(more exactly, multilinearities), i.e. we can apply our general approach [3|-[22]| based on
Local Nonlinear (non-abelian) Harmonic Analysis [23].

3 Multiresolution via para-products

Our goal is the demonstration of advantages of the following formal representation

F=>Y §F (4)

€7

for the full exact solution for the systems related to equations (2), (3). It is possible to
consider the representation (4) as multiscale generalization of old (nonlinear) § F' approach
[1], [2]. So, in our modified version of the decomposition (4) each §'F term corresponds to
the contribution from the scale ¢ in the full underlying multiresolution decomposition

eCcVayacWyacWvicV,... (5)

of the proper function space (L?, Hilbert, Sobolev, etc.) to which the tower F really be-
longs according to the properly chosen physical hypothesis. It should be noted that (4)
doesn’t based neither on perturbations nor on linearization procedures. Although usually
physicists, who prefer computer modeling as a main tool of understanding of the physical
reality, don not think about underlying functional spaces, but many concrete features of
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complicated complex dynamics are really related not only to concrete form/class of oper-
ators/equations but also depend on the proper choice of function spaces where operators
actully act. Moreover, we have for arbitrary N in the finite N-mode approximation

N
FN=3"¢'F (6)
=1

the following more useful decompositions:

{(Fiy= @ W, o {Ft)}=VEPW; (7)
5=0

—00<j< 00

in the case when 1} is the coarsest scale of resolution and where Vj; 1 = V; @ W; and
the bases in the scale spaces W;(V;) are generated from the base functions 1 (¢) by action
of the underlying affine group of the translations and dilations (the so called “wavelet
microscope”). The following constructions based on the variational approach provide the
best possible fast convergence properties in the sense of the combined norm:

[N — PN <& (8)

introduced and considered before in [3]-[22]. Our five basic points after the choice of the
model for the functional space are as follows:

1. The ansatz-oriented choice of the (multidimensional) bases related to some poly-
nomial tensor algebra. Some example related to the general BBGKY hierarchy is
considered in [22].

2. The choice of the proper variational principle. A few projection/ Galerkin-like prin-
ciples for the (weak) solution construction are considered in [3] - [21]. It should be
noted the advantage of formulation related to biorthogonal (wavelet) decomposition.

3. The choice of base functions in scale spaces W; from the whole wavelet zoo. They
correspond to high-localized (nonlinear) oscillations/excitations, coherent (nonlin-
ear) resonances, etc. Besides the fast convergence properties of the corresponding
variational-wavelet expansions it should be noted the minimal complexity of all un-
derlying calculations, especially in case of choice of wavelet packets which minimize
Shannon entropy.

4. The operator representations provide the best possible sparse representations for the
arbitrary (pseudo) differential /integral operators

df/dz,d" f/dz", [ T(x,y)f(y)dy), etc [23].

5. (Multi)linearization. Besides variation approach we consider now a different method
to deal with (polynomial) nonlinearities.

We modify the scheme of our variational approach in such a way in which we consider
the different scales of the multiresolution decomposition (5) separately. For this reason
we need to compute errors of approximations. The main problems come, of course, from
nonlinear (polynomial) terms. We follow according to the multilinearization (in case below
— bilinearization) approach of Beylkin, Meyer etc. from [23]. Let P; be the projection
operators on the subspaces V; (5):

(Pif)(x) =Y < frin > pjn(x) (9)
k

87



Proceedings of XLIII International Summer School-Conference APM 2015

and @), are projection operators on the subspaces W;: Q; = Pj_1 — Pj. So, for u € L*(R)
we have u; = Pju  and u; € V. It is obviously that we can represent u3 in the following
form:

(Qju)(Qju) + up, (10)

1

ug =2 (Pu)(Qju) + .

n
J=1 J=

In this formula there is no interaction between different scales. We may consider each term
of (10) as a bilinear mappings:

M‘j/W Vi x W — LQ(R) = V;®r>iWy (11)

My Wi x Wi — L*(R) = Vj ©jis; Wy (12)

For numerical purposes we need formula (10) with a finite number of scales, but when we
consider limit 7 — oo we have

u? = 3 (2Pu+ Qu)(Qu), (13)

JEZ

which is the very useful para-product of Bony, Coifman and Meyer [23]. Now we need to
expand (10) into the wavelet bases. To expand each term in (10) we need to consider the
integrals of the products of the basis functions corresponding to decomposition (7), e.g.

M 0.0 = [ wl@ )] @), (14)
where 5/ > j and

Pl(x) = 2792279z — k) (15)
are the basis functions proper for (7). For compactly supported wavelets

M3 (kK0 =0 for |k — K| > ko, (16)
where kg depends on the overlap of the supports of the basis functions and

My (b — K, 27k — 0)] < €27 (17)

Let us define jg as the distance between scales such that for a given ¢ all the coefficients
in (17) with labels r = 5 — j’, r > jo have absolute values less than . For the purposes
of computing with accuracy ¢ we replace the mappings in (11), (12) by

My = Vi x Wi = Vi @j<jr<j Wi (18)

My - Wi x Wy =V @j<jr<jo Wiy (19)

Since
Vi @j<jr<io Wir = Vio—1, Vi C Vig—1, Wj C Vj1

we may consider bilinear mappings (18), (19) on Vj,—1 x Vj,—1. For the evaluation of (18),
(19) as mappings Vj,—1 x Vj,—1 — Vj,—1 we need significantly fewer coefficients than for
mappings (18), (19). It is enough to consider only coefficients

M (kK €) =279/? /OO oz —k)p(z — Koz — £)dz, (20)

o

88



Fast modeling for collective models of beam /plasma physics

x10°

2 \
Ay
TR !?\,\!!//l‘ ““\“'Ill:z
s ‘\\ N
L W= S
"%’i;“iﬁ‘{%‘\ "

Figure 2: Localized metastable pattern.

where ¢(z) is scale function. Also we have
M (kK 0) =272 My(k — £,k — 0), (21)

where
Mo(p.q) = / (@ — P)p(z — Qp(z)dz (22)

My(p,q) satisfy the standard system of linear equations and after its solution we can
recover all bilinear quantities (14). Then we may apply some variational approach from
[3]-[21] but, in contrast with previous attempts, at each scale separately. Finally, after the
application of points 1-5 above, we arrive to the explicit numerical-analytical realization of
representations (4) or (6). Fig. 1 demonstrates the coarse grain level contribution to the
full solution (6) while Fig. 2 presents our final goal: the localized non-gaussian (meta)stable
pattern as the solution of the system like (2),(3). We evaluate the accuracy of calculations
according to norm considered for the whole kinetic hierarchy in companion paper [22].
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Various images for different types of possible patterns are parametrized by details of the
underlying (multi)linear algebra related to aspects of multiresolution decomposition as well
as by features related to the internal structure of the underlying functional spaces. Both
structures have direct relation to the underlying physics of ensembles.
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Abstract

The paper presents experimental data obtained by testing composites
based on polyethylene and silicate needle filler (palygorskite) of different con-
centration. At the macro level, stress-strain curves are plotted for materials
with different filler concentration, and the mechanical properties of these ma-
terials are explored. Research at the micro level examines the microstructure
and local mechanical properties of composite materials.

1 Introduction

Nanocomposites based on various types of polyolefins (polyethylene, polypropylene, etc.)
and nanodispersed silica ultrafine particles (nanoclay) are currently the subject of intense
research. This family of composite materials attracts attention because of their unique
physical and chemical properties compared to the conventionally filled polymers. They
are known for their high performance, environmental friendliness, relatively low cost and
ease of production. Polyolefins are the most popular and accessible group of thermoplastic
polymers.

It has been recognized [1, 2] that incorporation of even small quantities of silicate nanopar-
ticles into polymers significantly enhances the diffusion barrier properties of the material,
its thermal stability and resistance to thermal buckling. Most likely this is due to the
fact that nanostructured materials have some specific features. Firstly, unlike conventional
composites, whose individual components are of micron and submicron sizes, nanomate-
rials have an extremely high interface area enabling the volume concentration of surface
layers formed on dispersed particles to very significant. Modifying their physical proper-
ties, one can effectively change the macro properties of the material. Secondly, the size
and shape anisotropy of filler inclusions contribute much to filler texturing in a polymer.
Thirdly, the very small particle sizes inhibit the processes of matrix delamination due to
enormous surface tension, which certainly favors the increase in the strength of the com-
posite. Taken together, all these factors provide a considerable improvement of various
physical characteristics of nanomaterials at low filler concentration [3].

93



Proceedings of XLIII International Summer School-Conference APM 2015

This paper presents the results of experimental studies of composites based on polyethylene
and silicate needle-like nanofiller at the macro and micro levels. At the macroscopic scale,
the experimental stress-strain curves obtained for materials with different filler fraction
were analyzed. The microstructural and local mechanical properties were studied by the
AFM techniques.

2 Fabrication of materials and preparation of sam-
ples

Low density polyethylene grade PE 107-02K (p = 0.91 g/cm?) was taken as a polymer
matrix. The initial modulus was 85 MPa, and the degree of crystallinity determined by
differential scanning calorimetry was equal to approximately 35-40 %.

As a filler (the filling degree varies from 0 to 15 wt. parts), the modified nanoclay based on
palygorskite (produced by "Keramzit" Serpukhov) was used. This mineral is water magne-
sium aluminum silicate. The crystalline structure of palygorskite is intermediate between
the so-called belt and layered silicates. Palygorskite crystals are composed of double chains
of Si-H tetrahedra interconnected by octahedrally coordinated magnesium and aluminum
cations. During the grinding, the mineral breaks into particles having the form of elon-
gated bars BT'Y fibers. Under mechanical treatment, needle particles form tangled fibrous
aggregates. Palygorskite clay generally has a light gray color, sometimes with a yellowish
tinge. Its density is 2000-2300 kg/m?, and its hardness is 2-2.5 in mineralogical scale and
increases significantly after calcination. This mineral in its pure form is widely used in
construction as an eco-friendly thermal insulator.

The surface of palygorskite crystals, as well as other clay minerals, is hydrophilic, making it
difficult to wetting with hydrophobic organic substances. Before combining with polymers,
it must be treated with special surface active substances (surfactants) to create organophilic
layers with the necessary level of interaction with a polymer matrix.

For the production of polymer-silicate nanocomposites, a one-step mixing procedure devel-
oped at the Institute of Petrochemical Synthesis, Russian Academy of Sciences was applied
[4, 5]. This method assumes that a polymer, a silicate and a surfactant are loaded into
the extruder simultaneously. Surfactant molecules diffuse to silicate particles directly in a
polymer melt.

3 The experiments

Mechanical testing. The mechanical properties of the materials under study were investi-
gated at the macro level on a testing machine Testometric FS-100CT at room temperature.
The strain rate was 100% /min. The loading of the samples was carried out until their rup-
ture. For each filler concentration, five experiments were performed.

Atomic force microscopy. The properties of composites at the nano scale were studied by
an atomic force microscope (AFM) Dimension Icon in the nanomechanical mapping regime
(PeakForce QNM). In this mode an AFM tip performs nanoindentation in each point of the
surface with a frequency of 2 kHz. Hence, the following structural-mechanical properties of
the surface can be mapped: (a) relief; (b) adhesion force between the tip and the sample;
(c) indentation u - the depth of penetration of the tip into the material; (d) Young modulus,
i.e. the material stiffness E calculated by the DMT-model. In our experiments, the NSG10
probes (NT-MDT) with a nominal radius of 10 nm and a calibrated stiffness 9 N/m were
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used. For each material, ten AFM images of 10x10 pum with a resolution of 1024x1024
points in the zy-plane were captured and analyzed (Fig. 1). Hereinafter, in the lower
left-hand corner of the image (Fig. 1) the horizontal line shows the length of the examined
segment. To the right of the vertical scale, the range of the measured value and units
are given. Apart from needle-shaped palygorskite, the flat and round-shaped inclusions of

Figure 1: AFM images of the surface (left column) of the appropriate indentation
depth (middle column) and stiffness (right column) of materials with filler wt. frac-
tions: (a) BI'Y 5, (b) BI'Y 10, (c) BI'Y 15.

different sizes are clearly visible in the images (see. Fig. 1b); this is probably the clay.
Note that the fraction of large inclusions is comparable with the palygorskite fraction.
The microstructure of materials was studied in both the undeformed and stretched states.
In the latter case, the samples were fixed and stretched in a special device. The experiments
were performed without removing the load from the samples.

4 Results and discussion

Mechanical properties. The averaged engineering stress-strain (o-€) curves obtained for
samples subjected to uniaxial load at constant rates are presented in Fig. 2. At the
stage of the plastic flow corresponding to different concentrations, the curves o°(e) are
very close. Therefore, the evolution of the plastic flow causes actual stresses to become
aligned for the systems with different filler concentration. There is a two-fold difference
in YoungsI €s modulus (85 MPa for unfilled polyethylene versus 170 MPa for 15% filler
polyethylene). It has been found that incorporation of needle-like filler into the polymer
reinforces the material much more strongly than in the case of conventional micro-sized
filler. For instance, considering the appropriate concentration obtained by Farris [6] and
supposing that the filler density is approximately twice as much as that of the matrix (15%
by weight corresponds to the 7.6% by volume), an 1.5 fold increase in the modulus of the
polymer filled with conventional micro-particles could be expected.

Microstructural analysis. Despite the fact that the filler is well seen in the maps of me-
chanical properties (Fig. 1), the polymer-filler interface has never been contrast, yet it has
a certain slope up to several tens of nanometers wide. This can be attributed to the fact
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Figure 2: Stress-strain curves obtained for samples tested under uniaxial stretching
for filler weight fractions: 1 — 0, 2 — 5, 3 — 10, and 4 — 15.

that some portion of the filler lies hidden under the polymer surface, as well as to the fact
that the probe slips over the edge of the filler inclusion. For a quantitative analysis of the
filler structure, especially the thickness of palygorskite needles, the criteria for belonging
of a certain point in the AFM image to polymer or filler need to be defined. Figure 3
presents the histograms of indentation depth corresponding to the maps given in Fig. 1.
For 2.3 nm depth indentation, the distribution histograms for materials with 10 and 15%
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Figure 3: Distribution histograms of indentation depth for the surfaces depicted in
Fig. 1. Filler fraction: (a): — 5%, (b) -sI'Y 10%, (¢) — 15 % wt.

filler content exhibit a local maximum (Fig. 3b, ¢). A similar pattern was observed for the
rest of the images obtained for these materials. Such a pronounced local maximum was
not observed for the material with 5% of filler content because of the low filler fraction.
Let us assume that in all the images the indentation depth < 2.3 nm corresponds to the
filler. Figure 4 shows filler silhouettes isolated in Fig. 1. Further the structural analysis

Figure 4: Fig. 4. Filler silhouettes (Fig. 1).
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of black-and-white images was carried out. For each material, several hundreds of needles
were explored. The average thickness of filler inclusions 27 nm was the same for all ma-
terials, and the average length was equal to 0.63, 0.50 and 0.56 microns for different filler
concentration. Long needles up to 1.8 microns long were also observed. Palygorskite is
able to form in the material secondary structures in the form of multiple stacks of needles
arranged in parallel and in close proximity to one another (Fig. 5). It is not always possible

Figure 5: Stiffness map for the material with 10 % of filler. The formation of
secondary structures having the form of parallel needles (black lines) is shown. The
lamellar structure of polyethylene (gray filaments) is visible.

to unambiguously identify the boundaries of individual needles in agglomerates. This may
cause an overestimation of the length and thickness of the objects to be measured. The
study of the microstructure of the stretched materials reveals that some needles become
wavy shaped (see. Fig. 6a, the axis of elongation is vertical). Apparently, this is due to
the non-uniform local deformation of polyethylene and/or the compression of the material
in the direction orthogonal to its elongation. Figure 6a shows dense inclusions with round
surfaces (shown in boxes) that have good adhesion with a polymer. Inclusions that look
like flat tablets are also encountered in the material; the delamination of the polymer, i.e.
microcrack nucleation, can be observed near such inclusions (Fig. 6b). An increase in

Figure 6: AFM-height images and the corresponding indentation maps of the 10%
filled material at 100% tension; the arrows (a) point to the wavy structure of paly-
gorskite; the frames (b) indicate the detachment of the polymer near the large and
flat inclusions.

elongation causes the surfaces of the material to become sufficiently inhomogeneous - the
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oriented structure of polymer heterogeneities appears on the surface of polyethylene, and
the effects observed (palygorskite waving, delaminations) are strengthened.

5 Conclusions

The structure and mechanical properties of polyethylene filled with silicate needle filler
(palygorskite) have been studied. Compared to the unfilled polymer, such composites
have improved resistance to combustion, i.e. they are less inflammable and toxic.It has
been found that the addition of the filler results in a roughly two-fold increase in the initial
elastic modulus. At the stage of the plastic flow the mechanical properties of the material
differed only slightly. Therefore, it has to be emphasized that the mechanical properties
of the material did not worsen. The analysis of the polymer microstructure indicates that
some filler needles form in the material secondary structures in the form of stacks. The
average thickness of a palygorskite needle is 27 nm, and its length is 0.6 microns. As the
stretch of the composite increases, the shape of inclusions becomes wavy.
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Vibration and wave processes in view of non-linear
deformation of components in aircraft engine
hydraulic systems

Dinara F. Gaynutdinova  Vladimir Ya. Modorsky  Vasiliy
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Abstract

We performed numerical studies of hydroelastic vibration and wave pro-
cesses which included two approaches: one solving coupled problems in AN-
SYS CFX software package, and another using national algorithm for solving
problems of hydroelasticity stated as a couple. In ANSYS CFX package we
obtained results of computational modelling of cavitation effect caused by vi-
brations of the wall in a closed type (return-flow) pipe filled with fluid. We
revealed the dependence between the cavitation parameters and the vibration
parameters. We also constructed the domain (range) of influence of ampli-
tudes and frequencies of vibration upon concentration of cavitation bubbles.
At the second stage of the studies we developed standardized algorithm for
solving problems of dynamic hydroelasticity, worked out the model problem of
piston motion of piston in the closed type pipe, and conducted a comparative
analysis of numerical and analytical solutions of the model problem.

Introduction

Unpredictable failures in the course of operation of hydraulic automatic equipment of
aircraft engines occur increasingly often. To predict them is a difficult and time-consuming
task. It is true that failures may be related to the drastic increase of operation noise
generated by hydraulic systems of aircraft engines, and therefore it might be suggested
that they are brought about by cavitation effects in the pipelines caused by vibrations
of the component walls. This paper is concerned with the possibility of modelling the
cavitation effect during the operation of hydraulic automatic equipment.
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1 Solution of the Problem in ANSYS CFX Software
Package

Physical Model

To carry out computing experiments we developed a physical model which proposed a
three-dimensional statement. In doing so, we took a pipe as the computation domain,
compressible fluid (water) as the actuating medium, and sinusoidally movable wall as the
loading; assumed that the flow was multiphase (consisting of water as carrier phase, and
air as carried phase), the process was adiabatic, and the pipe walls were impenetrable and
smooth, and accepted standard ke model of turbulence.

Mathematical Model

In accordance with the accepted physical model, we used a mathematical model based on
the mass, momentum and energy conservation laws, and implemented within ANSYS CFX
reverse engineering system. It reflected the convection-diffusion transfer of components to
be mixed and turbulent flow. The set of equations was enclosed by the initial and boundary
conditions. [1]

The finite volume method implemented in ANSYS CFX software package was chosen to
solve the original set of equations.

Solid Model and Setting of Initial and Boundary
Conditions

The computational domain was divided into finite volumes (400,000 cells). Figure 1 shows
the solid model and boundary conditions. The following initial conditions were set: V = 0
m /s; P = 0.1 MPa; T = 293 K; p,, = 1000kg/m3.

The boundary condition adopted for the walls of chamber was "stiff or rigid wall" when
the normal velocity component at the boundary was equal to 0. The boundary condition
adopted for the mobile body was Ymovable wall¥ when the normal velocity component at
the boundary was set by equation V' = Vysin(wt), where V — flow or fluid velocity, Vo —
wall velocity amplitude, w — oscillation frequency, and t — time. [2] - [5]

v
SEEEN
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By

Figure 1: Boundary Conditions and Computational Grid

The time step was set at 5-107% sec, and the number of iterations for each calculation did
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not exceed 2000. Therefore, each of the options was studied on the real-time interval from
0 to 1 sec. The calculation time was 4...5 hours.

Analysis of the Results of Computing Experiments

The plan of computing experiments envisaged that 1} varied in the range 0.001...10m/sec
and w - in the range 500 . ..4000 Hz. All calculations were made on the basis that the initial
pressure within an enclosure was 1 MPa at an initial temperature (T) of 20°C.

In accordance with the plan, different values of carried phase concentration were derived
from the results of computing experiments.

According to the calculations based on all options of set boundary conditions, we obtained
a certain area of cavitation arising due to vibration at various combinations of frequencies
and wall velocity amplitudes. In Fig. 2: x-axis is used to specify the change in the speed
of oscillation, y-axis to specify the change in the frequency of oscillation, and z-axis II the
change in the mass content of carried phase. [6]
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Figure 2: Area of Cavitation Due to Vibration

The analysis of the results revealed a maximum corresponding to the frequency of 2000H z.
As the frequency of vibration increased or decreased the concentration decreased. The wall
velocity amplitude corresponding to the maximum concentration of the carried phase was
0.1m/sec, and as it increased or decreased the concentration decreased as well.

2 Development and Implementation of Standard-
ized Algorithm Based on the Particle-in-Cell
Method

At present, with current sanctions against Russia, this is particularly important to develop
national algorithms for solving complex interdisciplinary problems, including hydroelastic-

ity.
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Physical Model

We developed the physical model that enabled the processes occurring in structure and
in fluid to be stated dynamically in two-dimensions; for that purpose, we assumed that
the structure was multilayered and made of elastic material; the fluid was compressible
and remained in contact with the movable wall; and the pipe walls were impenetrable,
impermeable; not heat conducting and smooth; and took no account of gravity.

Mathematical Model

In accordance with the accepted physical model, we constructed a mathematical model
of hydrodynamic process based on the mass, momentum and energy conservation laws,
control of compressible fluid state, and initial and boundary conditions recorded with due
regard for stiffness of loading system.

Mathematical model of deformable structure also included the mass and momentum con-
servation laws, and was enclosed by Cauchy equations, generalized Hooke¥'s law, and initial
and boundary conditions recorded with due regard for stiffness of loading system.

To develop the original system of differential equations we chose one of the methods of
finite differences - the particle-in-cell method.

Standardized Algorithm for Solving Problems of Dy-
namic Hydroelasticity

Based on the chosen method we developed the algorithm which included several stages
(Figure 3). The initial stages were designed to solve the hydrodynamic problem, whereas
the subsequent stages were meant to estimate parameters of the dynamic stress-strain state
(SSS) or tensely deformed condition (TDC) of structure. [7]

Description of initial conditions (fluid and structure)

+
Production of computational grid in the field of solution (fluid and structure)
+
Formation of boundary conditions (fluid) with due regard for stiffness of loading
system

+

Eulerian stage, Lagrangian stage, Final stage (fluid)
+

Formation of boundary conditions (structure) with due regard for stiffness of
loading system
+
Eutelian stage, Lagrangian stage, Final stage (structure)
+

Movement defermination (structure)
+
Strain determination (structure)
+

Stress calculation (structure)

Reassigning block (fluid and structure) and condition for the end of counting/and
transition fo the next time stage

Figure 3: Standardized Algorithm for Solving Problems of Dynamic Hydroelasticity
First, we described the initial conditions and produced a computational grid in the field
of solution for both fluid and structure. Then, we formed the boundary conditions for the

fluid with due regard for the loading system, and then focused on three successive stages.
At the Eulerian stage we neglected all effects associated with the movement of unit cell
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(when there was no mass flow through the cell borders), and took into account the effects
of material acceleration only through pressures; here we determined intermediate values of
the desired flow conditions (characteristics) for a large particle. At the Lagrangian stage
we calculated the mass flows crossing the borders of the Eulerian cells. At the final stage,
at a new moment we determined the final values of the flow conditions (characteristics)
for each cell, and for the entire system on the fixed computational grid. The obtained
parameters of hydrodynamic flow were used as the initial data for the subsequent time
step and were included in the calculations of the boundary conditions to estimate the
dynamic stress-strain state (SSS) or tensely deformed condition (TDC) of structure.
Further, the same three stages were sequentially performed for the structure. The following
stages were new from the viewpoint of traditional approaches to the particle-in-cell method
and included algorithms to determine the movements, strains and stresses at each time step.
That completed the computing cycle of one time step, and the results of calculation at that
time step provided a baseline for the next one.

The use of this standardized algorithm for simultaneous solution of hydrodynamic problem
and calculation of parameters of the stress-strain state of the structure is an innovation
and makes it possible to study and reveal the physical entity of the occurrence and course
of abnormal unpredictable hazardous processes and phenomena in case of the nonlinear
interaction in the dynamic system using the united methodological tools. This will allow
finding ways to ensure operability of expensive high-tech structures yet at the design stage.

Analysis of the Results of Model Problem Solution

Testing of the proposed algorithm for solving problems of dynamic hydroelasticity was
conducted in MARS domestic package for the model problem Yabout the motion of piston
in the fluid filled pipe¥. Design scheme is presented in Figure 4.

Figure 4: Design Scheme

The following initial conditions were set: L = 0.5m — the pipe length; P, = 450 -10°Pa —
internal fluid pressure; V = 10m/sec — the speed of piston; p, = 1000kg/m?3 — the liquid
density; K = 5.0 — fluid adiabatic exponent. In this case, at this stage the structure is not
deformable (strained), but this may be considered in future.

Upon starting, the wave of compression will move ahead of the piston at a speed of N1 in
a medium at rest (fluid at rest). Once it reaches the wall, the direct wave will reflect from
the wall, and the reflected wave will propagate at a speed of N3 in the direction opposite
to that of the moving fluid (Figure 5.). [8]

Vo V,
_.I nhVvy .o M m PV, N: < pzP: V3

Figure 5: Direct and Reflected Waves
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Results of the solution of model problem for the direct wave are given in Figure 6. The fig-
ure shows that the front of direct wave has run halfway along the pipe length. Downstream
the wave front there are oscillations caused by numerical effects.
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Figure 6: Change in Hydrodynamic Parameters along the pipe length, at t = 0.16 -
10~3sec, a. — pressure b. — speed c. — density

Subsequently, after the reflection these effects disappear. Results of the solution of model
problem of the reflected wave are shown in Figure 7.
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Figure 7: Change in Hydrodynamic Parameters along the pipe length, at t = 0.57 -
1073sec, a. — pressure b. — speed c. — density

To verify the obtained numerical solutions analytical calculations for this model problem
were made with the use of known analytical dependences.

Table 1 gives the results of comparison between numerical and analytical solutions in the
following parameters: Pj, p; — pressure and density of the direct wave, respectively; X
—displacement of the front of direct shock wave from the original position; N; — speed of
the front of direct wave; P3, p3 — pressure and density of the reflected wave, respectively;
X3 — displacement of the front of reflected wave from the original position; N3 — speed of
the front of reflected wave.
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Table 4: Comparison between Numerical and Analytical Solutions

Controlled Parameters | Results of Numerical Solution | Results of Analytical Solution

Py, Pa 465 - 10° 465 - 10°

p1, kg/m? 1006,6 1006,6
X1, m 0,24 0,24

Ny, m/sec 1515 1515
Ps, Pa 480, 6 - 10° 480, 6 - 10°

ps3, kg/m? 1013,3 1013,3
X3, m 0,36 0,36

N3, m/sec 1525 1525

The comparative analysis of numerical and analytical solutions has shown that the results
of solutions agree very closely. There is a "smearing" of the shock wave front associated
with the schematic viscosity.

Conclusions

1. We have carried out the studies using two approaches: on the basis of the solution of
the coupled problem in ANSYS CFX commercial package and MARS domestic package,
and solved hydroelasticity problems stated as a couple.

2. We have constructed physical and mathematical models for computing experiment
and performed numerical computations. We have discovered and constructed the area of
cavitation brought about by vibration, and have revealed that the cavitation effect was
maximized at certain combinations of amplitudes and frequencies of oscillations.

3. To develop national algorithm for solving coupled problems of dynamic hydroelasticity
we have constructed physical and mathematical models, and have developed standard-
ized algorithm. We have solved the model problem of dynamic hydroelasticity stated in
one dimension. We have made analytical calculations and comparative analysis with the
numerical solution. It has shown that their results agree very closely.
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Abstract

This paper presents a rational approach to the problem of kinematic dynamos
in spherical cavities and the related induction equation. An operator notation us-
ing poloidal-toroidal decompositions is developed in order to analyze the governing
differential equation. A solution of the induction equation is sought by using series
expansions. Applying projection methods leads to a fully analytic system of differential
equations in one coordinate, i.e., the radius, for the series coefficients.

1 Introduction

LARMOR proposed in 1919 that the magnetic field of large astronomical objects, such
as the Earth or the Sun, is generated by fluid flow in the interior. This is due to self-
excitation processes caused by coupling of fluid- and electromagnetic fields, cf., [11]. The
coupling is described by additional terms in MAXWELL’s equations and the equation of
linear momentum. The transfer of kinetic energy to electromagnetic energy can lead to an
amplification of the magnetic field. This process is a.k.a. dynamo action.

N

!

(a) Before dipole reversal.  (b) After dipole reversal.

Figure 1: Simulation of a geodynamo in reversal by GLATZMAIER, from [6]. Magnetic field
lines are shown. Blue/yellow colors indicate the field is directed inward/outward.
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Figure 2: Sketch of the considered problem.

By paleomagnetic investigations, it is known that the Earth’s magnetic field is reversing,
i.e., changing its polarity, cf., [L1]. In order to understand and predict the magnetic
field’s reversal, the so-called geodynamo is used as a modell. A geodynamo simulation by
GLATZMAIER illustrating the field reversal is shown in Fig. [l} The origin of the Earth’s
magnetic field and its reversal is a topic of past and current research. Some aspects of it
will be presented in this paper.

2 Induction equation—derivation and discussion

The considered model problem is sketched in Fig. 2] It consists of a spherical cavity
filled with a conducting fluid surrounded by vacuum. The governing field equations of
electrodynamics of the problem are given by MAXWELL’s equations. Suppose the fluid is
neither polarizable, i.e., P = 0, nor magnetizable, i.e., M = 0. In an inertial frame of
reference the field equations and related jump conditions read:

V-B=0, [B] -e=0, (1a)
V-E=0, e [E]-e=q", (1c)

A

OE 1 o 1 — gt
EOE_%VXB__J7 —%[[B]]XB‘FS(J[[E]]U}L—{- (1d)

Note that the MAXWELL-LORENTZ aether relations have already been inserted in the
system above. Moreover, OHM’s law for a moving conductor has been used as a constitutive
law. Hence, for the diffusive current j we have, cf., [§]:

ji=0c(E+vxB). (2)
After performing a scaling analysis and by assuming |v| < ¢ it may be shown that, cf., [9],
OFE 1 1
@) (E()) <O (V X B> , O (qf'u> <O <V X B) , (3)
ot Ho Ko

where the LANDAU symbol O indicates the order of magnitude. This shows that the
convective current is negligibly small w.r.t. the left-hand right of . Hence, the total
current J¥ is given by the diffusive Oumic current 5° only. Application of Eqns. and

to Eqn. leads to:

1 1
—VxB=c(E+vxB)&E=—VxB—-vxB. (4)
1o oo
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This analysis is part of the so-called magnetohydrodynamic approximation. If, in addition,
we assume that the conductivity ¢ is constant, which corresponds to a homogeneous
conductor, the induction equation is obtained by expressing the curl of the electric field E
in Eqn. through Eqn. (). Hence, the induction reads, cf., [9]:
87-B+LVXVXB:VX(’UXB). (5)
ot g o
This equation can be interpreted as an evolution equation for the magnetic field B. The
velocity v is present in the equation above. Consequently, the velocity influences the
evolution of the magnetic flux density. From mechanics it is known that the evolution of
the velocity is described by the balance of linear momentum. This shows that the equation
above can, in general, only be solved in combination with the balance of linear momentum.
In this paper we consider so-called kinematic dynamos, which indicates that the velocity
field is prescribed. Therefore, the balance equations of mechanics are not considered any
further.

In what follows we consider the non-dimensional form of the induction equation. It
reads{l]

0B

E%—VxVszRemag,Vx(UxB), (6)
in which Rep,e. is the so-called magnetic REYNOLDS number. The magnetic REYNOLDS
number relates electromagnetic diffusion to fluid-dynamic transport. For a static velocity
field the induction equation can be formulated as a generalized eigenvalue problem. A
solution ansatz in exponential form in time leads to:

AB 4V x V x B = Repae V X (v x B), (7)

in which B is a function of space variables only and A is the eigenvalue. Eigenvalues with
positive/negative real part indicate exponential growth/decay of the related eigenmode B.
Static solutions both for the magnetic and for the velocity field correspond to A = 0. An
exponential growth indicates an amplification of a so-called seed field by a given fluid flow.
This would demonstrate that dynamo action may be possible.

In order to solve the eigenvalue problem, boundary conditions for the magnetic field
at the boundary between the material interior and vacuous exterior, i.e., at r = 1, are
necessary. It can be shown that for the case of a fixed boundary, w; = 0, a continuous
transition of the magnetic field results. Hence,

[B] =0. 8)

In the presented model the cavity is the only source. Therefore, in the exterior, which is
under vacuum, electromagnetic waves travel from the boundary on to infinity. Because
of the fact that for the source, i.e., the material interior, the magnetohydrodynamic
approximation applies, it also holds for the exterior. In doing so the wave character of
the fields is broken. Applying the magnetohydrodynamic approximation to MAXWELL’S
system in vacuum gives:

V-B=0, VxB=0. (9)

IThe choice of reference quantities, i.e., reference length, velocity, and magnetic flux density, inherently
determines the form of the non-dimensional induction equation. Other reference quantities may lead to
Refnég_ in front of the double-curl term.
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The solution of these equations is given by a scalar potential 1 describing the spatial
behavior of the magnetic field. The time dependence is given by the source, i.e., the
material interior. The potential is obtained through LAPLACE’s equation and in spherical
coordinates its gradient, which is nothing else but the magnetic field, is given by the series:

n

B(t,r,0,0) = Zr DN (@) (— (n+ 1) Y (0, 0) er + Vo, ¥y (10)

m=—n

In conclusion, the exterior solution is determined up to time-dependent series coeflicients
c', which can be determined by the boundary condition discussed above.

3 Spherical harmonics and poloidal-toroidal decompositions

3.1 Properties of spherical harmonics

We introduce the scalar or inner product of two arbitrary functions f and g on a spherical
surface of radius r as:

2

(fs9op,= #f x)g(x //f r,0,0)G (r,0,¢)sin (0)d0de. (11)

In the context of the HELMHOLTZ equation spherical harmonics Y,)" occur as the angular
part of the solution. In this paper complex spherical harmonics are used and defined by:

Y (6, ) i= NI exp (imep) P (cos (9)) - (12)

The symbol PJLm| represents the associated LEGENDRE polynomials. As an example two
spherical harmonics are plotted in Fig. If the normalization factor ;" is chosen

%(Yf (97 90)) %(Yf (97 90))
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(a) Real part for m =2, n = 2. (b) Real part for m =1, n = 4.

Figure 3: Plot of spherical harmonics Y,)".

appropriately, the spherical harmonics constitute an orthonormal system with respect to
the scalar product defined above. Accordingly, the following relation holds:

<Y,;”, Y;>63 = 675, (13)

T
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This orthogonality relation allows for a series expansion of scalar functions in spherical
harmonics. In general, the series coefficients may be radially dependent. By further
inspection of the HELMHOLTZ equation it can be shown that the spherical harmonics
represent the eigenfunctions of the LAPLACE operator on a spherical surface, viz.:

Ng Y, =—n(n+1)Y,"(0,¢) . (14)

3.2 Poloidal-toroidal decomposition

It can be shown that every solenoidal, i.e., divergence-free, vector field F' can be further
decomposed in a toroidal vector field ]WEI and a poloidal vector field N, cf., [12]. Thus, we
may write for arbitrary F' obeying V - F' = 0:

F=M+N. (15)
In spherical coordinates, the summands are given by a series of spherical harmonics, i.e.:

M=> Y m} N=> > n. (16)

n=0m=-—n n=0m=-—n

The so-called toroidal and poloidal modes are given by:

my' =V x [rmy (1) Y," (6, ¢) e.] =my (1) Do, [Y,"] (17a)
ny =V xVx[rn" ( YY) (0, 0) er] (17b)
= O )Y (0, e+ DI Vi

The symbol Vj , represents the gradient on a spherical surfaceEI Moreover, the operators
introduced in the equations above are defined as follows:

1 of 8f

'D(Mz[f] = m% €y — 89 Dﬁl)[f] = ——[rf(r)] . (18)

The special choices for the toroidal and poloidal fields are motivated by the problem of the
vectorial HELMHOLTZ equation, cf., [5]. As an example, a toroidal vector field is shown in

Fig. b

3.3 Orthogonality of toroidal and poloidal vector fields

The orthogonality of toroidal and poloidal vector fields is analyzed below with respect to
the inner product of two arbitrary vector fields f and g:

(f.9)08,:= #f ’ #f . (19)

We consider the operators Vy , and Dy . By using the product rule for the divergence,
we may write:

Voof “Doylg)l = Vo, (fDoylgl) — fVaoe - Dall - (20)

2For reasons of notation we use M for toroidal field. This symbol does not represent the magnetization.
3The gradient of a function f on a spherical surface is given by:

8f 1 8f
ot sin (6) 8<p

Ve vf
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After a simple calculation we conclude that:

1 o /. 1 9g d%g
Voo Doglil = s (ae (s O - awe) 0. (21)

Hence, the scalar product of the considered operators is:

1
(Vood- Dol os,= 75 ff Voo (FPossla)) A = 0. 22
0B

In the last step GAUSS’ integral theorem was applied to a closed surface, see [4]. Then the
boundary integral vanishes because the field of integration is an empty set. By using the
product rule and GAUSS’ integral theorem, we may write:

1 — _
<v9,¢Y7;”,v97¢1;0>aBT: = # (vw- (Y;”vapo) - Y;"Awypo) dA
OBy

— m o

=p(p+1) (VYY) . (23)
This shows that the pairwise orthogonality of the operator Vg . is reduced to the orthog-
onality of the spherical harmonics. The same holds for the operator Dy ,. Because of
the orthogonality of the constitutive operators and spherical harmonics the toroidal and
poloidal modes constitute a fully orthogonal set. Hence, in spherical coordinates every

solenoidal vector field may be expanded in these orthogonal components, cf., [12].

4 Projection method

In this section we apply the so-called projection method to the induction equation, i.e.,
the eigenvalue problem . This procedure is also presented in [2]. We suppose that the
material is compressible. Hence, V - v = 0 and the velocity may be expanded in toroidal
and poloidal vector fields as well, cf., [2, |4]. We write the magnetic and the velocity field
such that:

9) j oo 1
B:Zi:(m}—kn;), vzzz<of+pf), (24)

j=0i=—j 1=0 k=—I

where of / pf represent the toroidal/poloidal modes similar to Eqn. . As an example,
Fig. 4] shows a prescribed toroidal velocity field. We define the so-called toroidal /poloidal

M /m .
filters m,', n* as:

- ~ nn+1

= Dyl = " Dy g e, (25)
Due to the orthogonality of toroidal and poloidal fields or rather their constitutive operators,
the scalar product of the magnetic field and the toroidal/poloidal filters gives:

(B} g = G-+ 1ym (1) 578, (260)
Q. 2
~m U+t 1 i m
(B, 7705 = I 1) 5, (261)

This operation is called the projection onto a toroidal or rather poloidal mode. The
KRONECKER-J-property may be interpreted as a fully decoupled term. Note that by virtue
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NGRS -
2 o

(a) Magnitude in the z-z-plane. (b) Toroidal vector field on a spherical surface of
radius 1/4/2. Colors indicate magnitudes.

Figure 4: Toroidal velocity field with radial function 72 (1 — r2)2. Vortices indicate a
complex 3D fluid flow inside the spherical cavity.

of construction the curl of a toroidal field is a poloidal field and vice versa. It follows that
the double curl of either a toroidal or poloidal field is again a toroidal or poloidal field.
The projection of the double curl term in equation @) givesEl

~m vy y m; (r) @[, i im
(V% V x Byl = (5 +1) 3G +1) =5~ = DI [mi] | 675 (27a)
9 . 2 7
—m +1 i o 5 (") i
(VXVx B, gp= JUT) <D7§2) [n]] —-Jj(+1) Jr2 ) 0" 6, . (27b)

Since the KRONECKER-J-property applies again, the double terms do not cause a coupling
of the modes.

4.1 Velocity dependent terms

The remaining term in Eqn. @ is the velocity dependent term. The more complicated
nature of this term necessitates a stepwise procedure using operator notation:

1. Exploit linearity of the cross product, the curl, as well as the scalar product;

2. Calculate the cross products (4 terms);

3. Calculate the curl of the cross products (4 terms);

4. Apply the projection to these 4 terms (8 terms).
The resulting terms contain non-linear expressions in terms of spherical harmonics and the
operators introduced above. As an example we have:

of (r)mj (r)

V % (of xm}) = Dy, Do [V, Y]] (28a)

4The operator D,(AQ) is defined through the recurrence relation:

D[] = DV [DI VA, neN.
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where the anti-symmetric operator Dy, is defined as:

of 0g 0f Og
e’w[f’ J 00 0p Oy 00 (28b)

These non-linearities disturb the KRONECKER-J-property and lead to a coupling of modes.
After extensive calculations and application of additional theorems concerning the operators
and so-called triple product integrals it can be shown that the coupling structure is governed
by the so-called ADAMS-GAUNT- and ELSASSER-integrals K;%n and L;’f;” These integrals
are defined as:

R p— |
K i= ffViviv da, (290)
OB,
Likm = ﬁ DM, YZ Yk dA (29h)
OB,

In the following, we demonstrate exemplary how the ELSASSER-integral occurs. It may be
shown that for arbitrary functions f and g:

Dou(f] Doplgl = Voo f - Voeg- (30a)

By applying GAUss’ integral theorem analogously to Eqn. and using Eqn. , we
obtain:

e (ooa it ) o T 0 = it ] 20 7 04
B 9B,

=-—nn+1 #DWY/“YZ dA (30b)
OB,

Hence:

(o [Po [1 Y]] Posl71),
a1 4
k k
= —n(n+1) ﬁ Do [YF Y| Vi 5 dA = n(n + D L. (30¢)
OBy
This provides a brief insight into what manipulations are necessary to tackle the velocity
dependent terms. The operator notation presented in this paper turned out to be extremely
beneficial in context with the projection method. As an example for the components of
the velocity dependent terms, we present two expressions:
i i
- ik 0 (r)m (1)
(V x (of x mi),my, >8BT —Lifin (n 4 1) == (31a)

(V x (phxomi) ), = —LERL+ )0 (n+1) e (31b)

Note that the first expression leads to a coupling of the toroidal mode m; and other toroidal
modes. The second expression leads to a coupling of the toroidal mode mé with other
poloidal modes. The existence of the coupling is governed by the prescribed velocity field.
The coupling structure is controlled by the ADAMS-GAUNT- and ELSASSER-integrals, which
may be zero or non-zero depending on the index pairs. The values of the ADAMS-GAUNT-
and ELSASSER-integrals may be attributed to the so-called WIGNER-3j- symbols, cf., |1} |13].
The WIGNER-3j-symbols obey so-called selection rules and may be numerically calculated
using recurrence relations, cf., [10].
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4.2 Boundary condition and projection method

In general, from this point on the kinematic dynamo problem is treated numerically by
using finite difference methods, cf., |2}, 3, 7). This requires consideration of the boundary
condition, 7.e., Eqn. , in terms of the toroidal-poloidal decomposition. The boundary
conditions for the modes, i.e., the radial functions mz and n; respectively are obtained by
applying the projection method again. This is convenient since the exterior solution in
Eqn. is determined up to a constant c'. If the exponential solution ansatz is applied

to Eqn. the factor ¢ is no longer time dependent.

5 Conclusion

A rational approach to dynamo theory based on MAXWELL’s equation was presented.
A scale analysis lead to the so-called induction equation, i.e., Eqn. . In this context
kinematic dynamos with a prescribed velocity were addressed in this paper. In case of an
exterior vacuum it was shown that the solution for the external magnetic is determined up
to a constant.

By using the toroidal-poloidal decomposition for the magnetic and velocity field and
by applying the projection method the induction equation was analytically converted to
a coupled system of ordinary differential equations. Since in the case of the kinematic
dynamo the velocity is prescribed, the unknowns of this system are given by the radial
functions mé and n; The induction equation was therefore treated in a spectral sense
with respect. This paper presented a short insight on how the velocity dependent terms

need to be addressed mathematically.
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Abstract

Non-destructive evaluation of metals with residual stresses was performed
by the photoacoustic method. Main attention was paid to experimental inves-
tigations of areas inside Vickers and Rockwell indentations in metal samples
under external loading. It is shown that external normal and shear stresses
influence on the behavior of the photoacoustic signal inside indented areas
in metals. The obtained results can be used for estimating sensitivity of the
photoacoustic method to mechanical stress determination in metals. The the-
oretical model of the photoacoustic thermoelastic effect in solids is proposed
for the explanation of the obtained results. It is based on the modified non-
linear model of elastic body that takes into account a possible dependence of
Youngsl €s modulus of a metal on temperature. The proposed model is ap-
plied for the explanation of the photoacoustic signal behavior in indented areas
of metals and its modifications under residual and external stresses. Theoreti-
cal and experimental study of the photoacoustic signal behaviour resulted in a
new method of residual stress evaluation based on thermoelastic photoacoustic
effect and Vickers indentation.

1 Introduction

Recent investigation of the thermoelastic photoacoustic (TEPA) effect in solids reveals
the dependence of thermal, thermoelastic and elastic properties on the internal stress
[1, 2, 5, 4, 5,6, 7, 8 9]. These works open new possibilities for the non-destructive
evaluation of objects with residual stresses at a microscopic level. It has an utmost practical
as well as fundamental significance. A long history of the technique and industries shows
the vitality of the residual stresses for the life expectance and reliability, whereas the
mechanisms of stress effect are far from the deep consideration. Because of the universal
character of The photothermoacoustic methods they can be apply for investigating the
great diversity of materials.

Previously, the residual stress effect on thermal and thermoelastic properties was investi-
gated experimentally for several ceramic composites [4, 5, 8, 9]. It was clearly demonstrated
under external subjection like temperature and pressure, that the internal stress very
strongly influences on the photoacoustic piezoelectric signal. Our experimental approach
consisting in applying simultaneously different photothermoacoustic methods reveals main
mechanisms of the TEPA signal formation in the investigated ceramics.
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Figure 1: The photoacoustic piezoelectric images of two Vickers indented areas (a,
b) and a Rockwell indented area (c) in steel smple. The size of the each image is
0.6x0.6 mm?2. The modulation frequency is 142 kHz.

To interpret the obtained results a non-linear model of the TEPA effect in solids with
residual stress was developed. The model quantitatively explains the behaviour of the
TEPA signal, for example, near vertical crack tips [8, 10, 11].

The photoacoustic methods provide unique opportunity for the microscopic study of the
residual stress. In this case a three dimensional model for inhomogeneous objects is needed
for a quantitative analysis. Here we present analytical expressions for the TEPA signal
obtained in the framework of the perturbation theory.

Experimental part of the work is devoted to the photoacoustic investigation of metals
with residual stresses. The objects of study were steel samples with Vickers and Rockwell
indentation.

2 Experimental results and discussion

For microscopic study of the thermoelastic properties of solids we use photothermoacoustic
microscope with built-in compressive mechanism that allows us to investigate samples
under external load up to 2000 N parallel to the sample surface. The microscope provides
scan images with minimal step 2.5 pum in two directions. Thermal waves and acoustic
vibrations were excited in the sample by radiation of an argon-ion laser modulated by an
acoustooptic modulator. The radiation was absorbed at the front surface of a sample. To
detect the photoacoustic signal a piezoelectric detector was attached to the rear side of
the sample and had an operation frequency about 140 kHz. The modulation frequency in
photoacoustic microscopy is one of the pacing factors of spatial resolution. For instrumental
steel U8 the corresponding thermal wave length is about 3 pm.

In this work we focused on studying steel samples. Residual stresses were produced in
the sample by Vickers or Rockwell indentation. The indentation load was 98 N. In these
materials there was no cracks unlike the case of ceramics [8, 10], so, the main attention
was paid to the TEPA signal behaviour inside the prints and in the nearest vicinities.
Fig. 1 presents images of indented areas of a steel sample. There are two Vickers inden-
tations made at angle 45° and Rockwell indentation. The load of indentations is 98 N.
One of the features of such images is high amplitude of the TEPA signal along the Vickers
indentation diagonals which are the strong stress concentrators. The highest signal is in
the indentation center. Its magnitude is about two to three times larger than the average
signal outside the indentation zone. In this case a signal higher than average corresponds
to the compressive stress and a lower signal corresponds to the tensile stress, which is
similar to the case of ceramics [10].
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Figure 2: The photoacoustic piezoelectric images of a Vickers indented area while
annealing 870°C. (A) is an image of the initial state, (b) is an image after 1h anneal-
ing and cooling in air, (c) is an image after the following 1h annealing and cooling in
athe furnace. The image size is 0.6x0.6 mm?. The modulation frequency is 142 kHz.

To reveal the nature of photoacoustic piezoelectric response from metals with residual
steress we performed experiments with thermal development of the samples. For this
purpose we have made images of the indented areas after two annealing circles. The
annealing was made at 870°C. The first stage was one hour heating and cooling in air.
The second stage was one hour heating also but cooling in the furnace. Fig. 2 shows three
images of one of the indents before and after the two annealing circles. The image after
the first circle (Fig. 2b) exibits a certain decrease of the TEPA signal deviation from
the average value but together with appearence of some new features corresponding to
thermal stresses induced by the quick cooling in the air. The second annealing circle with
the slow cooling results in a much more smooth image with a maximum signal of 160%
of the average amplitude along one diagonal only (Fig. 2c¢). We propose that this signal
feature may be due to plastic deformation. Elimination of other features implies that the
main part of residual stresses disappeared during anniealing. So we confirmed once more
that the TEPA signal is well attributed to stress field in objects.

Let us consider now an external load influence on indentation images and residual stress
distribution. Fig. 3 presents behavior of the TEPA images of two Vickers indentation
oriented at different angles to the external load axe. The indentation were made at the same
sample not far from each other. The initial free state of the sample is shown in Fig. 3a and
3b. The difference of the images may be both due to initial residual stress before indentation
and orientation of the prints relative to the piezoelectric detector. According to images
3c and 3d, there was a strong redistribution of the stresses inside the indentation print
under moderate external pressure 24 MPa. After cancelling the load indentation image
of the first indentation returned to the initial state because images 3c and 3e are similar.
This means that all changes under the load were forced by elastic deformations. Signal
behavior across the indent diagonal is shown in Fig. 4. The normed signal changed from
1.5 to 3.0 under the load and relaxed down to 1.7 after the load cancel. So the difference
in signal between 1.7 and 1.5 corresponds to the plastic deformation and that between 3.0
and 1.7 corresponds to the elastic deformation under external pressure 24 MPa. The most
interesting peculiarity of image 2c¢ is opposite change of th signal on the two diagonals.
According to our above suggestions one diagonal is subjected to compressive and the other
one to tensile stress, although the both diagonals are at the angles close to 45° to the load
axe. That means that the stress field is redistributed inside the indent print.

The other indent exibits a different behavior under the same external load. One can see
from Fig. 3f that the load cancel does not change practically the TEPA image. This means
that the all changes have the plastic character. Apparengly, the residual compressive
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Figure 3: The photoacoustic piezoelectric images of two Vickers indented areas in
the steel sample. Arrows denote external pressure direction. The image size is
0.6x0.6 mm?. The modulation frequency is 142 kHz. (A) and (b) are the different
indentations in free state, (¢) and (d) are the images of the sample under external
load 24 MPa, (e) and (f) are the images after the load cancel.

stress concentrated along one diagonal was so high that the low external pressure was
enough to produce plastic deformation. At that, irreversible changes took place not only
at this diagonal but in the whole area of the indentation. In this experiments the Vickers
indentation behaves itself as one system with connections between its parts.

3 Theoretical model of the thermoelastic photoa-
coustic effect in inhomogeneous solids

The theoretical model of the TEPA effect in solids with residual stresses was proposed in
our previous works [4, 5, 6]. Here we present the further three-dimensional development of
the model for a case of inhomogeneous objects with non-uniform mechanical stress fields.
We consider the residual stress influence on the properties of a material by introducing the
dependence of thermoelastic constant on elastic deformations. Previously, the photoacous-
tic signal variations resulted from non-uniform residual stresses was obtained for the case
of fixed sample boundary [12|. Here we need an expression for TEPA signal for the case
of a free sample surface. The non-stationary deformations can be defined by solving the
general equation of motion for elastic solids [13]

8211,1 o 80’,‘]‘
P 8t2 N 81‘j7

(1)

where p is the density of deformed body, u; are the displacement components, o;; are the
stress tensor components accounting the thermoelastic effect
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Figure 4: Distribution of the photoacoustic signal amplitude across the upper right
part of diagonal of the indent shown in Figs. 3a, 3c and 3e. Black squares correspond
to the initial state, grey circles correspond to the sample under the external pressure
of 24 MPa, light grey triangles correspond to the sample after cancelling the load.

ij = 2u(F)uij + AP ugr — (7)) (T — To)]dij, (2)

pand A are the Lame coefficients, v is the thermoelastic coupling coefficient, u;; is the ten-
sor of the total strain of the body, T is the object temperature, and Tj is the environmental
temperature.

In line with the assumption made in [12], we will consider only the thermoelastic coupling
coefficient depending on the object nonhomogeneity. Namely, v = 9 + 71(7), where g
is the thermoelastic coupling coefficient of the homogeneous object and 1 corresponds
to the nonhomogeneity. If the variations of the elastic deformation are small and nonho-
mogeneity is weak we can use the perturbation theory approximation. We believe that
for weak nonhomogeneity 49 >> ~;. Than in the frame of the perturbation theory the
temperature variation in the object resulted from the laser irradiation and the thermoe-
lastic displacement components are AT = ATO + ATM and Awu; = Au; (@ + Aw; (D with
ATO > ATD and Au; = Au; @ + AW,

For the case of a free surface the boundary conditions are

0, (3)

TizMz | =0

where n; are the components of the normal to the surface, and z=0 corresponds to the
illuminated surface.
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To solve the problem we can follow the work [13]. The general expressions are very complex.
For the case 22 >> (v —10)? + (y — v0)?, where (g, o) is the center of the laser beam; the
TEPA signal may be expressed in a simplified form

(1—4v®)(1+v
TE(l —v)

AV =-C )Zl?/d:c’/dy/’yl(x’,y’,O)AT(O)(:L",y’,O), (4)
where C' is a coefficient depending on the piezoelectric detector, v is Poisson’s ratio, F is
Young’s modulus, z is the sample thickness.

Expression (4) can be used for definition of internal stress influence on the TEPA signal
behaviour around indentation zones, where the signal magnitude is small. At this, the
following circumstances must be taken into account. Firstly, according to results of works
[? 7 7 7 | changes of the thermoelastic constant of a material due to internal stress near
the sample surface may be considered proportional to 0., + 0yy. Secondly, the residual
stress distribution around the indentation may be considered as spherically symmetric [14],
and then o,, + oy, is proportional to o, where according to Yoffe [14]

o0y

: ()

or =3
where 7 is the indentation size, 07«(0) is an average stress at the indentation border.

The experimental average TEPA signal distribution along lines passing through the center
of the Vickers print in various directions demonstrate 7~2 dependence in accordance with
the obtained expression.

Of cause, the proposed model does not take into account the residual stress existing in a
sample before indentation and its application to the 2-order central symmetrical Vickers
indentations would be a priort incorrect.

4 Conclusion

To investigate residual stress influence on the thermoelastic properties of metals we have
studied theoretically and experimentally the TEPA effect in steel under subjection of ther-
mal development and external pressure. The imaging of Vickers indented areas showed
strong dependence of residual stress localization on initial stresses in the samples. Using
the photoacoustic microscope combined with press machine we have demonstrated the pos-
sibility to chose external pressure for reproducing initial stress effect on the TEPA images
of Vickers indentations. So, the combination of the TEPA microscopy and Vickers inden-
tation technique may result in a simple method of the local residual stress estimation in
metals. To develop the method we plan to apply and study different types of indentations.
We have continued also developing non-linear model of TEPA effect in solids with resid-
ual stresses. The paper presents an expression for TEPA signal for solids with weakly
heterogeneous thermoelastic properties obtained within the framework of the perturbation
theory. It was successfully applied for the description of the TEPA signal behaviour around
Vickers indentations.

Acknowledgments

This work was supported by Russian Science Foundation, project no. 15-19-00182.

123



REFERENCES

References

1]

2]

[10]

[11]

[12]

[13]

[14]

J.H. Cantrell, M. Qian, M.V, Ravichandran and K.M Knowles. Appl. Phys. Lett.,
vol.57, pp.1870-1872, 1990.

R.M.Burbelo, A.L.Gulyaev, L.I.LRobur, M.K.Zhabitenko, B.A.Atamanenko, and
Ya.A.Kryl, J. de Phys. 4, vol.C7, pp.311-314, 1994.

H. Zhang, S. Gissinger, G. Weides and U. Netzelman. J. de Phys. 4, vol.C7, pp.603-
606, 1994.

K.L.Muratikov, Tech. Phys. Lett., vol.24, pp.536-538, 1998.
K.L.Muratikov, Tech. Phys., vol.44, pp.792-796, 1999.

K.L.Muratikov, A.L.Glazov, D.N.Rose, and J.E.Dumar, J. Appl. Phys., vol.88,
pp-2948-2955, 2000.

A L.Glazov, K.L.Muratikov, V.I.Nikolaev, and S.A.Pulnev, Tech. Phys. Lett., vol.36,
pp.699-702, 2010.

K.L. Muratikov, A.L. Glazov, D.N. Rose and J.E. Dumar. Tech. Phys. Lett., 2002,
vol.28, pp.377-381,2002.

K.L. Muratikov, A.L. Glazov, D.N. Rose and J.E. Dumar. High Temperatures-High
Pressures, vol.33, pp.285-292, 2001.

K.L. Muratikov, A.L. Glazov, D.N. Rose and J.E. Dumar. Rev. Sci. Instrum., vol.74,
pp.3531-3535, 2003.

K.L.Muratikov, and A.L.Glazov, Central European J. of Phys., vol.3, pp.485-515,
2003.

K.L. Muratikov. Tech. Phys. Lett., vol.30, pp.956-958, 2004.

L.D. Landau and E.M. Lifshitz. Theory of Elasticity, 187 p., Pergamon, New York
(1986).

Yoffe E H, Philosophical Magazine A, vol.46, pp.617-628, 1982.

Alexei L. Glazov, Ioffe Physical-Technical Institute, Polytekhnicheskaya 26, 124021
St. Peterburg, Russia
Kyrill L. Muratikov, Ioffe Physical-Technical Institute, Polytekhnicheskaya 26, 124021
St. Peterburg, Russia

124



The system of inverted pendulums

The system of inverted pendulums

Mikhail A. Guzev, Alexander S. Losev
guzev@iam.dvo.ru

Abstract

We present a mathematical model of the inverted pendulums. Theoretical
analysis is carried out for the system of two objects. The stability problem of
N inverted pendulums is analysed numerically.

1 Introduction

From the point of view of studying various physical processes the system of coupled pendu-
lums is an instructive model. The case of small linear oscillations in a vicinity of the stable
equilibrium position is described in the literature [1]. In the unstable (inverted) position
there are interesting features in the behavior. For example, the upper vertical position of
the pendulum might be stable when the driving frequency is fast [2],[3]. Pyotr Kapitza
was the first to analyze this highly unusual phenomenon in 1951 [4].

Stability of two inverted connected pendulums was investigated in [5]. The stability prob-
lem of a finite number of inverted pendulums in a linear interaction hasn’t been considered
yet. It is pointed that behavior of the inverted pendulums is linked with the study of the
domino effects [6] . In particular it is shown [7]-[9] that the domino-structure plays an
essential role in determination of rock brittleness and instability at failure. Therefore, the
inverted interacting pendulums are naturally called domino system with weak interaction.
This paper presents a mathematical model of the inverted pendulums and examines its
properties.

2 Construction of the Lagrangian

We determine the Lagrangian and the equation of motion of the following chain. The
Bl EchainsI Ne is a set of massless upright pendulums with N + 1 mass points . A mass
m is fixed to one end of a massless bar; the other end of the bar is fixed to a hinge. The
N + 1 hinges are placed in the vertical direction and divided by the constant distance a.
The pendulums of equal length [ are connected by a non-linear spring, and the coupling is
not weak in the general case (Figure. 1.).

Let the displacement of the mass j be denoted by r; = (xj, y;) . Then we have the
following presentation

(xj, y;) = (aj +lcosgj, lsing;), j=0,1,...,N (1)

where ¢; is an angle between the bar and the horizontal axis. We introduced plane polar
coordinates for the problem and adopt the set of the polar angles {¢;} as generalized
coordinates of the chain.
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Figure 1: Interacting dominoes.

The Lagrangian of the system is equal to L = T — P. The kinetic energy of the chain T is
calculated in accordance with the formula

N
1 . l(p
T = Zmi(:r? + y] Z J : (2)

j=0 =0
The total potential energy P of the chain is given by the expression
P = Pg + Pnonlin- (3)

Here P, is the potential energy corresponding to the external uniform gravity and P,oniin
arises from internal forces of the interacting masses. The potential energy of a mass due
to uniform gravity is P(j), = mglsinp; then the corresponding potential energy of the
chain is

N

P(j)g =) mglsing; . (4)
j=0

Py =

M-

I
=)

J

The internal potential energy function Pz, depends on a potential interaction between
the masses:

nonlzn - Z U ,]+1 <5>

here I j41 is the distance between neighboring masses. We use (1) for calculation of I j41:

ljj+1 = \/[a +1(cospjr1 — cos ;)% + 12(singji1 — sinp;)?. (6)

From (2)-(5) we have the Lagrangian of the system

(o (92)° S
L:T—P:Z[mT]—mglsin% ZU jj+1) (7)
— =

3 Background equations

Lagrange’s equations corresponding to the Lagrangian (7) are the following ones:

doL oL _dor  ou
dtdp;  dp;  dtdp;  dyp;
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U (lj-1,5) N U (L j+1)
dp; dpj

The two last derivatives are equal to

OU(lj-1,5) N OU(ljj11)  OU(lj—15) 0lj—1; N OU (1} j+1) Olj j+1

& leLﬁj = mgl cos p; +

: (8)

— . 9
dpj p; Olji—1;  Op, Oljjv1 Opj ®)
It is clear that:
Ojjpr _ 1 Oy Oy 1 O, (10)
dpj 241 Op; T Opj 215 O

The distance l; ;41 is expressed in the terms of the quantities

Yi+1 + @5 Pi+l — @5
Prj= Ty e =

For this purpose we use the formulae

Pi+1 + ©; sin Pi+1 — Py

COS Yj41 — COSpj = —2sin 5 5 ,
singji1 — singp; = 2 cos Pit1 + b sin SDjHQ_ L]
and rewrite (6) in the form
ljj+1 = \/a2 —4dalsingy jsing_ ; +412sinp_ ;. (11)
Since
890]‘ 2’ 890]' 2
we substitute (11) into (10), and it results in
81]2'—1]' . . 2 .
T’ = —2alcospy j_1sinp_ ;1 —2alsingpy j_1cosp_ ;1 +4l"sinp_; 1cosp_ ;i 1,
Pk
al]zj—i-l . . 2 .
8’7 = —2alcos 4 jsinp_ ;j + 2alsinpy jcosp_ j —4l"sinp_ jcosp_ ;. (12)
Pk

If we consider the weak coupling between the pendulums then the potential U(l;;+1) can
be written in the traditional form
L1 —a (13)

k., 2
Ulljj+1) = 5(&)7 & =" —,
where ¢; is the relative deformation. The particlessI € displacements are not small in the
general case, i.e. ¢, ~ 1. But the relative deformation ¢; is supposed to be a first order

linear with respect to ¢_ j then from (11), (13) one has

21 .
sl = —lo—jlsinpy; < 1. (14)

Forces that keep the pendulums together are assumed to be a first order linear with respect
to the relative deformation ¢;. It allows us to replace sing_; — 0 and cosp_; — 1 in
(12) and remain the linear term with respect to ¢_ ; in [ j41 :

8l]2-_1j . .
——= =~ —2alsinpy j1, ljj1~a—2p_; qlsinpg ; 1,
dp;
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o,
Ip;
From here and (10) we obtain

~2alsingy j, L1 ~a—2p_ lsinpy ;.

8lj +1 . 8lj71 j .
: == l " : == l y 9 15
; sinpy ; singy ;1 (15)

including the leading order with respect to [¢_ | < 1. Substitution of the expression (15)
into (9) results in

OU(lj,l j) aU(ljjJrl) aU(lj*1 j) :
VA > =1 >~ sin 11—
dp; dp; Alj-1,5 st

oU (15 j+1)
8[1’]_;,.1

sin ¢4 ;. (16)

Combination of (16) and (8) allows us to obtain the corresponding equations of a discrete
chain:

. 1\? .
ml2cp0 —k (a) (p1 — ®0) sin® Y4+.0 + mglcos g =0,

i} 1\? . .
mi*p; —k <a> (i1 — ;) sin® pyj — (pj —pj_1) sin® o4 j_1]+mglcos p; = 0, (17)

. 1\? : .
ml2g0N +k <a> (N — oN-1) sin® Y+ N—1+mglcospny =0, j=1,...,N—1.

Introducing the pendulum time ¢ty = 1/I/g of the chain, we can go to t — t1/l/g and write
the motion equation (17) in the following form

N 1 . mgl
¥o — 7(@1 — o) sin® @4,0 +cosgy =0, p2 = N2
p k(5)
. 1 .9 . 9
Bj — ?[(@jﬂ —@j)sin® oy ; — (@; — pj—1)sin” o ;1] 4+ cosp; = 0, (18)
1

BN + P(cp]\/ —pn_1)sin® o ny_1+cosey =0, j=1,...,N—1.

4 Analysis of the two pendulum model

The system (18) for the two pendulums can be written as

. 1 ) - 1 s 2
Yo — Z?(% — o) sin” 4 g +cospg =0, P1+ ]?(% — o) sin” ¢4 o +cospy = 0. (19)

We use functions ¢4 g, ¢—o (12) in (19):

. N 20-0 . . .
$ro+cosprocosp_o=0, ¢_o+ fﬂ 0 §in? Y40 —sing, gsing_ g = 0. (20)

Since there is the condition (14) we can replace cosp_o — 1 with accuracy of
(p—0)%cos gy and sinp_ o — @_ o with accuracy of (p—)3sin o in (20). The system
(20) is reduced to

i B 2 . .
Y4 o0tcospro=0, p_o+ P sin” Y0 —sinpio| @0 =0.
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The first equation coincides with the equation of the nonlinear pendulum. It has a sta-
tionary solution ¢ o = 7/2. In this case p_ ( satisfies the equation

. 2
Y0t {2 - 1] p—p0=0.
p

Behavior of ¢_ o over time depends on the value of the parameter p . It is clearly that the
condition
9 mgly

p*:WZQ (21)

determines the critical value p, = v/2 separating different regions of behavior. If there is
the condition p < v/2 then the solution ¢_ o is oscillatory one. In the case of the enequality
p > /2 function ¢_ 0 contains exponentially growing contributions.

The system (18) was investigated numerically using an implicit Runge-Kutta method with
the help of the package "Mathematica 9.0". We supposed that the initial speed was equal
to zero. It is shown that decrease of the parameter p? results in increase of the oscillation
frequency. In particular, the corresponding elliptical trajectories for p? = 2 and p? = 1.5
are shown in (Figure. 2). They indicates the existence of the stability regions in a vicinity

¢1—06
. 2

NN
N}

T-0.6

Figure 2: Phase portraits for N = 2 at p? = 2 (curve 1) and p? = 1.5 (curve 2).

of (0, m/2). The phase portrait of the second pendulum is identical to the first one on
condition that ¢ = —p9.

Numerical investigation of the system (18) at p? > 2 shows that the elliptical trajectories
disappear and an unstable trajectories appear. This confirms the analytical formula (21)
for the critical value of the parameter p,.

5 Investigation of stability for N pendulums

Model of two pendulums showed that the quantity p? is a control parameter of the system.
In particular, the value of p? = 2 is the highest value of the parameter p for which the
stable equilibrium is observed for N = 2. This allows us to formulate a heuristic idea of
separating stable trajectories for N > 2.

We begin to calculate the trajectories of the system (18) starting from p? = 2 for different
initial angles at zero initial velocity. Reducing p? we control the appearance of elliptic
trajectories in the phase plane by means changing the initial angle and analyzing the
phase trajectories of each pendulum. If there is an elliptic point on the plane than the
position of a pendulam is a stable one. This procedure allows us to calculate the critical
value p, of the system. The software package Mathematica 9.0 was used to construct the
solution for N = 4; 6; 8; 10 pendulums.
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It is shown that the critical value p, decreases monotonically with respect to N. Analytical
investigation of stability of the system (18) was carried out on the information about zeroes
of the matrix determinant in a small vicinity of the equilibrium. The asymptotic formula
is obtained in case of small p, and written in the form

1 2cos &= cos? 5k
. N+1 2(N+1) 1. (22)

2 ; T
o5 sin 57y

But we expand (22) for the finite p, as well and the calculated values are presented in the

Table 1. Typie 5. Numerical and asymptotic values of with respect to V.

Asymptotic Numerical

N 2 2
values p; values p;

2 2.0000 2.000
4 0.2676 0.560
6 0.1493 0.220
8 0.1053 0.120
10 0.0819 0.085

6 Discussion

We constructed the 1D model of the inverted interacting pendulums. It was found that in
the case of two inverted connected pendulums the upper vertical position of the system has
a critical behavior with respect to the interaction parameter p. The relative angle between
two pendulums contains wavy terms when p < v/2. If the parameter p > v/2 the solution
behaves monotonically.

For a finite number N of inverted pendulums critical behavior of the parameter p is defined
by the value of N. The asymptotic formula for the critical value of p with respect to N is
proposed in the work. It is shown that the critical value leads to its decrease. Hence the
kinematic characteristic IV influences on physics behaviour effectively.
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A mixed time-frequency domain method to
describe the dynamic behaviour of a discrete
medium bounded by a linear continuum
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Abstract

To minimize the calculation time required by numerical models that de-
scribe dynamic interactions involving nonlinear behaviour, it is useful to divide
the model into two separate domains. One domain close to the interaction
point, which consists of a sophisticated model capable of describing nonlin-
ear phenomena, and another domain at a distance from the interaction point
where only linear behaviour remains. The key issue in such numerical models
is the coupling of the two domains. The presence of said nonlinear phenomena
implies the necessity to work in the time domain rather than in the frequency
domain. Nevertheless, frequency domain approaches are preferred as they
allow for much faster calculations than time domain approaches. So-called
hybrid models exist that attempt to maximize the use of frequency domain
approaches for the modelling of nonlinear dynamic behaviour, but these mod-
els are often iterative, thereby increasing calculation times.

This contribution presents a non-iterative method to describe the non-
smooth dynamic behaviour of a significantly nonlinear system coupled to a
linear continuum. Although this method shows the potential to be particularly
effective for applications in two- or three-dimensional media, this paper treats
the coupling of a one-dimensional linear medium to illustrate this method.

1 General Introduction

To determine the loads on a structure due to the dynamic interaction of a structure with its
environment, it is vital to correctly model the response of the environment. In this paper,
we focus only on the response of the environment and include the structure as an external
load applied to an environment. Near the point of interaction between structure and envi-
ronment, the behaviour of the environment may be governed by nonlinear phenomena and
is therefore modelled by a medium capable of describing these nonlinear phenomena, which
typically occur in soil-structure and ice-structure interaction. From a numerical point of
view, it is desirable to keep the domain of this nonlinear medium as small as possible to
minimize the required calculation time. Therefore, the environment is divided into two
separate media; a sophisticated nonlinear medium in the region of interaction with the
structure, and a linear-elastic medium at such distance from the interaction point that its
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response is always linear. As nonlinear phenomena are difficult to capture by continuum
models [2], we use a discrete lattice model in the near-field. Applications of lattice models
are for example found in the fields of fracture mechanics [5] and micromechanics [4], but
also in the field of ice-structure interaction [1]. The linear-elastic far-field response is mod-
elled by a semi-infinite continuum, thus providing the lattice model with a non-reflective
boundary.

In some cases, the system of equations of motion for a coupled one-dimensional model can
be analytically derived in the time domain. However, as soon as multiple dimensions are
considered, a time domain solution can no longer be obtained analytically. Instead, the
system of equations of motion has to be derived in the frequency domain and the integration
involved with the inverse transformation from the frequency to the time domain must be
performed numerically [3|. For a coupled system that is completely linear, one needs to
solve the algebraic system of equations of motion in the frequency domain once and then
apply numerical integration at every time step to obtain the time domain solution. This
requires severely less numerical effort than to solve the system of differential equations
in the time domain at every time step. Unfortunately , nonlinear phenomena cannot be
described in the frequency domain and thus, coupled systems that incorporate nonlinear
phenomena must generally be solved in the time domain. Nevertheless, the nonlinearities
in the dynamic response of lattice models may generally be described to be significantly
nonlinear, i.e. the dynamic properties change at any given moment in time, but the
change in behaviour is instant. In other words, every single time a nonlinearity occurs the
system changes instantly, while the system itself still behaves in a linear manner during
the following time steps. Thus, for the period between any two nonlinearities, the system
of equations of motion can still be solved algebraically in the frequency domain. Assuming
that the featured nonlinearities are significantly nonlinear thus allows us to describe the
dynamic response of a nonlinear medium to be piecewise linear. The approach described
in this paper can be considered as a mixed time-frequency domain (MTFD) method as
the nonlinearities are applied between time steps and thus in the time domain, while the
response of the coupled model, during each piecewise linear period, is found by solving
the corresponding algebraic system of equations of motion in the frequency domain. This
approach is somewhat superfluous for one-dimensional models, as the coupling between
one-dimengional media may often be solved analytically, but shows the potential to be
particularly effective for the modelling of coupled two- or even three-dimensional media.
Nevertheless, the method is here explained on the basis of the one-dimensional coupled
linear-elastic system depicted in figure 1, because its system of equations of motion for the
coupled linear elastic model can be solved in both the frequency domain and directly in
the time domain, and therefore the correct application of the MTFD-method can be easily
verified for this system.

In the following, we will first discuss the methodology of the mixed time-frequency domain
approach. Consecutively, we will derive the system of equations of motion for the one-
dimensional discrete-continuous linear-elastic system in the time domain for zero initial
conditions, which serves as a benchmark for the MTFD-method. The derivation of the
system of equations of motion for the MTFD-approach including nonzero initial conditions
is then discussed in section 4. In section 5, an improved statement for the inverse Laplace
transform is presented that allows for its numerical application for a system with nonzero
initial conditions. Subsequently, the results of the MTFD-method are compared to the
benchmark system in section 6.
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Figure 1: The one-dimensional semi-infinite discrete-continuous linear-elastic system

2 Methodology of the mixed time-frequency do-
main approach

Let us consider an arbitrary system of particles that may respond significantly nonlinear
to an applied load. When the system is at rest and has zero initial conditions, it is safe to
assume that this system will initially respond in a linear manner. To describe the response
of said system for the time period until the occurrence of the first nonlinear event, we
describe the system in the frequency domain using the Laplace transform and solve the
resulting algebraic system of equations of motion yielding the frequency domain response of
the system. We then obtain the time domain response for the system by straightforwardly
applying the inverse Laplace transform at every time step. This method remains valid for
as long as the system behaves linearly.

Now, suppose that at a given time ¢ = tg, a significant nonlinear event occurs. Due to the
significant nonlinear event, the behaviour of the system changes, but the change is instant
and the response of the system after this significant nonlinear event, i.e. for ¢ > tg, is once
again linear. That is, for the time period until the next significant nonlinear event. As
the response of the system for the time period between any two nonlinear events is always
linear, we can again obtain this response by describing the system in the Laplace domain
and solving the corresponding algebraic system of equations, but now for its new properties
and with nonzero initial conditions. As the nonzero initial conditions represent the response
of the system prior to t = tg, we may consider the system for the time period between the
first and second nonlinear event, to start anew at t = tg. To properly consider the new
situation for the system that starts at t = ¢ in both the time and the Laplace domain, we
reset the time domain and describe the new situation for the system to start at ¢ = 0, but
with nonzero initial conditions. The time domain response after the significant nonlinear
event is then once again obtained by solving the corresponding algebraic system in the
frequency domain and applying the inverse Laplace transform. This new time domain is
valid until the next nonlinear event. Each time the time domain is reset, the response
of the system prior to the occurrence of the nonlinear event is included in the new time
domain through the nonzero initial displacement at ¢ = 0. Note here that, since the initial
conditions are nonzero and different for each piecewise linear time period, we here apply
the Laplace transform rather than the Fourier transform as the Laplace transform takes
the initial conditions into account in the frequency domain, while the Fourier transform
neglects the initial conditions in the frequency domain. The procedure described here has
been visualized in figure 2.
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uo:

=0

Figure 2: Resetting the time domain every time a nonlinear event occurs

3 Governing equations for the discrete-continuous
system in the time domain

The one-dimensional semi-infinite discrete-continuous linear-elastic system, previously de-
picted in figure 1, is comprised of a one-dimensional linear-elastic discrete lattice composed
of N particles in series, and a semi-infinite linear-elastic rod. Each particle n has a di-
mensionless mass M™ and the distance between any two adjacent nodes is £. Each two
adjacent particles n and n+1 are kinematically related by a spring with a dimensionless
stiffness K™™ . The linear-elastic rod has a density p, cross-section area A and Young’s
modulus E. The discrete lattice and the semi-infinite linear-elastic rod are connected at
particle N with coordinate x = x,;. The coupling between the one-dimensional Hooke
system and the linear-elastic rod is described by the equation of motion of particle N.

The dimensionless equations of motion for particles n—=1...IN-1 respectively read:

MUt — Kb2el? = F(t) (1)
MPin + Kél-l,nen-l,n o K;l,n+16n,n+1 =0 (2)
Here, e™™*! denotes the elongation of the kinematic element between particles n and

n+1. Furthermore, dimensionless time and space are respectively introduced as t — twg
and x — zwy/c, where wy and c are respectively the natural frequency of and the wave
speed in the system.

To assure homogeneity between lattice and rod, their material properties are matched.
The relation between the material properties of the lattice and the rod is established by
matching the equation of motion for the rod with the homogeneous equation of motion for
an arbitrary particle inside the lattice in the long-wave limit. Applying the Taylor expan-
sion to the equation of motion for an arbitrary particle inside the lattice by replacing the
particle displacement u™ by the continuum displacement u(x, t) and replacing the displace-
ments of the adjacent particles, u™?! and u™*1, by the second order Taylor polynomial of
the corresponding continuum displacement u(z £ ¢,t) yields the equation of motion for an
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arbitrary particle inside the lattice in the long-wave limit [7]. Comparing the resulting ex-
pression with the equation of motion for the rod shows that the mass of a particle inside the
homogeneous system is found as M = pA¢ and the spring stiffness of the springs inside the
homogeneous system is found as K, = FA/{. Therefore, the dimensionless mass of a parti-
cle n and the dimensionless stiffness of the spring between particles n and n+1 in equations
(1) and (2) are generally introduced as M™ — M®/M and K2 — K* ™1 /K, For a
homogeneous system, we thus find that M" = Kol —

The equation of motion of particle N, also denoted as the interface equation, is obtained by
combining the one-dimensional wave equation for the semi-infinite rod and the interface
conditions that follow from respectively the equilibrium of forces and the displacement
relation at the lattice-continuum interface. In the time domain, the dimensionless coupling
statement reads:

U(ﬂf7t) — u//(x’t) =0 (3)
(21, t) = MNGN - KNLNNAN 0
u(xlntat) = UN <5>

Solving the one-dimensional wave equation (3) in the Laplace domain accounting for the
appropriate behaviour of the linear-elastic rod for x — oo, and inserting the resulting
Laplace domain displacement along the semi-infinite rod into the interface conditions (4),
as well as taking into account (5), yields the interface equation in the Laplace domain.
Subsequently applying the inverse Laplace transform to the resulting Laplace domain ex-
pression then yields the interface equation, i.e. the equation of motion for particle N, in
the time domain as:

MNGN 4 KNDNNLN N — g (6)

By choosing the point of coupling between lattice and rod at a particle and keeping the
distance between the particles equal to ¢, it follows from the systems’ geometry that particle
N only represents half the length ¢. To maintain a homogeneous distribution of mass and
spring stiffness along the coupled system, it then follows that MN = % and KNVVN = 1.
Note here that different combinations of mass and stiffness may be chosen at the discrete-
continuous interface as testified by Metrikine et al. [4], where it is shown that there will
be no reflection at the lattice-rod interface in the long-wave limit as long as the interface

mass and stiffness are related as:

2
KN-LN _ 7
c 1+ 2MN (7)

Together, equations (1), (2) and (6) give the full system of dimensionless equations of
motion for the one-dimensional coupled system in the time domain.
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4 Laplace domain equations for the coupled 1D-
system for nonzero initial conditions

In the previous section, we have derived the equations of motion for the one-dimensional
coupled linear-elastic system in the time domain assuming zero initial conditions. For
the application of the M TFD-method however, we require the corresponding system of
equations to account for nonzero initial conditions in the Laplace domain. Applying the
unilateral Laplace transform to equations (3) to (5) with respect to time, which accounts
for possible nonzero initial conditions, yields the dimensionless coupling statement in the
Laplace domain as:

s2u(z, s) — " (z,5) = sup(x) + vo() (8)
@ (@rnt, 8) + MY (sup) + v ) = MNs?aN 4 K BNeN LN (9)
ﬂ’(wlntv S) = /&N (10)

Here, the tilde denotes a variable in the Laplace domain, while s is the complex Laplace
parameter. Furthermore, ug(z) and vo(x) are respectively the initial displacement and
initial velocity along the linear-elastic rod, while uON and v(l]\I denote the initial displacement
and initial velocity of the interface particle. Accounting for the appropriate behaviour of
the rod for x — oo and noting that Re(s) > 0, the general solution to equations (8) reads:

U(z,s) = Cre”*" + tp(z, s) (11)

The first right-hand-side term is the solution to the homogeneous equation, where C is
derived by considering the boundary condition at z ;. Furthermore, @,(z, s) denotes the
yet unknown particular solution. For zero initial conditions, equation (8) reduces to a
homogeneous equation, so that the particular solution is exclusively related to the nonzero
initial conditions. Applying the differentiation to space to equation (11) and rearranging
yields:

u'(z,s) = —st(z, s) + sty(x, s) + U,(, s) (12)

Substituting equation (12) into equation (9), as well as taking equation (10) into account,
yields the interface equation in the Laplace domain as:

MN2GN 4 KN-LNGN-LN L oaN — N (sul¥ + oY) + fo(s) (13)
where : fo(s) = stp(xrnt, s) + ﬁ;(acfnt, s) (14)

Note here that all terms related to the nonzero initial conditions are collected at the right-
hand-side of equation (13).
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The particular solution to equation (8) is found using a Green’s function approach. To this
purpose, we replace the right-hand-side of equation (8) by the Dirac delta function. Ap-
plying the Fourier transform with respect to space to the resulting equation of motion then
yields the corresponding GreensI'€s displacement in the frequency-wavenumber domain.
Applying the inverse Fourier transform using contour integration by means of the residue
theorem yields the Green’s displacement of the linear-elastic rod in the Laplace domain as

gu(x,s) = 2%6_5‘”3'. Consequently, we find the particular solution at © = xp, as:

1

ﬂp(-rlnta 5) = ?S

/ooo e~slTmm =l (sug (€) + vo (€) ) de (15)

Using Leibniz’ rule for differentiation under the integral sign to obtain the spatial deriva-
tive of the particular solution and subsequently substituting equation (15) and its spatial
derivative into equation (14) then yields the expression fy(s) as:

fo(s) = /OO e~ ) (sug (€) + vo(€))dé (16)

Int

Equation (16) denotes the contribution of the rod’s initial conditions to the interface equa-
tion. If we only allow loads to be applied inside the lattice, it is evident that at any time
moment the response of the rod is due to the input at its interface with the lattice, and thus,
we can express the displacement and velocity along the rod in terms of the response of the
interface particle N. The relation between the time domain response of the rod and that of
the interface particle can be derived by considering the boundary value problem for the rod
assuming zero initial conditions. In the Laplace domain, the relation between the displace-
ment along the rod and that of the interface particle is found as @(z,s) = aNe 5@ =%me),
Applying the inverse Laplace transform then yields the corresponding relation in the time
domain as u(x,t) = uN(t — (x — &) H(t — (x — T1n¢)). Deriving the velocity relation
accordingly and substituting both displacement and velocity relations into equation (16),
as well as replacing the variable of integration & by the variable of integration 7 = £ — x
then yields the expression fy(s) as:

fols) = /O DT (sul (b — ) + 0N (tg — 7)dr (17)

The remaining expression for fy(s) can now be interpreted as a convolution integral over
the time domain prior to the time moment ¢y at which the system was reinitiated and new
nonzero initial conditions were specified. Consequently, equations (13) and (17) together
describe the Laplace domain interface equation exclusively in terms of the discrete lattice.
The Laplace domain system of equations of motion for the one-dimensional coupled linear-
elastic system that accounts for nonzero initial conditions is completed by including the
Laplace domain equations of motion for the particles n—1...N-1 that read:

MYs?at — Kb2eY? = F(s) + MY (sud + v3) (18)
Mn32an + K;l-l,nén-l,n _ K?’n+lén’n+1 — Mn(sug + ,Ual) (19)

138



A mixed time-frequency domain method to describe the dynamic behaviour of a
discrete medium bounded by a linear continuum

Here, F(s) is the Laplace domain expression for the external force applied at particle 1.
Note here that, once the time domain is reinitiated at a time £y this must also be accounted
for in the Laplace domain expression of the applied load.

5 Transformation to the time domain accounting
for nonzero initial conditions

Solving the algebraic system of equations of motion given by equations (13) and (17) to (19)
yields the Laplace domain displacements of all particles in the one-dimensional lattice. The
time domain displacements of all particles in the lattice are then obtained by applying the
inverse Laplace transform to the corresponding Laplace domain displacements. The inverse
Laplace transform of these Laplace domain displacements can not be derived analytically
and must therefore be obtained numerically. As a consequence, the semi-infinite domain
of integration of the inverse Laplace transform has to be truncated. This truncation leads
to several problems, in particular for nonzero initial conditions. If we describe the inverse
Laplace transform in terms of frequency, rather than in terms of the complex Laplace
operator s, we may find the time domain displacement of a particle n in the lattice as:

€Ut Wiy )
u = — Re {@"e""} dw (20)

™ Jo

Here, wy, is the truncation frequency. The corresponding velocities and accelerations may
then be obtained by taking the first and second time derivatives of equation (20), which
is equivalent to respectively applying the inverse Laplace transform to " = su™ and
a® = s2u™. Now, we may only apply the inverse Laplace transform numerically, if their
integrands are sufficiently convergent within the truncated domain of integration. Solving
equation (19) for @™ shows that, taking nonzero initial conditions into account, the Laplace
domain displacement has a convergence w™! for w — co. Consequently, it follows that the
Laplace domain velocity and acceleration, i.e. 9™ and a™, are both non-convergent. As
shown by figure 3, the lack of convergence is due to the nonzero initial conditions; Figure 3a
shows the convergent Laplace domain displacement, velocity and acceleration of a particle
n for zero initial conditions, while figure 3b gives the response for nonzero initial conditions.

As an alternative, and in correspondence with the Laplace transform, we may respec-
tively describe the velocity and acceleration in the Laplace domain as o™ = su™ — g and
a = s?u™ — suB — vf. Substituting @®, found from solving equation (19), into these ex-
pressions shows that the Laplace domain velocity and acceleration now both have the same
convergence for w — 0o as the Laplace domain displacement. Although the given Laplace
domain expressions for displacement, velocity and acceleration are now convergent, these
expressions still do not lead to a proper numerical application of the inverse Laplace trans-
form. To illustrate this, let us consider the inverse Laplace transform and note that by ap-
plying the causality principle, the integrand of the inverse Laplace transform may alterna-
tively be described as either one of Re {a”e™!} = 2Re {4} cos(wt) = —2Im {a™} sin(wt).
These integrands may however only be interchanged if, and only if, the limit w — oo is
taken into account. For either integrand, numerically applying the integration over its
truncated domain yields an incorrect behaviour of the time domain displacement near the
nonzero initial conditions as depicted in figure 4. Due to the finite domain of integration,
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the integrand with the term sin(wt) must always give a zero displacement at time ¢t = 0
of the time domain reinitiated at ¢ = ty. Additionally, taking the time derivative of the
integrand with the term cos(wt) shows that @y = oug, where o is the small positive real
value of the complex Laplace parameter. Consequently, the corresponding time domain
displacement has a slope that is significantly smaller than the slope of the exact solution.
To improve the behaviour of the inverse Laplace transform with a truncated domain of
integration for a system that, in the timme domain, has nonzero initial conditions, we extract
the initial conditions from the corresponding Laplace domain expression and separately
include the contribution of the initial conditions in the time domain. As a consequence, the
remaining Laplace domain expression, henceforth denoted as the improved Laplace domain
expression, can be considered as a Laplace domain expression for a system with zero initial
conditions, thereby improving its behaviour in the time domain. To obtain expressions for
the displacement, velocity and acceleration that appreciate the rules of differentiation, we
do not only extract the initial displacement from the Laplace domain displacement, but we
also extract the contributions of the initial velocity and initial acceleration. Consequently,
the time domain expressions for the displacement, velocity and acceleration of an arbitrary
particle n in the lattice now become:

ot Wiy ) t2
u? = — /0 Re {&;‘mpe“"t} dw + ug + vyt + a3§ (21)
edt  [wir .
= — /0 Re {suf,,e“"} dw + vf + af (22)
eo‘t Wtr .
T — /0 Re {SQQmeGWt} dw + af (23)

Here, the improved Laplace domain displacement is found as:

n n n
ar —gr_ % % % (24)
imp s 2

Substituting @™, found from solving equation (19), into equation (24), shows that the
improved Laplace domain displacement now has a convergence w2 for w — oo. Figure 5
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Figure 3: Absolute Laplace domain displacement, velocity and acceleration for: a) zero
initial conditions; b) nonzero initial conditions.
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A mixed time-frequency domain method to describe the dynamic behaviour of a
discrete medium bounded by a linear continuum
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Figure 4: Displacement for a truncated domain of the inverse Laplace transform: a) in
the original time domain; b) close-up in the time domain reinitiated at .

shows the displacement of particle n obtained using the improved statement for the inverse
Laplace transform given by equation (21).
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Figure 5: Displacement obtained using the improved statement: a) in the original time
domain; b) close-up in the time domain reinitiated at ¢.

6 The mixed time-frequency domain method ap-
plied to the coupled 1D-system

Figure 6 shows the longitudinal displacements along the one-dimensional discrete-
continuous linear-elastic system due to an applied single-sinus pulse load at 6 consecutive
time moments. The discrete lattice consists of 80 particles at an inter-particle distance
of £ = 0,2m and the linear-elastic rod has a density p = 1960kg/m?, a cross-section area
A = 1m? and a Young’s modulus E = 19, 6M Pa.

The continuous line shows the displacements that result from applying the MTFD-method,
while the dashed line shows the resulting displacements from applying a Runge-Kutta
scheme to solve the system directly in the time domain, here denoted as the TD-method.
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The simulation consists of a 1000 time steps and for the application of the MTFD-method,
the system was reinitiated after every 100 time steps. Figure 6 verifies that the MTFD-
method yields the proper response of the system. Although the MTFD-method is here
applied to a rather simplistic linear-elastic coupled system, and thereby hardly yields any
computational profit, its real gain is found in the application of the MTFD-method to a
coupled system consisting of a nonlinear lattice bounded by a viscoelastic environment,
especially, for multi-dimensional systems.
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Abstract

Transient analysis in hydraulic networks has been well recognized of high
importance due to sudden changes in flow or pressure introduced by valve
closures or component failures. Therefore, accurate and robust numerical
models are necessary to analyse the travelling pressure waves as a result of such
abrupt changes, i.e. waterhammer effects. This work presents the formulation
of a semi-analytical impulse response method applied to transient laminar flow
in hydraulic networks. The method is based on the exact solution of a two-
dimensional viscous model in the frequency domain with various interface and
boundary conditions. The numerical computations are based on the use of the
fast Fourier transform and a discrete numerical convolution with respect to
time. A numerical example is presented and the results are compared with the
method of modal approximations which is widely used in practice. The results
show that the proposed method is able to predict the transient behaviour
with better accuracy and without the need of spatial discretization. Thus,
it is expected that for large networks, the computational cost of the impulse
response method will have a great advantage when compared to existing grid-
space methods.

1 Introduction

Transient flow in hydraulic networks is a common phenomenon as a result of either
accidental or normal operation of hydraulic systems. The study and analysis of
unsteady-flow conditions is very important due to the large disturbances in pressure
and flow conditions that might be introduced [1]. Several numerical methods exist
to model fluid transients [2, 3]. To date, the method of characteristics (MOC) is
the most popular one due to its accuracy, simplicity and ability to include different
boundary conditions in the one dimensional case [4]. This method has also been
adapted for two dimensional cases to account for the frequency dependence of the
friction forces [5, 6] and extended to be applied in more complex hydraulic networks,
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[7, 8]. However, the MOC together with other discrete formulations such as finite
differences [9], require a spatial discretization of the lines in the network, which
turns to be computationally demanding as discussed in [10].

For laminar flow, another approach to model the fluid transients is possible
through modal approximations. The idea behind this technique is to represent the
transcendental expressions in the frequency domain, as a finite summation of low-
order polynomial transfer functions. Thus, it is possible to approximate each mode of
the transmission line by a second order linear differential equation [11, 12, 13, 14].
The modal method can also be formulated directly in the time domain using a
variational method [15].The modal approximation has certain advantages when used
in time domain simulations, not only because it is easily coupled to other mechanical
or hydraulic subsystems, but additionally because it can be implemented and solved
numerically with a variable time step ODE solver. Furthermore, several studies
have shown that modal methods are more convenient and numerically stable when
compared, for example, with discrete methods [16, 17]. On the contrary, when modal
approximations are used to construct hydraulic networks as a part of a complex fluid
power system, i.e. through bond-graph models [18, 19], each line in the network
should include enough number of modes to cover the frequency range of interest of
both the overall system and input disturbance. Due to the different line geometries
and interface conditions, the selection of the required number of modes for each line
is not straightforward. Therefore, the modal method has the disadvantage of lacking
a direct control on the accuracy of the results due to a propagation error introduced
by the number of modes used for each line.

A semi-analytical approach is presented in this paper based on the impulse re-
sponse method (IRM). This method has been extensively used for dynamic analyses
in other areas, like for example vibrations of mechanical systems, however its use
in hydraulic systems has not been completely exploited. A variation of this method
has already been used for analysis of a single pipeline as referred in [20, 21]. This
work presents a direct extension towards a solution of a hydraulic network system
consisting of multiple lines including dissipative boundary conditions. The approach
is remarkably simple in its application. It consists of a solution of a coupled system
of linear algebraic equations and the use of the Fourier transform. The method is ac-
curate and reliable for the solution of large networks, overcoming the disadvantages
of several other approaches.

The paper is composed as follows. Section 2 revises the mathematical formulation
of the two dimensional viscous compressible model for a single pipeline together
with the exact solution of a hydraulic network in the frequency domain. Section
3 describes the application of the impulse response method to solve a hydraulic
network using the equations of the previous section. In section 4, a numerical
example of a simple hydraulic network is presented in which the time-domain results
are compared with the ones obtained by the use of the modal method. Finally the
conclusions are presented in the last section.
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2 Mathematical formulation and exact solution in
the frequency domain

2.1 Transient laminar flow

Consider a laminar, axisymmetric flow of a Newtonian fluid through a constant di-
ameter line with constant material properties, in which the mean fluid velocity is
considerably less than the acoustic velocity and the thermodynamic effects are ne-
glected. The velocities in the axial x-coordinate and radial r-coordinate are denoted
by u(x,r,t) and v(x,1,t), respectively. Assuming that the motion in the radial
direction is negligible compared to the motion in the axial direction u >> v, the
radial pressure distribution is constant across the cross-sectional area, i.e. P(x,t).

XI=0 x=L

Figure 1: Schematic of a single hydraulic line

The fluid properties are designated through the fluid density p, the fluid dynamic
viscosity pu and the fluid bulk modulus of elasticity K. Hence, the partial differential
equations corresponding to the mass conservation and the momentum equilibrium
in the axial direction, are reduced to [1],

dP(x,t) N {au(x, nY vkt | v r,t)} 0 (1)

ot 0x or T
ou(x,1,t) N 10P(x,t) _ o*u(x,r,t) 1ou(x,mt) @)
ot p ox or? T or

where the effective speed of sound in the fluid is ¢ = (K./p)'/?; the effective bulk
modulus of the fluid K, takes into account the flexibility of the pipeline, compress-
ibility of the hydraulic fluid and the effect of any entrapped air into the system.

The cross-sectional volumetric flow is obtained through the integration of the
axial velocity across the cross-sectional area of the line with finite radius ry. The
volumetric flow is also defined as the product of the average velocity u(x,t) and the
cross-sectional area.

Qx,t) = mriti(x,t) = JTO u(x,r,t) 27r dr (3)
0

The previous equations correspond to what is known as a two-dimensional viscous
compressible model or dissipative friction model [2, 3].
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2.2 General solution of a single line

The general solution of equations 1 and 2 can be obtained in the frequency do-
main by using the Fourier transform with respect to time according to the following
transformation pair,

fw) = Joo f(t) e Ttdt (4)
f(t) = %_(Joooof(w)ej‘“tdw (5)

here w represents the frequency and j = v/—1 is a complex value. The average
velocity and the pressure are then given by the following two equations [1],

: : PN
P(x,w) = [A(w) sin@x— B(w) cos@x} pe To [j ()w r0> ] (7)
c c B v
in which A(w) and B(w) are the unknown integration constants to be obtained
from the applied boundary conditions; v = u/p is the kinematic viscosity of the
fluid and the constant 3 is expressed through the Bessel functions of the first kind
Jn(z) with n =0, 1.

- ) 11{5(@)1_ 7
. j(%)%[ﬁ(@ﬂ | "

Using the boundary conditions at the upstream section where x = 0, and at
the downstream section with x = L, the integration constants A(w) and B(w) are
obtained for a single pipeline. Hence the velocity and pressure at the upstream side
Uy (w), Pu(w) can be expressed in terms of the downstream velocity and pressure
Ug(w), Pg(w). If the volumetric flow is used instead of the average velocity using
equation 3, the following relations are formulated in matrix form,

N|—=

[ Pu(w) ] cos K % sin IO [ Pa(w) ] o)
- 7TT2 . .(.U .(,U
Qu(w) Boe Sin % cos % Qalw)
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A most common representation of the previous equation is done in terms of
hyperbolic functions instead of trigonometric functions. The hyperbolic notation is
a popular way to show the solution for a single line and its derivation is found in
the Appendix.

Two pipeline parameters are introduced, the line impedance constant Z; and the
dissipation number of the line D,, are defined respectively as:

pc

zo="¢ 1

0 7r3 (10)
vL

D, = Y- 11
Tic (11)

2.3 Extension towards the solution of a hydraulic network

The solution of a complete hydraulic network consisting of multiple lines is an ex-
tension of the solution given by equations 6 and 7. Using equation 3, a general
solution for the flow and pressure of each of the lines of the network, denoted by the
subscript 1i, is given by:

wB‘x%—Bi(w)sianle] be ( )

_|a. j
Qilx,w) = {Al(w) cos s s

Pi(x, w) = {Ai(w) sinjufix— Bi(w) cosjiﬁix} E Jo [j (%) 2] (13)

The difference from the solution for a single pipeline is that the integrations
constants for the pressure and flow descriptions cannot be determined explicitly for
each of the lines of the hydraulic network. Instead they are obtained numerically
by solving a linear system of coupled equations compiled from the various boundary
and interface conditions according to the particular configuration of the system. The
system of equations written in matrix form is

AX=b (14)

where A is the global system matrix, whose elements are frequency dependent.

The vector X corresponds to the unknown integration constants for the network
consisting of n lines.

=] Ai(w), Bi(w), As(w), Ba(w), ey An(w), Bn(w) |" (15)

The right-hand side vector b corresponds to the external forcing terms at the
boundary conditions or interfaces. Thus, the solution of a complex network is only
limited by the computational considerations to solve a system of algebraic linear
equations. The order of this system of equations is twice the number of lines in the
hydraulic network, 2n.
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2.3.1 Interface and boundary conditions

The interface conditions correspond to the junction points or nodes in systems of
branching pipes. At these particular locations, the continuity equation is used to
relate the inflows and outflows of the discharges at each node or junction, see equa-
tion 16. In addition, another set of equations is obtained through the general as-
sumption of uniqueness of the pressure at each junction or node k according to
equation 17.

Z Qin (Xka (,U) - Z Qout (Xk> (l)) =0 (16)

Pl(Xk,(U) :Pr(Xk,(U) (17)

The different boundary conditions at the terminations of the lines could include
any linear static or dynamic hydraulic component. An example of a static bound-
ary condition is a resistive component, which relates the volumetric flow with the
pressure difference across the element at each moment of time through the hydraulic
resistance R; in the frequency domain this condition is given by,

Po(w)—Py(w)—RQp (w)=0 (18)

A dynamic termination as a boundary condition is also possible, (i.e. a line
termination with a large volume of fluid or an actuator). For this example the
relation is given through a first order linear differential equation for the pressure
Py, where the hydraulic capacitance C; accounts for the fluid compressibility. The
representation in both time and frequency domain is given as,

¢ e quim =0 (19)
Cijw Py (w) — Qp (w) =0 (20)

The treatment of a non-linear boundary condition at one of the terminations is
also possible through this method; in this case a simultaneous numerical solution
of the non-linear boundary condition equation and the convolution integral at the
boundary is required. An example is shown in [20], for the particular case of a
non-linear valve description.

3 Impulse response method for hydraulic net-
works

The impulse response method makes use of the superposition property of linear
systems; if an arbitrary but known input is decomposed to a series of impulses of
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different amplitudes, the response of the system is obtained by the superposition of
the responses of each impulse. Thus, if the system or hydraulic network pressure
and /or flow response to an impulse is known in the time domain, its response to
a general forcing function can be obtained through the convolution of the impulse
response and the forcing function.

A known input at one of the boundaries of the hydraulic network can be given
as either a pressure function AP (t) or flow function AQ (t). The pressure response
of the system at a given location P(x,t) is therefore provided by the convolution
of the pressure response at the same location to a pressure impulse 1p, (t) and the
desired pressure input function AP (t),

t
P(x,t) = J Tpx (t—7T) AP (T)dT (21)
0
in which T is a time variable used for the convolution. Or in the case of a flow
input AQ (t) the convolution uses the pressure response to a flow impulse rqy (t)
and the flow input function,

t
P(x,t) = J Tox (t—T)AQ (1) dT (22)
0
Hence, in order to obtain the system response to an impulse, the complete hy-
draulic network is first solved in the frequency domain r, (w). Afterwards, the
inverse Fourier transform of the pressure and/or flow is applied at the desired loca-
tions to obtain the time domain description 1y (t).

Ty (1) = %Tro Ty (W) e/*tdw = :—TRe U:o Ty (W) ej‘“tdw} (23)

—00

An efficient way to obtain such response from a numerical perspective, is to
use the discrete fast Fourier transform (FFT). Although the FFT is based on a
fixed discrete time step, the impulse response has only to be calculated once for the
whole network. Once this response is available for the particular configuration, the
numerical convolution is obtained in a separate step for any desired input without
the necessity to solve the system once more. Furthermore the convolution can also
be implemented for a variable step approach.

3.1 Computational efficiency comparison

For large hydraulic networks, the computational efficiency of the proposed method
can be compared with other approaches. A general overview is observed in table 1.

Hence let us consider a network comprising of nyines = 100. In the MOC, first
of all an internal discretization is required; assuming that ten elements are used per
line, a final grid of around 1,000 points is obtained. Every time step, a solution
using finite differences is found for all the points in the grid. With the modal method
no discretization is required, however a few modes are needed at least to model each
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Table 1: Overview of calculation requirements for hydraulic networks

Approach Calculation requirements per At

MOC Solution required at all interior points of the grid;

results are approximate.
Modal method Solution to a system of linear ordinary differential equations

Tines (4Mmodespertine + 1) ; results are approximate.

IRM Solution to a system of linear algebraic equations
2Myines X 2Miines ; exact results in freq domain, accuracy in time
domain depends on FF'T required at the end of the method.

line Minodespertine = 4. Assuming that four modes are used to describe accurately
each line, a system of 900 ode’s is obtained. It is important to mention that the
order of the final system might be considerably higher as the number of modes per
line is independent and some lines would require higher modes in order to obtain a
minimum accuracy. Finally the IRM requires the solution of an independent linear
system of equations of 200 x 200 per frequency (which is equivalent as per time step
in the frequency domain), where the obtained solution is exact. At the end of the
method, an inverse FF'T is required but the computational cost of this operation is
also independent of the number of lines in the network.

4 Numerical results

In order to illustrate the proposed method and to compare the predictions with the
modal approach proposed in the literature [18], three cases are solved numerically
based on the simple hydraulic network shown in figure 2. The forcing input function
AP(t) is a unit step pressure at the upstream side x = 0. The examples include
different linear terminations and the input parameters for each case are summarized
in table 2. It is important to note that the dissipation numbers of each line are
relatively high D,, >> 0.0001. D, is an adimensional number which is used to
characterize both transient and frequency response of a pipeline and given by equa-
tion 11; a high value implies that the energy dissipation due to the shear friction at
the wall of the line is important. Therefore the dissipative model with frequency-
dependent friction will give a more accurate description of the transient behaviour
than the linear friction model.

P
1
w0 Q.
S Aq D,y Ry or1/Cy
P, ’
o ADwZ P A:D =P
i I
Rz

Figure 2: Schematic of the hydraulic network used for the numerical simulations
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In general, there exist two unknown integration constants for each line comprising
the network. This means that for the particular configuration shown in figure 2, six
independent linear equations are required. The first equation corresponds to the
boundary condition at the upstream side of the supply line where the required
pressure impulse is applied at x = 0. Three more equations are obtained from the
interface conditions at the branching node a; one for the continuation of flows; the
other two from the uniqueness assumption of the pressure. The supply line of the
network is noted by the subscript s, while the two other branch lines are noted by
the subscripts 1 and 2 respectively.

at x=0 P, (0, w) =1 (24)
at x =1L, Qs (L, w) — Qq (L, w) — Q2 (Lg, w) =0 (25)
P (Lg, w) — Py (Lg,w) =0 (26)
P (Lg, w) — P, (Lg,w) =0 (27)

The fifth and sixth equations are derived from the boundary conditions at the termi-
nations of the hydraulic lines 1 and 2. Once the integration constants are obtained
for all the lines in the network, the average velocity and pressure can be evaluated at
any desired location by equations 12 and 13. The time domain response of the pres-
sure impulse is obtained numerically through the discrete inverse FFT. For all cases,
the number of samples used was N = 2'® with a discrete step time of 0.0001s. The
selected time step allows to follow the pressure wave propagation along the spatial
coordinate with sufficient detail. Furthermore, it includes frequency components up
to 5000Hz which are sufficient to describe the step input considered in the examples.
The final step is to convolute numerically the impulse response with a step function
to obtain the desired step response of the system in the time domain.

Table 2: Numerical parameters for the different cases taken from [18]

Dns Dn] Dnz L1/I—s I—Z/Ls A]/As AZ/AS R]/Zs RZ/ZS C1/Cc*

Casel 0.1 0.1 0.1 1 1 1 1 00 3 -
Case 2 0.01 0.01 0.1 1 ) 1 0.5 00 00 -
Case 3 0.01 0.1 0.1 3 10 0.5 1 2 6 0.25

* with C. = nL¢r3/pc?

4.1 Model comparison and discussion

The results for each case are compared with the results of the same network using
the modal method. The modal method is based on four modes for each of the lines
in the hydraulic network as presented in [18].

4.1.1 Casel

All the lines have the same geometric characteristics; one of the terminations of
the pipeline is blocked while the other consist of a linear resistance element; the
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boundary conditions are shown in equations 28 and 29.

at x = L] Q] (L], (,U) =0 (28)
at x = Lz Pz (Lz, (l)) — Rz Qz (Lz, (,U) =0 (29)

The pressure response to an impulse at the locations P, Py, P, is shown in fig-
ure 3(a); this response is numerically convoluted with a unit step input to obtain
the results of figure 3(b). Figure 3(c) shows the comparison of results with the
modal method. The pressure transient shows a smooth response which is accurately
described, with minor differences, by both methods. However, the modal method
contains spurious oscillations at the initial moments in time, which are not present
in the results of the IRM. The oscillations present in the modal method are impos-
sible to eliminate since this would require the inclusion of infinitely many modes. In
the presented method such oscillations are absent since the solution is exact.
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Figure 3: Time domain response comparison of case 1
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4.1.2 Case 2

In this case, different geometries of the lines are used and both terminations are
blocked; the respective boundary conditions are given in equations 30 and 31.

at X:L1 Q] (I_ )

1, W (30)
at x = Lz QZ (LZ)w)

0
0 (31)

As seen in figure 4, when blocked terminations are used, the modal approxi-
mations are inadequate to provide an accurate response of the system. Spurious
oscillations are again present at the initial moments of time for the reason explained
previously. In addition, a higher dissipation of the transient response is observed in
the modal approximations together with a phase difference.

P

—FP,

Pressure
Pressure

0 e
Al L

. . . . . . . . . ) . . . . . . . . . ,
0 0.01 0.02 0.03 0.04 0.05 0.06 0.07 0.08 0.09 0.1 0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1
Normalized time vi/r Normalized time vtr®

(a) Impulse response (b) Step response

2 —
——— Pa modal approx
sk S [N\ —— PR P1 modal approx
e P2 modal approx
<4
a 1r
3 o by
|
05|
| b
0 l@‘ 1 1 1 1 1 1 1 1 1 J
0 0.05 0.1 0.15 0.2 0.25 0.3 0.35 0.4 0.45 0.5

Normalized time vt/r®

(c) Step response comparison between the IRM and modal approximations

Figure 4: Time domain response comparison of case 2

The results provided by the IRM method also show sharp variations in the pres-
sure response due to reflected wave fronts, however this effect is not captured cor-
rectly by the modal method.
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4.1.3 Case 3

In the final case 3, different geometries are present with both dynamic and static
terminations, such boundaries are given through equations 32 and 33.

1
at x =1, Pi (Ly, w) — <C1jw+R1) Qi (L,w) =0 (32)
at x = Lz Pz (Lz, (l)) — Rz Qz (Lz, (,U) =0 (33)

In figure 5 the results show a relatively smooth response for both methods. As
can be seen, the pressure response P, at the hydraulic branch using modal approxi-
mations, presents large oscillations specially after the first wave front surpasses the
branch junction. The oscillations might be reduced by increasing the number of
modes for this particular line. Hence, it is evident that even for a relatively simple
network the modal method has not direct control in the required number of modes
for each line.
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Figure 5: Time domain response comparison of case 3

From the results presented in the previous cases, it is clear that sharp wave fronts
and reflections cannot be approximated with a few number of modes. For larger
networks with multiple number of lines, the inclusion of a large number of modes
per line can be both computationally demanding and inexact. On the contrary,
the adopted IRM method is based on an exact solution in the frequency domain,
making this approach more accurate and reliable for the solution of larger networks,
overcoming the disadvantages of several other approaches.
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5 Conclusions

An application of a semi-analytical impulse response method to hydraulic networks
was presented for transient laminar flow using a two-dimensional viscous compress-
ible model. By solving analytically the complete network in the frequency domain, a
unique impulse response of pressure and/or volumetric flow is obtained in the time-
domain through the inverse FFT. A discrete numerical convolution with respect to
time is then applied separately to obtain the response of the complete network to
a chosen arbitrary input. Although the application of the method was shown for a
simple hydraulic network, it can be easily extended to networks with large numbers
of lines with various interface and boundary conditions.

Since the IRM does not require any spatial discretization, it is expected that
the computational cost has a great advantage, specially for applications in large
networks, when compared to existing grid-space methods. The method is only
limited by the numerical considerations to solve a system of coupled linear algebraic
equations and the fast Fourier transform. This means that for large networks, the
increase in computational cost is only determined by the order of the global system
matrix, which is linearly dependent to the number of lines forming the system.

In addition, the presented results show that the adopted IRM method provides a
more accurate description of the transient behaviour than the modal approximation
of individual lines used for network modelling. For a large network, the modal
method might provide inaccurate results, as the required number of modes for each
line is not a priori known.
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Appendix

The matrix solution for a single line can also be expressed in terms of the complex
Laplace variable s = o + jw; where o is a decay factor and w represents the
frequency. Hence, equation 9 is rewritten as,

Puls) ] | cos®&  —ZEsinSE| T Py(s) 5
Quu(s) E—;é sin % cos % Qals)

The previous equation can also be expressed in terms of hyperbolic functions
instead of trigonometric function using the relations sin jx = j sinh x and cos jx =
cosh x. The hyperbolic notation is the most usual way to show the solution for a
single line as it is expressed only in terms of the line characteristic impedance Z(s)
and the propagation operator I'(s) [2, 3].

P.(s) coshT(s) Z.(s) sinh T(s)
[ Qu(s) ] - [ﬁ sinh I'(s) cosh I'(s)

Pa(s)
35
[ Quals) ] (#5)

This general notation allows to use the solution for the different distributed
parameters models (i.e. 1D inviscid model, 1D linear friction model) depending
on the expression used for the terms Z.(s) and I'(s). Using the normalized Laplace
operator S = s/w,, where w, = v/13 is the viscosity frequency, the line characteristic
impedance Z. (5) and the propagation operator I' (5) are given by,

(37)
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Abstract

In this paper dynamic fracture process due to high-speed impact of steel
plunger into ceramic sample is simulated. The developed numerical model is
based on finite element method and a concept of incubation time criterion,
which is proven to be applicable in order to predict brittle fracture under
high-rate deformation. Simulations were performed for ZrO2(Y203) ceramic
plates. To characterize fracture process quantitatively fracture surface area
parameter is introduced and controlled. This parameter gives the area of
new surface created during dynamic fracture of a sample and is essentially
connected to energetic peculiarities of fracture process. Multiple simulations
with various parameters made it possible to explore dependencies of fracture
area on plunger velocity and material properties. Energy required to create
unit of fracture area at fracture initiation (dynamic analogue of Griffith surface
energy) was evaluated and was found to be an order of magnitude higher as
comparing to its static value.

1 Introduction

The investigation of fracture properties of ceramics is of big interest due to application
of these materials in protection systems. Multi-layered ceramic composites are used in
bulletproof vests and demining devices due to their exceptional properties (good impact
energy absorption, low weight). In order to optimize construction and design of protection
systems elaborate numerical schemes for simulation of impact into ceramic targets should
be developed. Such numerical models should take into account peculiar properties of dy-
namic fracture [1]. Despite considerable advances in theoretical studies of impact problems,
generally applicable fracture criteria for ceramic materials have not been developed yet [2].
In the presented paper the numerical scheme involves incubation time fracture criterion
which is proven to be an effective tool for fracture process simulation for a wide range
of brittle and quasi-brittle materials subjected to dynamic loading [3, 4]. The developed
scheme is based on finite element method and is used to simulate impact of steel cylindrical
plunger into round ceramic plate. Due to obvious axial symmetry of the problem two-
dimensional formulation is used. Both bodies (target and plunger) are supposed to show
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purely elastic behavior up to the moment of fracture. Temperature effects are neglected in
the presented research. Such simplifications of the model made it possible to concentrate
on fundamental features of dynamic fracture process BI'Y evolution of fracture surface in
the target, fragmentation and surface energy (analogous to GriffitheI €s surface energy)
calculation.

2 Problem formulation

Plunger and target are supposed to be linear elastic bodies and their stress-strain state is
defined by Lame equations and Hook’s law:

0%U;

PoE = A+ ) Vi (Ve U) + pAU;, (1)
_ jou; ou;
01 = 6 AV o U + 4 <8$j + 8xi> . 2)

The ceramic plate is supposed to be fixed on its outer radius. The plunger initial velocity
V' is in the direction normal to the plate surface.

Material properties for the target are typical for ZrO2(Y203) ceramics [5, 6]. The plunger
is supposed to have properties of steel. Tables 1 and 2 give the material properties utilized
for the simulation.

Density, p, 2% 6000

Young’s modulus, £, M Pa 200
Poisson’s ratio, v, 0.25

Critical stress intensity factor, Ko, M Pay/m | 13.3
Ultimate tensile stress, o., M Pa 750

Table 6: Target material properties

Density, p, 2% 7860
Young’s modulus, £, M Pa | 200
Poisson’s ratio, v, 0.25

Table 7: Plunger material properties

3 Fracture criterion and simulation technique

To perform correct simulation of fracture in ceramics due to impact of a plunger one should
choose an adequate fracture criterion which will be able to predict fracture in transient
loading conditions. While classical fracture criteria (like critical stress criteria or criteria
based on dynamic fracture toughness concept) tend to be inapplicable for dynamic loading
cases |7], incubation time fracture criterion may be regarded as a universal tool for dynamic
fracture prediction [8, 9]. It is supposed that a similar approach can be used to predict
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fracture initiation, evolution and arrest in ceramic materials [10] for the studied class of
problems. The criterion for fracture event at point z, at time ¢, is formulated in the
following way [11]:

1 ¢ l ’ NS,
o(x',t")dx'dt' > o, (3)
T Jt—1 d xz—d

where 7 is the microstructural time of a fracture process (or fracture incubation time) - a
parameter characterizing the response of the material to applied dynamical loads (i.e. 7 is
constant for a given material and does not depend on problem geometry, the way a load is
applied, the shape of a load pulse or its amplitude). d is the characteristic size of a fracture
process zone and is constant for the given material and chosen scale. d is calculated in the
following way d = %% [1]. o(x,t) is stress at a point z, changing with time, and o, is its
critical value (ultimate stress or critical tensile stress found in quasi-static experiments).
Fracture criterion (3) is integrated into numerical scheme which is based on finite element
method. ANSYS software package is used as a solver and fracture criterion is implemented
via ANSYS user programmable feature (UPF) in FORTRAN. In addition to this external
program in C+-+ is used to control and optimize solution progress and manage output
data. Element size in the mesh is chosen to be equal d and thus minimal length of a
microcrack in the sample will be also equal d which is in agreement with approach based
on (3). Time step of the solution is chosen to be smaller than time needed for the fastest
wave to pass through single element of the mesh.

In the constructed mesh each element has its own set of nodes - neighbor elements do
not have common nodes, however nodes with equal coordinates have coupled degrees of
freedom. This means that while condition (3) is false they behave as a single node, and as
soon as (3) is true the nodes are separated and new surface appears.

4 Results

Experiments for incubation time evaluation in ceramics have not been performed yet and
value of 7 for ZrOy(Y203) ceramic is unknown. However this makes it possible to inves-
tigate influence of incubation time alternation on fracture process features. Reasonable
range for possible incubation time variation was chosen keeping in mind values typical for
other brittle materials [9].

4.1 Fracture surface evolution

At each step of the solution fracture surface area is calculated in the external program.
While fracture surface area is calculated axial symmetry of the problem is considered:
length of each microcrack is multiplied by the distance to symmetry axis and then added
to the total fracture surface area. When fracture surface area stops to increase the solution
is stopped. Typical graph of fracture surface area - time dependence is presented in figure
1.

It should be noticed here, that parts of the ceramic target separated in course of the fracture
process do not interact with each other, which is, of course, a significant simplification of
the model. This simplification can have a kind of physical reasoning, connected to removal
of energy from the system (as separated parts are no longer interacting with the fracturing
media), that in real experiment is consumed by fracture, including heating, surface energy,
acoustic emissions, material dumping, etc. Possibly, interaction of separated particles with

161



Proceedings of XLIII International Summer School-Conference APM 2015

—— Fracture surface area

Fracture surface area (m?)
g
H

e o Figure 1: Fracture surface area
S A S A as a function of time.

Time (s)

other particles, plunger and the resting bulk of ceramic material should not be neglected,
but this is the topic for a future study.

As plunger initial velocity is altered the amount of energy spent for fracture changes. Thus
the induced damage also changes. Figure 2 depicts dependence of final fracture surface
area on plunger initial velocity. These calculations were performed for 1 s incubation time
value. Variation of incubation time value provided dependence of final fracture surface area
on 7 (see figure 3). As seen from the graph higher incubation time values correspond to
bigger final fracture surface area. This may be referred to the fact that greater incubation
time values induce fracture closer to the sample edges. The data was obtained for 100m/s
velocity of the plunger. Variation of the incubation time used in fracture criterion (3) in
fact, means the variation of the material as the incubation time is a material property
responsible for material response to dynamic loading.
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4.2 Fragmentation

In this study the mesh of the target is interpreted as a graph with elements being nodes of
this graph. If two elements are separated by a microcrack two nodes of the graph have no
edge between them. Such approach allows application of well developed algorithms from
graph theory to investigate fragments of the target (connected components from the graph
theory point of view). Variation of the incubation time value provided an opportunity to
investigate dependence of number of separate fragments appearing as a result of fracture
on incubation time. This dependence is presented in figure 4. As incubation time increases
number of fragments drops. In addition to this distribution of sizes of fragments was
studied (figure 5). Omne should note here that several points were eliminated from the
graph to highlight zone of interest (middle-sized fragments).
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4.3 Surface energy. Dynamic analogue of Griffith’s constant

The classical approach to fracture mechanics going back to Griffith [12] is based on the
statement that a crack propagates if this process leads to a decrease in the total energy II
of the system. For a plate of unit thickness, the crack-growth conditions can be written as

=2y, 0
Griffith initially interpreted the quantity 2+ as the surface energy, because it represented
the specific work (per unit area) expended to form a new surface. Irwin and Orowan
showed that this quantity should be interpreted as the total work (including the plastic
one) in the fracture zone. This work can be taken as the resistance to a certain dissipative
process proceeding in a small region near the crack tip. The study of this characteristic
includes the determination of its physical origin (different for different classes of materials)
and its measurement.
For the case of linearly elastic body the Griffith’s constant is equal to

2

KIc
iy (5)

where E' is Young’s modulus and K, is critical stress intensity factor for mode I loading.
Thus, v can be indirectly determined in this case from the standard tests. However it was
shown [13] that in case of dynamic loading surface energy appears to be much higher than
values obtained for static cases.

In the present study the energy spent for fracture II is calculated as difference between
initial (F) and residual (F,) kinetic energies of the plunger. These energies are calculated
using formulas E = mV?/2 and E, = mV,?/2 where m is the plunger mass and V and
V, are initial and residual velocities of the plunger. To calculate dynamic analogue of
Griffith’s energy - 74 - one should apply the following formula:

_
’Yd_ dS Szov

where S is the area of fracture surface created in a result of interaction. Calculation of
~vq using (6) gives v4 = 1171# for the studied case. This value is considerably higher
(approximately an order of magnitude) than fracture surface energy evaluated in quasi-
static loading conditions [14].

(6)
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5 Conclusions

The presented research is the first attempt to analyze and simulate dynamic fracture of
ceramics due to impact of steel plunger applying incubation time approach. Dependen-
cies of final fracture surface area and fragmentation properties on incubation time (and
thus material) were investigated. Moreover fracture surface area for dynamic fracture was
calculated appearing to be an order of magnitude higher than the value for static loading
conditions.

6 Acknowledgments

The authors acknowledge Saint Petersburg State University for a research grant
6.39.319.2014. The research and publication preparation was also supported by RFBR re-
search grants 14-01-00814 and 13-01-00598, the President Grant for Government Support
of Young Russian Scientists MK-7596.2015.1 and the academic programs of the Russian
Academy of Science and FP7 EU MARIE CURIE Project TAMER No. 610547

7 References

References

[1] Petrov Y V 1991 On "Quantum" Nature of Dynamic Fracture of Brittle Solids. Dokl.
Akad. Nauk USSR 321,66-8

[2] Ravi-Chandar K 2004 Dynamic Fracture (Elsevier) 264

[3] Bratov V 2011 Incubation time fracture criterion for FEM simulations Acta Mechanica
Sinica 27(4) 541-49

[4] Bratov V, Petrov Y 2007 Application of incubation time approach to simulate dynamic
crack propagation Alnternaitional Journal of Fracture 146 53-60

[5] Masaki T 1986 Mechanical Properties of Toughened ZrO2-Y203 Ceramics Journal of
American Mechanical Society 69(8) 638-40

[6] Winnbust A J A, Keiser K, Burggraaf A J 1983 Mechanical Properties and Fracture
Behaviour of ZrO2-Y203 Ceramics Journal of Materials Science 18 1958-66

[7] Bratov V' A, Morozov N F, Petrov Yu V 2009 Dynamic Strength of Continuum (St.
Petersburg University Press, Saint Petersburg) 224

[8] Kazarinov N, Bratov V, Petrov Y 2014 Simulation of Dynamic Crack Propagation
under Quasi-Static Loading Doklady Physics 59(2) 99-102

[9] Smirnov V, Petrov Yu V, Bratov V 2014 Energy of a solid sphere under nonstationary
oscillations Science China Physics, Mechanics and Astronomy 55(1) 78-85

[10] Petrov Y V, Taraban V V 1999 On Process Zone Size Criteria of Fracture In Brittle
Solids Physico-Chemical Mechanics of Materials 1 77-82

[11] Morozov N, Petrov Y 2000 Dynamics of fracture (Springer-Verlag, Berlin.)

164



REFERENCES

[12] Griffith A 1921 Phenomena of Rupture and Flow in Solids Philosophical transactions
of the Royal Society of London A221 163-98

[13] Bratov V A, Gruzdkov A A, Krivosheev S I, Petrov Yu V 2004 Energy balance in the
crack growth initiation under pulsed-load conditions Doklady Physics 49(5) 338-41

[14] Lawn B 1993 Fracture of Brittle Solids ¢I'Y Second Edition (Press Syndicate of the
University of Cambridge, Melbourne) 378

Nikita Kazarinov, Saint Petersburg State University, Universitetskaya Emb. 7-9, 19905/,
Russia

Viadimir Bratov, Saint Petersburg State University, Universitetskaya Emb. 7-9, 199034,
Russia

Yuri Petrov, Saint Petersburg State University, Universitetskaya Emb. 7-9, 199034, Russia
Lucjan Witek, Rzeszow University of Technology, al. PowstaEhclyw Warszawy 12, 35-959
Rzeszow, Poland

Arkadiusz Bednarz, Rzeszow University of Technology, al. PowstaEhclyw Warszawy 12,
85-959 Rzeszow, Poland

165



Proceedings of XLIII International Summer School-Conference APM 2015

A simple numerical model of a geometrically
nonlinear Timoshenko beam

Chris Keijdener, Andrei V. Metrikine
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Abstract

In the original problem for which this model was developed, one-
dimensional flexible objects interact through a non-linear contact model. Due
to the non-linear nature of the contact model, a numerical time-domain ap-
proach was adopted.

One of the goals was to see if the coupling between axial and transverse
deformations had an influence on the results and so this capacity had to
be included. In addition, large deformations should be allowed as well as
non-prismatic, non-symmetrical cross-sections and inhomogeneous constitu-
tive properties. To accommodate these requirements the linear model which
was being used, was upgrade to meet these requirements.

The model created with the procedure explain in this paper consist of dis-
crete masses connected by a set of nonlinear springs. The expressions for the
masses and springs are obtained by discretization of the continuum represen-
tation of a Timoshenko beam. The required number of springs is proportional
to the desired order of geometrical nonlinearity the model should accurately
capture.

This paper explains the procedure to create a model which can accurately
capture geometrically nonlinear effects up to a desired order..

1 Introduction

While studying the interaction between level ice and a downward sloping structures, the
question arose whether axial deformation and buckling had an effect on the breaking length
of the ice. To investigate this, the linear discrete element model of a Timoshenko beam was
improved so that it could accurately capture geometrically nonlinear (GN) effects as well as
non-prismatic, non-symmetrical cross-sections and inhomogeneous constitutive properties.
The linear model used falls in the category of discrete models whose origin is generally
credited to [4] whom introduced the framework method to solve the plane stress problem.
The earliest derivation found of a discrete system which accurately captures a Timoshenko
beam was done by [3]. These models have been applied to study cracked beams [1| and
moving loads [9].

In all works listed above, the authors assumed an element layout (the number of springs
and their geometry) which involves some level of judgment and trial and error to obtain
an element layout which can be matched to the continuum. The matching results in
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expressions for the parameters of the discrete model, such as the springssI € stiffness and
their geometry, in terms of quantities of the continuum such as the area, YoungsI €s
modules or density. In this paper we take the more traditional approach by directly
discretizing a continuum. A consequence of directly discretizing the continuum, is that the
element layout is obtained as a result of the derivation rather than a starting point like it
was in previous works. The linear models and their element geometries can be obtained
by linearizing the GN models derived in this paper.

In the first part of this paper the procedure is derived for obtaining discrete models which
can accurately capture GN effects up to a given order. Next, using this procedure, the
simplest possible model is created and is used to validate the procedure.

2 The discrete element

In this paper we start with the kinematic assumptions as defined in [6, 7]:

Figure 1: A non-prismatic, non-symmetric beam. The dashed line is the chosen
reference axis while the dotted line is the neutral axis of the cross-section. The
distance r; is the offset between the two. For beams with a cross-section which is
symmetric with respect to its neutral axis, r; will be zero for all elements. However,
for non-symmetric beams r; will be none zero and vary along the length. The coor-
dinate s runs along the chosen reference axis and the coordinate h runs tangential
to it.

To ensure that the deflections of the beam reside in the x,z-plane, the cross-section and
loading are assumed to be symmetric with respect to this plane. From this continuous
beam a piece is cut with a length [. The potential energy of this piece is:

Sn+l/2
pzece e = / / S h) dA dx
sn—1/2
sn+l/2 (1)
pzece v = / T (8, h) Y (S, h) dA dx
sn—1/2

where s,, is the midpoint of the piece, o is the normal stress, € is the normal strain, 7 is
the shear stress and + is the shear strain and all the constitutive properties are allowed to
be a function of s. This continues piece is now discretized using finite differences. In this
paper a two-point discretization scheme is used for simplicity, resulting in a linear element
as can be seen in the figure below.
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i

\ \
PV

Figure 2: The element n which is part of a Timoshenko beam and connects nodes ¢
and j.

Due to the presence of two nodes per element, the following expressions relate the contin-
uum and the discrete element:

0x(s)
s

Tj+ X
2

+0(),

xj—x; =1 = 2 (s)] =y, +O (1?) (2)

S=8np,

In these equations the z-displacement was used but the same relations apply to any prop-
erty which is a function of s, such as z(s,h) or (s, h). These relations also show that
for all s-dependent constitutive properties, the value half-way the element should be used,
again resulting in a second order error in their discretization. This will be denoted with a
subscript n, so for instance E, stand for E(s)|,_, . This discretization also requires the
inhomogeneous or non-prismatic nature of the beam to be smooth so that higher order
derivatives with respect to s are small.

After discretization the integral over s becomes trivial as all s-dependencies have been
removed and so the expression for the potential energy (Eq. (1)) of the discrete element
becomes:

Vioe = ;/n on (h)en (h) dA "
Vi = é/I4n Tn (h) Y (R) dA

where o, €,, 7, and 7, are the stresses and strains of the element. These will be defined
in the next section which covers to potential energy of the element. The kinetic energy is
discussed afterwards.

2.1 Potential energy

The following geometrical relations apply the element shown in Figure 2 (note that all
coordinates are global):

& (h) = x; + (h + 71,0) cos (pi +7/2) = x; — (h 4 11,,) sin (¢;)
zi+ (h+ripn)sin (o +7/2) = z; + (h 4+ r1,,) cos (i)
=xj — (h+71,)sin(¢;)
zj + (h+rin)cos (¢j)
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Similarly to what is done in infinitesimal strain theory, [8] the normal and shear strains
are defined using the relations in Eq. (4):

iy = =t Bl (ARG T Az - 1) 5)
—In (h) = i (h) _‘Q_’yj (h) - g — Y0,n
=5 (e 5) ~ e+ (54 5) ~an®) = 5 =0 (6)
Yi +pj

= B — Qp (h) —Yo,n = Pn — Qn (h) — Yo,n

— Tn (h) = OQp (h) —n+ Y0,n

B AZa (h)
oy, (h) = arctan (AXn(h)> )
AXy, (h) = 2j (h) = &i (h), AZy(h) = 2 (h) — Zi (h)

where [,, is the current length of the element, Al, is the elongation of the element, 7, is
the shear angle of the element where —7/2 subtracts the default shear angle which account
for the fact that by default the cross-section is perpendicular to the beam axis and vy,
accounts for any non-zero shear angle in the undeformed state, Ax, and Az, are the
distance between the two nodes in their respective direction and is the undeformed length
(element size) given by L(N + 1) where L is the length of the beam and N is the total
number of elements.

Next the following linear stress-strain relations are assumed:

on = Epen (h) = %Aln (h)
Tn = Gnyn (h)

(8)

Usage of nonlinear materials is also possible as long as both stresses remain uncoupled.
Using these relations, the potential energy of the element becomes:

| [ E
ne == [ —5AL A
Ve 2/An Al (h) d

Vi = % /A Gny2 (h) dA

The next step is to solve the two cross-sectional integrals.

2.2 Solving the cross-sectional integrals

Due to the complexity of the expressions for the elongations, analytically solving the cross-
sectional integrals (CSI) in Eq. (9) results in so many terms that it makes evaluation
impractically slow. Because of this, we seek to find an approximate system for which the
integral can be solved, whose error compared to the exact solution of the CSI is acceptable.
The first step in finding this approximate system is to investigate a Taylor series expansion
(TSE) of the squared strains. The TSE is done for an element which is part of a beam
whose undeformed shape is a straight line and which is not subjected to any pre-stress.
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The approximate system will prove to be independent of these two assumptions. The TSE
of the element can be written in the following form:

I E,

Ve = 212/ Bnoh® + Buih' + Bnoh® + .. + By ooh™
An (10)

l
Vn,w = 2Gn/ Cn,oho + Cn’1h1 + Cn’QhQ + ..+ Cn,oohoo
An

where the coefficients By and Cy contain all terms which are proportional to k" of their
respective strain and so on. The order of h-dependency goes up to infinity because the
normal strain contains a square root and the shear strain an arctangent.

Because the strains were assumed to be constant over the width of the beam, the CSI is only
dependent on h. Looking at Eq. (8) however, these h-dependencies are all multiplications
with a certain order of h. These simple dependencies on h allow the CSlIs to be calculated
in a trivial manner if two assumption are made: 1) that the elasticity of the material is
uniform over the cross-section and 2) that all terms which result from the TSE have the
same profile over the height as the strain they originate from. This implies that higher
order strain components, for instance say those in B,, 5, have the same profile as the normal
strain they originates from, which is a linear profile. Under these assumptions the integral
in Eq. (10) evaluates to:

LEn
212 J,,

l
Viny = 2Gn/ Cn,oho + Cn’lhl + Cn72h2 + ..+ Choch™
A'fL

Ve = Bunoh® + Bpih' + Bhah® + .. + By ooh™

(11)

Both equations contain infinitely many terms. However, if this expansion is truncated at a
certain order w, which then defines the mazimum order of geometrical nonlinearity of the
discrete system, the expansion only contains a finite number of orders:

I E
Vg‘z) = 572” (AnBTL,O + ATLTLTLBTLJ + Ian’Q + . + An?”men’w)
(12)
[
VS?) = iGn (ﬂO,nAnCn,O + "fl,nAnrl,nCn,l + RQ,nInCnQ + ..+ Hw,nAnCn,w)

The order of GN of a term in the expansion is defined as the total number of s-dependent
variables in that term. The relation between the total number of unique solutions to the
CSIs and w is shown in the table below:

v |1 2 3 4 5 6

Table 8: The total number of unique solutions to the CSI for different orders of GN
(w) for both strains

To give an example, the 3 unique solutions to the CSIs in the potential energy of e,
truncated at w = 1 are A,, A,r1,, and I,,. Apart from an anomaly in the lower orders
of the normal strain, there is a linear relation between w and the highest order of w-
dependency in the CSIs. This relation forms the basis of the approximation of the CSls.
If the discrete system is only required to be accurate up to a certain order w, the number
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of solutions to the CSIs is finite. To ensure that the approximate system can accurately
capture all GN effects up to order w, a solution is sought in the following form which is
based on Eq. (9):

I E, Q- ,
=5 = Z ko g A2 (h = hypq) dA
n;y = / Z gn q’yn nn,q) dA

where &, 4 and g, 4 are unknown dimensionless scaling factors, h, 4 and 7, , are unknown
offsets of the springs with respect to the chosen reference axis and @, and @, are the
total number of springs. The evaluation of the strains at a specific offset (hy, 4 and 7, 4)
effectively turns the continuously distributed elasticity into a discrete spring with a certain
offset, visualized below.

Qi

PV

Figure 3: The continuously distributed normal strain has been replaced by a spring
with a certain offset h,, ,. The same applies to the shear strain.

This means that the integral over the cross-section has been replaced by a summation of
springs, each with an unknown scale and offset. To understand the implications of this
approximation, the truncated TSE of the approximate form (Eq. (11)) and the exact form
(Eq. (13)) are compared (the exact same can be for the shear energy):

1 E,A
VS,UE) = 5% (Bn,O + 7ril-Bn,l + ..+ ran,w)
14)
. lE A R . R (
@1 Z g (BuohSs g + Boihhg + o+ BoohZ, )

At this point it is important to understand how the approximation differs from the exact
solution, but, more importantly, how they are similar. Because the I Estrain equationsI Ne
for each spring is based on those of the continuously distributed strain, their TSE will be
exactly the same apart from their dependence on h. This means that for any given state
of the elements the strain components which are contained in their respective TSE will
be exactly the same. This means that By = By and Cy = Cp and the same holds for all
other orders. The different dependence on h results in a different type of solution to the
CSIs: for the continuum the integral actually integrates over different orders of A while
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the approximate system has become independent of h due to the substitution and so the
integral evaluates to A, for all terms. However, as the approximate system still has two
unknowns per spring, the two equations in Eq. (14) can be matched, so that the CSI of
both systems ends up being the same. This results in the following set of equations:

Qe Q~
Z kn’qhqu = 1 Z gn’qngzq = I{O,TL
q=1 q=1
Qe Q~
Z k”’qhiyq =n Zg”vq”}%q = Kin
— e (15)
q= q=1

Qe Q~

w w
E :knaqhmq =Twmn § In.q'ln,g = Ron
q=1 q=1

where ro. n =1/4, fAn RO dA, Ko,n is the Timoshenko shear correct factor and k1.
are its higher order equivalents. The right hand side of both sets are different as the
continuous normal and shear strains have a different distribution along the height. The
total number of equations to be satisfied is equal to the number of unique solutions to the
CSIs, which was shown in Table 1. Each spring has a total of two unknowns: its offset
and scaling factor. Since the same number of unknown is needed as their are equations,
the required number of springs (Q. and @) becomes:

Qe =max ([w/2],2), Qy = [w/2] (16)

where the brackets indicate the ceiling function and the minimum of two normal springs
is due to linear bending effects being proportional to I,.

With all the unknowns determined the discrete element can accurately capture the poten-
tial energy up to the specified order of geometrical nonlinearity . This means that the
resulting discrete element is not an exact solution to the CSI and thus will have an error
compared to that exact solution. This error is independent of the mesh size and manifests
itself as an incorrect solution to the CSIs for orders higher than w. The error can be
reduced by increasing w but for a given order of w there will be a non-converging error.
Note that higher order (in terms of h) CSIs are also multiplied with higher order (in terms
of @) strain components. The error in the incorrect solution to the CSI is therefore only
as important as the s EmagnitudesI Ne of the strain component it is multiplied with. As
the influence on the solution (displacements, stresses, etc.) diminishes as the order of the
strain components increases, the influence of the error to the CSI also diminishes.

The final item to consider is the state which was used to perform the TSE and whether
this has any influence on the matching process. A different state does result in a different
TSE of the potential energies but can always be rewritten in the form show in Eq. (10).
The strain components contained in By, g0 and C), 0.0 will be different they will still be
equal to Bn,o..oo and CAﬂo,,oo since both are based on the same strain equations. This means
that the matching process is independently of the state used for the TSE. The absolute
value of the non-converging error will be slightly different for each state, as in each state
the importance of higher order is slightly different. However, in general the importance
of higher orders is small and so the overall magnitude of the non-converging error will be
independent of the state of the system.

This ends the discretization of the potential energy. The next step is to consider the kinetic
energy.
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2.3 Kinetic energy

The kinetic energy requires the velocities. Based on Eq. (2) the expressions for the
velocities of the element are:

Ty = ——— = = o (& — (h+11) cos () ; + @5 — (h+11) cos (i) ;)
itz 1 (a7)

3 Zi T Zj . . . . . .

Zn = # =3 (25 — (h+71)sin () ; + 25 — (b +71) sin (p;) cpj)

Using these relations the kinetic energy of an element becomes:

l ) )

T, = / 0 (xi + zg) dA (18)
2Ja

Luckily, the expressions for the velocities are much simpler than those of the strains and so
the CSI can be solved analytically under the assumption that the density is uniform over
the cross-section:

T, = 2 ((=cos (i) @i = cos (127) ;)" + (= sin () & — sin (95) ¢;)°)

8
m . . . .\ 2
+Tn($z — 11,008 (¢;) @; + &5 — 71,008 (¢5) gpj) (19)
m . . . . . .\ 2
+Tn(yi — T, Sin (9i) @; + 95 — 11 sin (@) %‘)

where J,, = fAn pnh?l dA = ppl (I, + r1nAy) and my, = fAn pnl dA = ppAnl. With this,
both the kinetic and potential energy of the discrete element have been defined and so the
Lagrangian of the system if known.

Finally, to avoid numerical issues the arctan2 function should be used when computing
the shear angle v,. In addition, the vector containing the shear angle of all elements can
contain jumps of 27 because the range of «,, is limited to the range of the arctan2 ([—m, 7])
while ~,, does not have this limitation. These jumps should be removed from the vector.

3 Model validation

This chapter will validate the methodology derived in this paper. The first step is to create
a model. The model is then validated against solutions found in the literature.

3.1 Creating a simple beam model

The only step to be done in creation of the model is to perform is matching in Eq. (15).
To perform the matching, the order of GN of the model has to be set. w is set to 1 as this
results in the fastest model possible and its performance is already sufficiently accurate.
To further simplify the model, the anomaly visible in Table 1 is investigated to see which
terms are proportional to I, as those are the once which necessitate the second axial
spring. An investigation shows that the anomaly is caused by linear bending effects, e.g
f A Ez%¢,. dA = El¢,,. This strain component could be capture by the second axial
spring, as previously suggested, but can also be captured by a rotational spring. As the
rotational spring is faster, we opt for that solution. This results in the following set of
equations, similar to Eq. (15):

l{:nh% =1 gnng = Ko,n l | E, I,
1 _ ) 1 _ _ ) 7kn,rot =5 12 (20)
k”hn =Tin nllp = Kin = KonT1n 2 2 1
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where k,, ;.o is the unknown stiffness of the rotational spring. This set of equations is readily
solved. The equations of motion (EOMs) can now be obtained using the Euler-Lagrange
equation. The EOMs were implemented in matlab at used to compute the results in the
following section.

3.2 Validation

The model is now validated against solutions found in existing literature:

e Cantilever with small point load at the end (linear behavior): quadratic convergence

e Cantilever with large point load at the end (GN behavior) (from |2]): initial converges
quadratically but then converges to a non-decaying error, see below:

Relative error in log10 [-]

Horizontal error
Vertical error

yyyy
T

....................

1 2 4 8 16
Element density [#/m]

e GN cantilever with large moment causing the beam to roll up to a circle: exact
(error is equal to the error of the Newton-Rapson scheme used to solve the nonlinear
problem):

Error in log10 [rads]

-12.51

-12.6

-12.7F

-12.8f

-12.91

-13

1 1 1

0.5

1 2 4 8
Element density [#/m]

16

e Axial buckling: the converged predicted buckling load has an error of about 0.44 %
when compared with the buckling load given by EulersI €s formula.

¢ Eigenfrequencies (from [2]): quadratic convergence

e GN cantilever with follower load (from [5]): good agreement, see below:
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4 Conclusion

A simple way to derive a discrete model of a geometrically nonlinear Timoshenko beam has
been presented. The model does not include warping effects and there are no compressive
effects in transversal direction. However, for problems where these effects can be ignored,
the results of the model are in good agreement with existing formulation. The relative ease
at which the model can be implemented makes it ideal for educational purposes.

Acknowledgements

The authors wish to acknowledge the support from the Research Council of Norway through
the Centre for Research-based Innovation SAMCoT and the support from all SAMCoT
partners.

References

[1] Attar, M., Karrech, A., & Regenauer-Lieb, K. (2014). Free vibration analysis
of a cracked shear deformable beam on a two-parameter elastic foundation us-
ing a lattice spring model. Journal of Sound and Vibration, 333, 23598 Y2377.
d0i:10.1016/j.jsv.2013.11.013

[2] Gerstmayr, J., Matikainen, M. K., & Mikkola, A. M. (2008). A geometrically exact
beam element based on the absolute nodal coordinate formulation. Multibody System
Dynamics, 20, 35987 Y384. doi:10.1007/s11044-008-9125-3

175



REFERENCES

3]

4]

5]

6]

7]

8]

9]

Heinsbroek, A. G. T. J., & Blauwendraad, J. (1989). Reinforced concrete beams under
shock loading, linear and nonlinear response. Heron, 34(3).

Hrennikoff, A. (1941). Solution of Problems of Elasticity by the Frame-Work Method.
Applied Scientific Research, A8, 1698l Y175.

Simo, J. C., & Vu-Quoc, L. (1986). A three-dimensional finite-strain rod model. part
IT: Computational aspects. Computer Methods in Applied Mechanics and Engineering.
d0i:10.1016 /0045-7825(86)90079-4

Timoshenko, S. P. (1921). On the correction factor for shear of the differential equation
for transverse vibrations of bars of uniform cross-section. Philosophical Magazine, 744.

Timoshenko, S. P. (1922). On the transverse vibrations of bars of uniform cross-section.
Philosophical Magazine, 125.

Wikipedia. (2015). Geometric derivation of the infinitesimal strain tensor. Retrieved
February 18, 2015, from http://en.wikipedia.org/wiki/Infinitesimal strain _theory

Yavari, A., Nouri, M., & Mofid, M. (2002). Discrete element analysis of dynamic re-
sponse of Timoshenko beams under moving mass. Advances in Engineering Software,
33(3), 1438I'Y153. doi:10.1016/S0965-9978(02)00003-0

Chris Keijdener, Stevinweg 1, 2628 CN Delft, The Netherlands
Andrei V. Metrikine, Stevinweg 1, 2628 CN Delft, The Netherlands

176



High-Order Numerical Scheme for Attached Vortex Layer Intensity Computation
in 2D Vortex Element Method

High-Order Numerical Scheme for Attached
Vortex Layer Intensity Computation in 2D Vortex
Element Method

Kseniya S. Kuzmina, Ilia K. Marchevsky
kuz-ksen-serg@yandex.ru, iliamarchevsky@mail.ru

Abstract

The numerical simulation of two-dimensional viscous incompressible flow
around airfoils by using vortex element method is considered. The numerical
scheme and the corresponding algorithm for this method are usually presup-
pose the replacement of the airfoil with the polygon which consists of panels,
and the unknown vortex layer intensity is assumed to be piecewise-constant
on the panels. The accuracy of this scheme varies from O(h?) to O(h3) for dif-
ferent airfoils (h is the panels’ length). In the present research new high-order
numerical scheme is developed. The solution approximation as well as airfoil
boundary approximation is improved — vortex layer intensity assumed to be
not piecewise-constant, but piecewise-linear or piecewise-quadratic on the pan-
els, and the curvilinearity of the airfoil’s boundary is taken into account. In
order to obtain linear algebraic equations system least squares method is used
instead of collocation-type conditions in separate control points or on average
on the panels. It is shown that the developed scheme has higher accuracy or-
der than the previously known schemes. For some particular model problems
(flow around circular, elliptical and Zhukovsky airfoils) this approach allows
to obtain solution with accuracy O(h®).

1 Introduction

Vortex Element Method that belongs to particle-type meshless Lagrangian CFD method is
very useful when solving number of engineering problems, especially fluid-structure inter-
action (FSI) problems, when the fluid domain varies in time and the flow can be considered
incompressible.

In 2D case there are some approaches for solving the Navier — Stokes equations by using
vortex methods, one of the most useful is Viscous Vortex Domains Method (VVD) which
is based on the so-called ‘diffusive’ velocity computation for vortex wake evolution simula-
tion [1]. The accuracy of the flow simulation and aerodynamic loads computation depends
on many factors. The most important factors are:

e the accuracy of the airfoil approximation;

e the accuracy of vortex layer intensity on the airfoil surface computation;
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e the accuracy of the vortex wake approximation and its evolution simulation.

Normally in 2D Vortex Element Method the intensity of vortex layer is computed as solu-
tion of singular boundary integral equation of the 1-st kind [2], and this approach sometimes
leads to significant errors and even to qualitatively wrong results [3]. However, there exists
the alternative approach that corresponds to solving Fredholm-type integral equation of
the 2-nd kind [4]. The authors have developed this approach and it allows to raise the
accuracy considerably [3].

But the further accuracy improvement is restricted to the accuracy of the airfoil approxi-
mation. In the present research the algorithm is developed and the corresponding quadra-
ture formulae are derived which allow to take into account the curvature of the airfoil.
This approach allows to consider the solution to be piecewise-linear or piecewise-quadratic
along every curvilinear part of the airfoil whereas in traditional approaches the solution is
assumed to be piecewise-constant along straight airfoil’s panels.

The mentioned ideas are very close to well-known ‘panel methods’ [5], but there are some
significant differences. Firstly, we don’t assume the solution to be continuous along the air-
foil — it is important for correct flow simulation around airfoils with angle points and sharp
edges. Secondly, in order to obtain linear algebraic equations system we use least squares
method along the curvilinear parts of the airfoil instead of collocation-type conditions in
separate control points. And thirdly, we provide integration along the curvilinear parts of
the airfoil using Gaussian quadratures instead of series expansions which are usually used
in panel methods.

The developed approach and numerical algorithm allow to raise significantly the accuracy
of vortex layer intensity computation in Vortex Element Method.

2 Governing Equations

Viscous incompressible media movement is described by Navier — Stokes equations

VAV —V (p) ,
p

where 17(7_", t) is flow velocity, p(7, t) — pressure, p = const — density of the media, v
— kinematic viscosity coefficient. No-slip boundary condition on the airfoil surface and
boundary conditions of perturbation decay on infinity

. ov

+(V-V)V

— — —

V(r,t)=0, 7€K; V(7 t) = Ve, DT t) = peo, |F|— 0

should be satisfied.
Navier — Stokes equations can be written down in Helmholtz form using vorticity vector
Q(r, t) =V x V(7 t):

o0 -

—+Vx(QxU)=0. (1)
ot

Here U(7, t) = V(7 t) + W(7, t), W(7, t) is the so-called ‘diffusive velocity’, which is
proportional to viscosity coefficient [1]:

—

- (VxQ)xQ
T V——————.
€22
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Equation (1) means that the vorticity which exists in the flow moves with velocity U. ‘New’
vorticity is being generated only on airfoil surface, so we can consider that the vorticity
distribution in the flow (7, ¢) is always known.

The streamlined airfoil influence is equivalent to superposition of the attached vortex
Yatt (7, t) and source qqu (7, t) layer influences and free vortex layer (7, t) influence. All
these layers are located on the airfoil surface,

Vit (7, 1) = Vie(F, 1) - (7o £),  qaee(F t) = V(7 t) - 7i(F 1), 7€ K,

where 7i(7, t) and 7(7, t) are normal and tangent unit vectors |6, 3.

In the present research the airfoil is assumed to be rigid and immovable, 80 v, (7, t) = 0,
qatt (T, t) = 0. If the vorticity distribution is known, flow velocity can be reconstruted using
the Biot — Savart law:

V0=t o | (s, £) x (7 - Das+ - ¢ ToDxED g, @)
S

27 |7 — 52 27 |7 — 5|2

Here Vs, = const is uniform fow velomty, S is flow reglon Kis alrfoﬂ surface; vortex layer
intensity and vorticity vectors are 4 = 7k and () = Qk where k is unit vector orthogonal
to the flow plane; for each point at the airfoil surface 7i(7) x 7#(F) = k.

Vortex layer intensity 7(8, t) can be found from no-slip boundary condition on airfoil
surface:

— —

V(rt)=0, 7e€K.

For simplicity we consider the model problem and assume that there is no vorticity in the
flow (2(7, t) = 0) and we need to compute the vortex layer intensity on airfoil surface.
From mathematical point of view this problem is equivalent to ideal incompressible steady
flow simulation around the airfoil. In real unsteady viscous flow similar problem should be
solved every time step.

3 The integral equation for vortex layer intensity
computation

According to (2) and taking into account that the unknown vortex layer intensity (3, t)
concerns to free vorticity which is part of vortex wake, it could be shown that the limit value
of flow velocity on the airfoil surface is equal to (time dependence hereafter is omitted)

V() = Vo + — Wdls - (W) X ﬁ(F)), Fek. (3)

Classical approach which is normally being used in vortex element method, presupposes
that the unknown function () should be found from the equality to zero of normal
component of the flow velocity limit value at the airfoil’s surface:

—

V_(F)-n(f)=0, 7€K. (4)
This integral equation is singular and the principal value of the corresponding integral

should be understood in Cauchy sense [2]. This approach sometimes leads to significant
errors and even qualitatively wrong solution can be obtained.
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In order to solve such problems another approach can be implemented. It is shown [4] that
‘boundary condition’ (4) is equivalent to the following condition

V_(F)-#(F)=0, 7FeK, (5)

which corresponds to the equality to zero of tangent component of the flow velocity limit
value.

It should be noted that in case of smooth airfoils (5) leads to Fredholm-type integral
equation of the 2-nd kind with bounded kernel:

% 3 WV(E)% _ 7(277) = V- 7(7). (6)

The equation (6) as well as the singular equation which follows from (4) has infinitely many
solutions; in order to select the unique solution an additional equation should be solved
together with them:

7{( +()dl, =T. (7)

Total circulation I' of the vorticity layer on the airfoil can be found from problem statement.
For some simplest airfoils it is possible to construct conformal mappings to the circle
and to solve the problem analytically. Exact solutions are found for elliptical airfoils and
Zhukovsky airfoils [3].

4 Numerical scheme for vortex layer intensity com-
putation

4.1 Numerical scheme with straight panels

Normally in vortex methods curvilinear airfoil surface is being approximated with polygon
(whose legs are usually called ‘panels’ and have lengths L;), and vortex layer intensity is
supposed to be piecewise-constant function on the legs.

For this approach the integral in equation (6) can be replaced with the sum of integrals
over panels, which are proportional to vortex layer intensities on these panels. The most
accurate results can be obtained if we satisfy equation (6) not in separate points on airfoil
surface, but on the average on the panels:

N -

1 ;- (F—§ i N .
%L-ZW/ </K Md5s>dlr—z=—m-fi, i=1,..., N

j=1 K; j

Coefficients of this linear algebraic system can be calculated analytically [7].
Numerical experiments show that the accuracy of this approach varies from O(h?) to O(h?)
for different airfoils (fig. 1).

4.2 Numerical scheme with curvilinear panels

In order to construct more accurate numerical scheme we should take into account that
the panels in reality are curvilinear and piecewise-constant approximation of the vortex
layer intensity also can cause the error. It is possible to develop new numerical scheme
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Figure 1: Error of vortex element’s circulations (in logarithmical scale) for numer-
ical scheme [3]: a — elliptical airfoil, dashed line corresponds to O(h?) error; b —
Zhukovsky airfoil, dashed lines correspond to O(h?) and O(h3) error; h is average
panel length

which is based on curvilinear approximation of the airfoil’s surface and piecewise-linear or
piecewise-quadratic vorticity distribution along panels.

It is well-known [2] that vortex layer intensity is unbounded near angle points of the airfoil,
so when constructing high-order accuracy numerical schemes it is important to approximate
the airfoil by a smooth curve. We assume the airfoil’s geometry to be known exactly by its
parametric equations x = z(t), y = y(t), t € [0, 27), so it is possible to calculate not only
coordinates of points on the airfoil’s surface, but also tangent directions at these points.
We demand that the curve which approximates the airfoil on the particular panel, passes
over endings of the panel and has the same tangent directions as the original airfoil. Let’s
denote the beginning of the i-th panel as C; and its ending as C; 11 (these points correspond
to t; and t; 41 parameter’s value); ﬁ»o is unit vector which is collinear to C;C;1; ﬁio is unit
normal vector which is orthogonal to 7° (fig. 2).

Figure 2: Piecewise-polynomial approximation of airfoil’s surface. Dashed line is
the original airfoil’s surface, solid line is its polynomial approximation

For every panel we introduce ‘local’ coordinate system C;&;n;, then points C; and Cj41 cor-

respond to £ = 0 and = L;, where L; = |C;Ci+1|. In order to construct the interpolation
curve we firstly calculate tangents of angles ; and 1; by using the following formulae:

Y (tiv1) — 2 (tiy1) tan(6;)
o’ (tiy1) + ' (tiy1) tan(;)

Y (ti) — 2! (t;) tan(;)
tan p; = ,  tany; = —
= ) o, () tan@)” Y
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Here 6; is angle between i-th panel and Oz axis; «/,, 2’_, y/,, y_ denote right-hand and
left-hand derivatives with respect to ¢ correspondingly.
The equation of the interpolation curve on i-th panel in local coordinates is

pi©) == (),

where the conditions p;(0) = 0, p;(L;) = 0 are satisfied automatically, coefficients a; and
b; can be calculated from the conditions p}(0) = tan ¢;, p}(L;) = — tan;:

a; = tan;, b; =tany; — tan p;.

So the position vector of arbitrary point M which lies on the interpolation curve and has
coordinate & in local system is

OM(€) = OC} + €79 + py(€)0.

Assuming the original airfoil to be C*-smooth on the panel, the difference between the
constructed interpolation curve and the original airfoil is O(L?). It can be proved using
Taylor series expansions.

We approximate vorticity layer intensity distribution along the i-th curvilinear panel by
quadratic polynomial:

%i(§) = i + ﬁié + 5i§-
L, o2
Unknown coefficient values oy, §;, d;, ¢ = 1, ..., N can be found from integral equation (6)

with additional condition (7). In order to obtain the approximate solution of this equation
we use least-squares method and minimize function

1 [ A7) (F—38) 1) o )
U = —_— — =5 dls - VOO : le—
A e e S
— A(}Ig ~(7)dl, — I‘) — min (8)
K
with respect to «;, 5;, 0;, A.

Both outer and inner integrals in (8) can be replaced with the sums of integrals along
curvilinear panels:

All the integrals are calculated in local coordinates, so on i-th panel ¥ = 7;(§), on j-th
panel 5= §;(¢):

N o " o Py o _

7i(€) = OC + €70 + pi(&),  5(¢) = OC; + C70 + by ().
Introducing Jacobian of coordinates transformation

_di,

Ji(§) = e

=)
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according that 7(73(€)) = %(¢) and denoting 7(75(€)) = 7i(€), F(F(&)) = 7(€), we can
write down function (9) in the following form:

V- Z/ (%Z/”“ e zfjﬁg))vj<<>Jj<c>d<—’”§@+
+‘700'7:;2(§)> £)d€ — A(Z/ ~i(&)Ji(§)dE — F>—>min. (10)

Unit tangent vector 7;(§) is calculated not for original curve, but for obtained interpolation:

Unit normal vector 7;(€) is orthogonal to 7;(§).

The only unknown functions in (10) are ;(£), but they are quadratic functions with respect
to &, so

[Poma(€)(Ti(€) — 55(0) CZ
|

FO-50F 2 WC)

Denoting
() - (7€) = 55(Q) ¢ (r) Li £ (r)
d¢ =1, J; ¢ = J",
L “re-sor gy O = 1571, [ e -
we obtain
N 1 Y 1 2
\P=Z/O (272(@ DO+ 10O +512©) — 5 (et g 1oty ) +
i= j= ?

2 N
+‘700'7:%(5)> Ji(f)%—A(Z(%J(O —i—ﬁz +5J( )> ) — min.

i=1
The minimum of this function corresponds to the equality to zero of all partial derivatives
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with respect to «;, 5;, 0;, A:

o Z / ( (JIS‘”@)+m9’<5>+6ﬂi22’<5>)—

(0)
- ;<a + BLE + 5?2) + Voo - ﬁ(f)) (%2755) - ;) Ji(€)de — 2" =0

35k 2/ ( ( i35 ©) + B (£)+5j1§j2>(5)> _

s s ) s ) (R0 16, 0 _

‘%’f Z/ ( < > [y (§>+5jffjl)(€)+5j11.(j?>(,5)> _

1/ ¢ 52 e 1¢ @
‘(‘“@Lﬁ >+V <£>>< e~ 77 ) O MY =0

2

N

v
?M =3 (aiJi(O) + BT + 5Z-Jf2)> —T =0
=1

These expressions can be simplified. If we denote integrals of known functions as

L, Lm
1o = [ 10O m© s 0 = [ H© e de
0 0 "

(u)

and introduce variable v where

()_a37 ’y](l)zﬁj, ’Y]('2):5j7 j=12,..., N,

the system of linear algebraic equations can be written down in compact form:

= N<>1N()U1(> (utr) L (r) _
le ( 52 =5 > (I L;@)—%ij’ fJ Lk) A

=1 =1

k

:-i/(‘?oo.ﬁ@»(i{k(f) g)dg, k=1,2,...,N, r=0,1,2,
0

N
S > = (12)

If we assume the solution to be piecewise-linear on the panels, variables r and u in sys-
tem (12) take the values 0 and 1.
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In order to calculate all the integrals in (12) numerically we use Gaussian quadrature
formula, according to which

b Ngp
/ fl@)de =~ wif(a),
a k=1

where weights wy values and gaussian points positions zj are known [8]. In the present
research ng, = 7; in that cases when approximate integration accuracy is not enough,
special numerical integration procedure, implemented in Wolfram Mathematica, is used.

5 Numerical experiment

We consider circular airfoil with radius R = 1, elliptical airfoil with semiaxes a = 1.0,
b = 0.5 and Zhukovsky airfoil with parameters (a = 3.5, d = 0.4, h = 0.3) under angle of
incidence 8 = /6.

Using the developed numerical scheme with curvilinear panels we firstly compute vortex
layer intensity distribution along the panels («;, §; and J; values) and then integrate it in
order to obtain total circulation on each panels:

B L; 5 52 .

Then using the analytical solution [3] exact values of I'f are computed and then error can
be found:

AT = max |T'; — I'}|.
(2

The results of numerical experiments are nearly the same both for piecewise-linear and
piecewise-quadratic vorticity distribution, but in case of piecewise-quadratic solution ma-
trix of the system (12) sometimes becomes ill-conditioned.

In all cases (for circular, elliptical and Zhukovsky airfoils) the accuracy of the developed
approach is close to O(h®) (fig. 3).

Conclusion

For flow simulation by using vortex methods new numerical scheme is suggested for vortex
layer intensity computation on an airfoil’s surface. The developed approach allows to take
into account airfoil’s curvature, which is important for solution of the integral equation
with high accuracy. Vorticity distribution assumed to be piecewise-linear or piecewise-
constant on the panels. It allows to reproduce discontinuous solutions, which take place
on airfoils with sharp edge (Zhukovsky airfoil). The numerical experiment showed that the
developed scheme has 5-th accuracy order.
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Abstract

Understanding of bone fracture can improve medical and surgical proce-
dures. Therefore, investigation of the effect of bonesI €s microstructure and
properties as well as loading conditions on crack initiation and propagation
is of great importance. In this paper, several modelling approaches are used
to study fracture of cortical bone tissue at various length scales and different
types of loading. Two major problems are tackled: crack propagation under
impact loading and bone cutting in surgical procedures.

In the former case, a micro-scale finite-element (FE) fracture model was
suggested, accounting for bonesl'€s microstructure and using X-FEM for
crack-propagation analysis [1, 2]. The cortical bone tissue was modelled as
four-component heterogeneous materials. The morphology of a transverse-
radial cross section captured with optical microscopy was used to generate FE
models; extensive experimental studies provided necessary mechanical input
data [3]. The problem of bone cutting was treated within the framework of
tool-bone interaction analysis [4, 5]. A two-domain approach was used, with a
process zone simulated using a smooth-particle hydrodynamics method. This
zone was embedded in a continuum domain with macroscopic anisotropic prop-
erties obtained in experiments. This study is supported by analysis of damage
induced by interaction between the cutting tool and the bone tissue using
wedge-indentation tests and considering also the anisotropic behaviour of the
bone.

1 Introduction

Research into mechanical behaviour of a natural composite material - cortical bone tis-
sue - has attracted great attention over the past few decades, not only because of its
important role in structural integrity of a musculoskeletal system, but also due to the
bonesI €s intrinsic hierarchical heterogeneous structure and anisotropic mechanical prop-
erties. Macroscopically, deformation mechanisms of bones differ from those of metals,
polymers and composites since bones consist of a living tissue with a continuously evolv-
ing microstructure. Mechanical properties of cortical bone vary not only from bone to
bone; they demonstrate a spatial viability even within the same bone related to changes
of the underlying microstructure |3, 6]. Dissimilar mechanical properties measured with
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indentation at different anatomical positions provide further information on its heterogene-
ity and anisotropic mechanical behaviour |7]. Considering the wide spectrum of material
properties of cortical bone and its intricate deformation processes associated with various
loading modes and orientations, a further investigation is needed to comprehend variations
of material properties in relation to the local regions and underpinning microstructural
constituents.

Microscopically, complex micro-architecture of the cortical bone tissue has a significant
effect on its mechanical and fracture properties. Anisotropic deformation and fracture be-
haviours observed at macroscopic level [8] are largely attributed to preferential alignment
of micro-constituents at respective length scales, such as osteons and Haversian canals
at micro-scale, or collagen fibrils and mineral crystals at nano-scale. From a fracture-
toughness perspective, those intricate structural hierarchy and material heterogeneity ob-
served in cortical bone tissues can often lead to an improved fracture resistance thanks to
various toughening mechanisms (8, 9].

2 Mechanical behaviour of cortical bone tissue

2.1 Variability of anisotropic mechanical behaviour in ten-
sion and compression

Uniaxial tensile and compressive tests were conducted on specimens of cortical bone to
characterise its deformation behaviours at different loading conditions and orientations.
The specimens used for this study were obtained from mid-diaphysis of fresh bovine femoral
bones from a local butchery shop soon after slaughter since the mechanical behaviours of
bovie and human bones are close. Specimen preparation and storage procedures followed
exactly the generally adopted methods [3, 6]; details can be found in [4, 6]. Dumb-bell-
shape specimens (15 mm in gauge length x5mmx 2 mm) oriented along both the longi-
tudinal and transverse directions of the bone were prepared and divided into four groups
according to their anatomical position (cortices, or quadrants): anterior, medial, posterior
and lateral for uniaxial tension tests (Fig. 1). The same categorisation was applies to
cylindrical specimens (@5 mm x 5 mm) for uniaxial compression test.

Experiments with specimens from four different quadrants of the bone were performed on
an Instron 3366 (Instron, USA) system with a 10 kN load cell under quasi-static loading
conditions. Displacements were measured using an extensometer (2630 Series, Instron)
and a linear variable differential transducer (LVDT) sensor (2601 Series, Instron) in the
uniaxial tensile and compressive tests, respectively. The detailed experimental procedure
can be found in [6].

2.1.1 Results and analysis

The obtained results (detailed in [6]) correlate well with those reported in literature [10]
and indicate that mechanical responses of cortical bone diverge dramatically under different
loading conditions and orientations. Transverse specimens loaded in tension appeared to
be rather brittle and failed at much lower strains compared with those for the longitudinal
direction, but the difference for compression is less prominent (Fig. 2). Regardless of the
loading mode, specimens loaded in the longitudinal direction always demonstrate a higher
stiffness (a higher Youngsl €s modulus) and strength (higher ultimate stress) than those
in the transverse direction. Among the material properties measured for four anatomic
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quadrants, two orientations and two loading modes, the anterior quadrant had the high-
est YoungsT €s modulus in the longitudinal direction, while the medial quadrant has the
highest one in the transverse direction. The lowest values are for the lateral and posterior
quadrants for the longitudinal and transverse directions, respectively. A difference between
the highest and lowest values of the Youngsl €s modulus in each orientation was more than
20%. The relations across different quadrants (Factor A) and loading modes (Factor B)
were compared in terms of significance of variances using a two-way ANOVA analysis (o =
0.05) with a Tukey HSD test. Overall, the results showed a statistical significance in factor
A (between cortices), but there is no uniform significance in factor B (between loading
modes). The interaction between the two factors appears to be negative, which means
that loading modes do not have effective contribution to variability across the cortices and
vice versa. Results of the detailed Tukey HSD tests together with pairwise comparisons
between the studied factors are summarised in [6.

2.2 Fracture toughness of cortical bone tissue

Fracture toughness of cortical bone in different orientations is studied in this section to
deepen our understanding of anisotropy and variability of fracture resistance of the cortical
bone tissue.

Fifteen specimens cut from each cortex of fresh bovine femurs were notched to allow crack
growth along three different orientations relative to the bone axis 8I'Y longitudinal, trans-
verse and radial as shown in Fig. 1. After cutting, specimens were polished and then
checked under microscope to insure that their surfaces were free from scratches and dam-
age. Specimens were kept hydrated in a 0.9% physiological saline solution prior to tests.
All specimens were prepared with the same dimensions, according to British Standard: BS
7448-1: 25 mm x2.72mmx 5.43 mm (total length xwidthx thickness). Also, a very fine
slit of 2.7 mm was produced using a low-speed diamond blade for all specimens according
to the same standard.

The fracture toughness tests were performed on an Instron 3345 single-column bench-top
machine. All specimens were loaded quasi-statically up to failure with a displacement-
controlled loading rate of 1 mm/min. The load was measured using a 5 kN load cell
and the corresponding load-line displacement was acquired synchronously using a LVDT
sensor (2601 Series, Instron, USA), see Fig. 3. The obtained load-displacement curves
were then analysed according to the classification described in BS 7448-1. After tests,
fracture surfaces of all the specimens were gold-coated and analysed using scanning electron
microscopy (SEM).

2.2.1 Results and analysis

Critical values of fracture toughness Jo of the cortical bone tissue were calculated for
three crack-growth directions: longitudinal, radial and transverse; in addition, anisotropy
ratios of the fracture-toughness values were analysed. The obtained experimental data
demonstrated that all specimens exhibited signes of a non-linear fracture process; hence,
the J-integral (Table 1) was used to quantify fracture toughness based on British Standard:
BS 7448-1.

It can be noticed from these results that the fracture-toughness values for specimens cut
from different cortices vary significantly. In general, cortical bone shows higher resistance
to fracture when a crack grows perpendicular to the osteon direction and lower resistance
for those grow parallel to osteons (i.e. radial and longitudinal directions, respectively).
For a crack growing in the transverse direction, specimens from the medial quadrant had
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the highest critical value of J-integral while those from the posterior quadrant had the
lowest. The Tukey HSD test (o« = 0.05) demonstrated statistically significant differences
between medial to posterior (p = 0.035) and posterior to lateral (p = 0.028) cortices.
On the other hand, specimens with radially extended cracks had the highest fracture
toughness for the lateral quadrant and the lowest for the posterior one. The calculated
critical values of J-integral for the radial cracks, ranging from 983 N/m to 2664 N/m,
are significantly lower compared with specimens with transverse cracks. Considerable
differences were found between anterior to lateral (p — 0.027) and posterior to lateral
(p = 0.015) quadrants. Finally, for specimens with cracks extending along the direction
parallel to osteons (longitudinal cracks), the critical J-integral values were comparable
with those for radial cracks, and their highest value was found for the lateral quadrant
whereas anterior specimens demonstrated the lowest. Statistically significant differences
in this case were found between anterior to medial (p = 0.043) and anterior to lateral (p =
0.02) quadrants. Generally, comparing the data between cortices, higher levels of fracture
toughness was usually found in specimens cut from the medial and lateral quadrants. The
disparity between these two groups ranged from as low as 18.3% up to 171%.

Such non-uniform fracture resistance across different cortices of the bovine femur implies
that the variation of microstructure has a great impact on the local fracture processes.
Previous research [3, 6] showed that a change in the volume fraction of constituents at
a microstructural level largely affected local material properties, such as elastic modulus,
yield stress, ultimate strength, which, in turn, influenced fracture properties. Preferen-
tial alignment of microstructural constituents also has an important effect on anisotropy
of fracture toughness. Higher resistance to fracture was found for cracks propagating
perpendicular to osteons, while lower resistance for cracks extending parallel to osteons.
The fracture anisotropy ratios (calculated as ratios of respective values of Jo) between
transversely-orientated cracks and longitudinally- or radially-orientated cracks varied for
different cortices, ranging from 2.13 to 4.36, with the lowest ratio found in the lateral
quadrant and the highest ratio in the anterior quadrant.

Fracture surfaces were analysed for all the tests using SEM. The results obtained for
different crack-extension directions and cortex positions are grouped in Fig. 4. Dissimilar
characters of fracture-surface roughness were evident among the four cortex positions 'Y
an indication of a variety of fracture-toughening mechanisms acting in different cortex
positions. A transition of the underlying microstructure from one type to another could be
the reason for these differences. As shown in Fig. 4, the fracture surfaces from the anterior
and posterior quadrants were relatively smooth compared with those for the medial and
lateral quadrants. Empirical evidence suggested that the surface roughness was associated
with the amount of energy required to generate the fracture surface: a lower level of fracture
energy indicates a smoother fracture surface.

Additionally, a combination of microstructural changes and different crack-extension di-
rections triggered complicated toughening mechanisms, which, in turn, were reflected in
diverse fracture-toughness values and levels of surface roughness. Generally, for the lon-
gitudinal fracture specimens, with crack fronts propagating along the direction parallel
to the osteons, the fracture toughening mechanism was dominated by uncracked-ligament
bridging during the process of osteons splitting, rupture, interface failure and fibre delam-
ination (see Fig. 5 L a,L _b). Similarly, for cracks propagating in the radial direction,
the toughening mechanism was still governed by uncracked-ligament bridging as a result
of osteon splitting or fibre delamination. However, a slight difference in this case was the
existence of interface areas or empty spaces such as cement line or Haversian canals that
had a larger contribution towards crack arrest in these regions. As a result, twists and
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kinks of osteons were observed in the current analysis (see Fig. 5 R_a, R_b). In contrast
to the previous two cases, cracks growing along the transverse direction required a larger
traction force for the crack front to penetrate and cross the osteons as longitudinal strength
of osteons was much higher than transverse one. Cracks were therefore more likely to be
deflected due to imperfections and heterogeneity of the microstructure or cause complete
pull outs of osteons (see Fig. 5 T a). Consequently, higher values of fracture toughness
were obtained and rougher crack surfaces were observed. In the elastic-plastic fracture
regime, the tensional field at the back of the crack tip also promoted a multi-scale bridging
effect through shear sliding between interface regions at different levels (see Fig. 5c¢).

3 Numerical modelling of fracture process of corti-
cal bone under impact loading

3.1 Model configuration for Izod test

An extended finite-element method (X-FEM) was adopted to study crack propagation
in human cortical bone under dynamic loading condition. This model was developed
according to the Izod test configuration shown in Fig. 6 [1]. A cortical-bone specimen
was modelled as a rectangular beam with a pre-notch. Its model had two sections: a
microstructured area 1.278 mm in length and 0.958 mm in width was located in front
of the pre-notch as an area of interest, and a surrounding area of a homogenized bone
material (50 mm in length and 8 mm in width) was implemented to reduce the overall
computational cost. According to the Izod test, a loading condition was set as that of a
rotational impact with 5.33 rad/s immediately before the contact with the specimen. A
hammer was modelled as made of carbon steel, with isotropic material properties. Its elastic
modulus, PoissonsI €s ratio and density were 210 GPa, 0.3 and 7850 kg/m3, respectively.
A master-and-slave contact interaction between the hammer and the specimen was defined
during the impact process. The bottom half of the specimen was fixed completely using
an encastre-type constraint. A 4-node bilinear plain-strain quadrilateral (CPE4R) element
was used in this simulation. Mechanical properties of different microstructural constituents,
such as osteons, interstitial area and cement line were based on the research from Li et al.
[2]. The elastic modulus of cement line was 25% lower than that of the osteons following
a suggestion in Budyn et al. [11].

The model employed X-FEM to simulate crack propagation in the bone specimen. This
simulation technique allows a crack to initiate and propagate along an arbitrary, solution-
dependent path, subject to a local material response. The local crack initiation and evolu-
tion criteria were established using a surface-based cohesive traction-separation criterion.
The initial horizontal 300 Bxm-long crack (pre-notch) was embedded into the homogenized
area next to the microstructured domain (Fig. 6). Crack initiation in a cortical bone is
commonly described as strain-driven; hence, a fracture strain of 0.6% was chosen based
on our previous study [6]. When the fracture strain was reached, damage evolution took
place. The evolution criterion was defined in terms of the fracture energy based on the
fracture-toughness alues obtained in the experimental part of this study (Table 2).
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3.2 Results and analysis

Four models with different statistical realizations of morphologies, obtained for four types
of patients, were developed using random distributions of microstructural constituents (de-
tails in [2, 12]). The results of simulations indicated that the calculated crack-propagation
paths were different for the studied groups, due to variations in spatial distributions of the
microstructural constituents. Crack paths for four groups demonstrated different crack-
deflection characteristics (Fig. 7) [3], with the young group having a lowest extent of
deflections. For the diseased and treated groups, the crack paths exhibited more kinks
compared to the other two groups. Generally, crack propagation was more influenced by
surrounding cement lines and tended to go through Haversian canals. It was previously
indicated that the presence of cement lines might prevent a crack from destroying other
Haversian systems during the fracture process [6].

Comparing the evolution of crack lengths with time for all the studied groups, the difference
was not significant, with a 6.75% standard deviation, for an average crack length of 1.419
mm. Of all the groups, the young group had the lowest crack length (1.37 mm), while it
took the longest time for the crack to propagate through the microstructured area. This
means that the micromorphological characteristics of bone in the young group hindered
crack propagation. According to the trend curves of four groups (Fig. 7), the senior group
had the lowest toughness, while the young group had the highest. For the initial 0.1 ms, the
four groups had similar crack growth rates, with the senior group demonstrating a higher
crack-growth rate after this. Apart from the senior group, the similar trends of crack
propagation were observed in other three groups prior reaching a length of 0.4 mm; then,
the crack in the diseased group began to accelerate quicker than those in the young and
treated groups, confirming a considerable improvement for the treated group compared to
the non-treated group. The results obtained with the developed FE models demonstrated
that micromorphology of bone played a key role in influencing the crack propagation.

4 Experimental and numerical investigation of anisotropic
fracture process of cortical bone due to wedge test

To further elusidate the effect of microstructure on damage initiation and evolution in
cortical bone, a study employing wedge indentation was implemented.

4.1 Experimental analysis

A total number of 40 specimens (30 mm x3mmx 3 mm) were prepared from the mid-
diaphysis of bovine femur for both longitudinal and transverse directions (Fig. 9b) using a
low-speed band saw and then a diamond-coated precision blade (Isomet Low-Speed Saw,
Buehler) under water irrigation. The specimens were further categorised into four groups
according to their anatomic quadrants (anterior, posterior, medial and lateral) in order to
reduce inconsistency caused by material variability across different regions [6]. Penetration
tests were performed using Instron MicroTester 5848 with a 2 kN load cell. The specimens
were kept hydrated in saline solution prior to the experiments and then glued to the testing
base. Four penetrations were made for each cutting direction: perpendicular to osteons (L-
C and L-R planes, Fig. 9a) and along them (C-L and C-R planes) using a standard sharp
cutting tool under quasi-static loading conditions (displacement rate of 1.8 mm/min). A
high-speed camera (Fastcam SA-3, Photron) equipped with a micro-lens (AF Micro-Nikkor
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105mm £/2.8D, Nikon, 5000-7500 fps) was employed to capture the deformation process at
micro-scale.

4.2 Modelling approach

A 3D finite-element modelling approach BI'Y encompassing both conventional and
smoothed-particle-hydrodynamics (SPH) elements BI'Y was implemented using Abaqus /-
Explicit. The developed FE model was configured in accordance with our experimental
setup. A plane-strain condition was assumed throughout the thickness of the tested spec-
imen, and, therefore, to improve the computational efficiency; the cortical-bone specimen
was modelled with the following dimensions: (6 mm x3mmx 0.02 mm) (length xwidthx
thickness), with symmetric boundary conditions applied to both front and back sides in the
x-y plane as shown in Fig. 9d. The bottom surface of the specimen was fully constrained,
while two lateral edges were constrained in the y-z plane. Particle elements (PC3D) were
implemented in the middle part of the specimen with a width of 0.4 mm in the x-y plane
(Fig. 9d). The remaining two sections were modelled using continuum elements (C3D8R).
Tie constrains were applied at the boundaries between continuum and particle elements.
The cutting tool was modelled as an analytical rigid body with its geometry measured
using optical microscopy.

The bovine cortical-bone specimen was modelled as transversely isotropic elasto-plastic
material incorporating the HillsI'€s anisotropic yield criteria and progressive degradation.
The material properties used in the model were obtained mostly in the experiments per-
formed in this study (see Table 1 & 3).

4.3 Results and analysis

Penetration of the cutting tool was implemented in different directions: perpendicular to
osteons (L-C and L-R planes) and parallel to osteons (C-L and C-R planes). The obtained
results indicated strong correlation between the penetration force and orientation of the
microstructure, and varied considerably across different cortices. Generally, cortical bone
exhibited a higher peak force when the tool penetrated perpendicular to osteons (L-C and
L-R) with more energy required to cause damage; and a significantly lower peak force
when the penetration direction was parallel to osteons (C-L and C-R), due to relatively
low levels of stiffness and toughness. The anisotropic ratios defined as the ratios between
penetrations perpendicular to osteons and parallel to them are demonstrated in Table 4.
Apparently, the anisotropy ratio varied from one cortex to another in the range from 1.43
to 2.15, with the lowest ratio found in the lateral quadrant and the highest ratio in the
posterior one.

Images taken from the high-speed camera also revealed distinct deformation and dam-
age phenomena which were largely affected by the underlying microstructures and their
orientation [5]. Various microstructure-related toughening mechanisms were observed for
different penetration directions. Generally, for penetration along the longitudinal axis (C-L
direction) and radial direction (C-R), damage was well ahead of the cutting tip and mainly
caused by material separation and subsequent crack propagation along the penetration
direction (Figs.10). Deformation and damage around the cutting tip happened in a rather
brittle fashion which was driven predominantly by the low stiffness in the transverse di-
rection and the less effective longitudinal fracture resistance. As a result, low penetration
forces were measured. In contrast to the previous two cases, penetrating perpendicular
to osteons (L-C and L-R) required much higher force and energy due to the fact that the
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stiffness and fracture toughness along bone’s longitudinal direction are much higher than
the radial and circumferential directions. Damage was therefore more likely to be formed
laterally to the penetration direction. Additionally, there were two types of damage pat-
terns observed during our experiments on penetration perpendicular to osteons: a more
brittle damage pattern involving fragmentation and materialsl €s peeling off was predom-
inantly observed at the plexiform bone region; a more diffused ductile damage pattern was
associated with large deformation of the osteonal structure.

Images taken with the high-speed camera also revealed distinct deformation and dam-
age phenomena, which were largely affected by the underlying microstructures and their
orientation [5]. Various microstructure-related toughening mechanisms were observed for
different penetration directions. Generally, for penetration along the longitudinal axis (C-L
direction) and the radial direction (C-R), damage was well ahead of the cutting tip and
mainly caused by material separation and subsequent crack propagation along the penetra-
tion direction (Figs. 10). Deformation and damage around the cutting tip happened in a
rather brittle fashion, driven predominantly by low stiffness in the transverse direction and
the less effective longitudinal fracture resistance. As a result, low penetration forces were
measured. In contrast to the previous two cases, indentations perpendicular to osteons
(L-C and L-R) required much higher forces and energy due to the fact that the levels of
stiffness and fracture toughness along the bone’s longitudinal direction are much higher
than those for the radial and circumferential directions. Damage was therefore more likely
to be formed laterally to the penetration direction. Additionally, there were two types
of damage patterns observed during our experiments on penetration perpendicular to os-
teons: (i) a more brittle damage pattern involving fragmentation and materialsI €s peeling
off was predominantly observed at the plexiform bone region; (ii) a more diffused ductile
damage pattern was associated with large deformation of the osteonal structure.

To gain further detailed understanding on anisotropic deformation and fracture responses
to penetration of cortical bone in the vicinity of the cutting tip, numerical simulations
were conducted using a SPH-based FE approach. FEight models were developed for two
penetration directions (perpendicular and parallel to osteons) for each of four cortices. The
performed simulations clearly demonstrated that progressive damage mechanisms strongly
affected the deformation process. A comparison between the simulations and the exper-
imental data for relationships between the levels of specific force (per unit width) and
displacement demonstrated that the obtained numerical results were well within the range
of the experimental measurements (see details in [5]) for different cutting directions and
cortices. Apparently, the relationships between the cutting force and the penetration depth
were linearly correlated up to a point somewhat below the maximum cutting force, and
their initial slopes for both cutting directions were similar (Fig. 11). However, the levels
of maximum force and corresponding displacement for specimens cut parallel to osteons’
directions (C-L or C-R) were much lower than those for other directions. This orientation-
dependent load-bearing capacity was directly affected by the distinct orientation-dependent
deformation and damage mechanisms observed in our experiments (Fig. 10). By incor-
porating these orientation-dependent material formulation and damage mechanisms, the
developed models were capable to reproduce the anisotropic character of failure, with both
forces and displacements predicted adequately for various cutting directions and cortices.

5 Conclusion

In this paper, the study was focused on the fracture processes in cortical bone at various
length scales. To implement it, mechanical behaviour of the cortical bone tissue was charac-
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terise for elastic, post-yield and damage regimes. The results from our studies demonstrate
specific features of varying anisotropic deformation and fracture behaviours of the cortical
bone tissue, which also depend on the applied loading conditions. Due to a natural loading
regime exerted by species’ weight and muscle forces, long bones are normally exposed to
combined loading conditions that are spatially non-uniform [6]. As it is well known from
the literature [8], bone is a dynamic tissue that reacts to mechanical loading by adapting
its shape, internal microstructure and material properties to meet requirements of external
loading environment. The differences in the values of the YoungsI €s modulus and frac-
ture toughness (critical J-integral) could be the outcome of bone adaptation to its natural
non-uniform loading conditions.

Combining the characterised local material properties and crack initiation and evolution
techniques based on fracture mechanics, the developed microstructured model of the bone
tissue adequately characterizes the non-linear fracture processes in it caused by impact
loading. The further implementation of the hybrid SPH/continuum FE model enables the
numerical realisation of the anisotropic deformation and damage evolution in the vicinity
of the tool-bone interaction zone and povides valuble insights for further development of
advanced surgical devices.
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Figure 1: Fig. 1 Schematic illustration of specimen preparation process for:
uniaxial tension and compression tests; (b) three-point bending tests
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Figure 3: Fig. 3 Three-point bending test with single-edge-notch cortical bone
specimen and LVDT mounted on Instron 3345
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1 mm

Figure 4: Fig. 4 SEM images of fracture surfaces for various cortex positions and
crack propagation directions: A, M, P, L. denote anterior, medial, posterior and
lateral; L, R, T denote crack propagation directions for longitudinal, radial
and transverse ones, respectively, white arrows indicate crack growing direction
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Figure 5: Fig. 5 Schematic illustrations and SEM images of various toughening
mechanisms for longitudinal (a), radial (b) and transverse (c¢) cracks-growth direc-
tions, Labels at the bottom of each image indicate the corresponding magnified areas
in Fig. 4
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Figure 6: Fig. 6 Schematic illustrations of model configurations for Izod impact
testing using microstructural bone model

Figure 7: Fig. 7 Typical crack propagation of four different microstructure realiza-
tions (a) Young (b) Senior (c) Diseased (d) Treated
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Figure 9: Fig. 9 (a) Notation of penetration directions according to ASTM E399
standard; (b) schematic of specimen preparation and cutting configuration; (c) setup
for cutting experiments mounted on Instron MicroTester 5848; (¢) superimposed
image of razor and cortical-bone specimen taken with high-speed camera (Fastcam
SA-3, Photron); (d) specification of model geometry
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Figure 10: Fig. 10 High-speed-camera images of distinct damage processes in cutting
parallel to osteons’ direction,: (a-c¢) C-L direction; (d-f) C-R direction; white lines
designate profile of razor blade, red dotted lines indicate crack path and white arrows
point at positions of osteons
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Figure 11: Fig. 11 Force (per unit width) - displacement diagrams for cutting of cor-
tical bone in different orientations across four cortices; L and // denote penetration
perpendicular and parallel to osteons’ direction, respectively

Units: N/m

Loneitudinal
Radial

Transverse

Anterior Medial Posterior Lateral
Mean Mean Mean Mean
SD SD SD SD
1033.9 1768.5 1165.7 20343
+254.5 +98.8 +340.1 +509.9
1199.1 1418.2 983.0 2664.2
+153.1 +97.2 +369.5 +3554.4
4509.1 5925.5 3876.7 5661.6
+422.1 +802.9 +847.3 +452.7

Figure 12: Table 1 Average and standard deviation of critical J-integral values for
all cortex positions and crack growth directions
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FElastic Poisson’s Strain Energy-
Modulus Rati Release Rate
(GPa) auo (N/mm)
Homogencous 10.46 0.167 0.422
material
Osteon 9.13 0.17 0.86
Interstitial 14.122 0.153 0.238
matrix
Cement line 6.85 0.49 0.146

Figure 13: Table 2 Material properties of microstructural constituents of cortical-
bone tissue and homogenous material

Anterior  Posterior Medial Lateral
Density (kg/m’) 2 2 2 2
E: (GPa) 23.2 19.3 21.1 15.1
E, E3 (GPa) 13.2 9.9 14.7 11.2
V12 V13 0.27 0.27 0.27 0.27
V23 0.39 0.39 0.39 0.39
G2 G13 (GPa) 6.1 6.1 6.1 6.1
gy1 (%) 1 1 1 1
€1, £p (%) 2 2 2 2
Jic (N/m) 1653 1534 1868 2664
Jiea (N/m) 4087 3029 4765 4296

Figure 14: Table 3 Material properties used in simulations
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Anisotropic ratio Anterior  Posterior Medial  Iateral

perpendicular /parallel 1.80 2.15 1.95 1.43

Figure 15: Table 4 Anisotropic ratios for different penetration directions for four
anatomic cortices
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Abstract

In this work we deal with a finite element approach to the modified
strain gradient theory, which will be used to describe size dependent ma-
terial behavior within the framework of an elastic theory. The couple stress-,
strain gradient-, and material surface theories are analyzed in context with
beam bending. The derivation of a variational formulation of the modified
strain gradient theory is presented and implemented in an open-source FE-
environment for solution. By using an atomic force microscope to record force
and deflection data of micro-cantilevers made of the material epoxy, a size ef-
fect is revealed and higher-order material coefficients could be measured and
obtained.

Introduction

Driven by miniaturization and by the quest for reducing the costs of materials the
simulation and the valuation of reliability of engineering materials grows in impor-
tance. Size effects in elasticity need to be accounted for, either in a physically
detailed manner, or as an alternative technique of homogenization. Materials with
intrinsic micro- or nano-structure may show size-dependent material behavior, which
is reflected by a stiffer or softer elastic response to external forces when the size of
the material body is reduced. This has been observed in several experiments on
metals and polymers, for example, in copper [8], silver [15], zinc oxide [21], lead [4],
carbon nanotubes [20], epoxy [3] and polypropylene [16]. Conventional (CAUCHY-)
continuum theory is unable to predict size effects. Several continua of higher order
were proposed in the literature, such as non-local theories [7], strain gradient theo-
ries [18], micropolar theories [5, 19], theories of material surfaces [10] or fractional
continuum mechanics [2].



Generalized Continua and Size Effects in Elastostatic Bending Experiments211

1 Some continuum mechanical theories of higher
order

With respect to size effects we distinguish between micromorphic and strain gradient
theories [7] as an extension to the conventional CAUCHY continuum. Additionally,
the theory of elastic material surfaces [10] is taken into account. The origin of gen-
eralized continua is detailed in [1]. By quoting ERINGEN (cf. [6], pp. 33) we may
state that “a micromorphic continuum may be thought of as a classical continuum
to each point of which is associated another continuum.” The additional continuum,
thought as a continuous distribution of deformable point particles, is restricted to
homogeneous deformations!. The intrinsic deformation of the point particles is de-
scribed by directors, which are first-order tensors “attached” to each material point.
A second-order tensor ();; maps the particle’s orientation and deformation between
different configurations. In the special case of a micropolar continuum, Q; is an
arbitrary proper orthogonal tensor. The point particles are restricted to rotations
only. In the Couple Stress-, or pseudo-COSSERAT continuum (CS), the rotational
degree of freedom ¢; of the associated continuum is related to the macroscopic ro-
tation vector %€, uk j, where use is made of the summation convention on repeated
indices. In what follows comma separated indices denote partial spatial derivatives
with respect to a Cartesian coordinate system defined in the current frame.

The theory of material surfaces, a.k.a. Surface Elasticity (SE), captures surface char-
acteristics that may differ from those of the volume. For example, these differences
are caused by surface oxidation, aging, coating, atomic and molecular rearrange-
ment or even surface roughness. Discrete formulae for the problem of simple beam
bending are given, using the EULER-BERNOULLI assumptions for the displacement
field u;. From these relations, generalized elastic moduli for isotropic materials of
the CS- and SE theory read [22, 17]:

2
ECS:E(1+6%) , ESE=E+E5“rf<%+%) : (1)
where E denotes the conventional YOUNG’s modulus, and T' the thickness of beams
with rectangular cross-sections, W being their width, and ¢, as well as E*" the
corresponding additional material parameters of the underlying higher order theory.
In contrast to micromorphic continua and to the theory of material surfaces,
the idea behind Strain Gradient theories (SG) is the extension of the kinematic
variables by defining second order derivatives of the displacement vector, without
introducing additional degrees of freedom. Hence, the gradient of the small strain
tensor 7, = €y;,; is used explicitly in the strain energy density v and it is connected
to stress measures as follows [18]:

s ( . ) auSG auSG
W =UEy, Mgk ) s Oi = 77— 5 Higk = 5=
Dz O

(2)

where ;; denotes the CAUCHY stress tensor and ju;;; the higher-order stress tensors.

!The displacement gradient is constant for the (sub-)body.
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2 The Modified Strain Gradient theory (MSG)

The decomposition of 7,3 in combination with utilizing the macroscopic rotation
vector ; results in a reduction of independent additional material parameters from
five down to three. FLECK & HUTCHINSON (1997) [9] first introduced independent
metrics of 7, =uy,; and decomposed the second order displacement gradient into
its symmetric and anti-symmetric part, 7,5 and 772%1

Nijk = %(Uk,ij + Wi gk + Uj ki) 7723% = %(Eiklﬁlj + i) (3)

where 7;; = ¢, ; is the gradient of rotation (decomposed into its symmetric and
anti-symmetric part, Xzsj and X% as well):

= _ 1 1 A _ 1 S _ 1
Nij = €Uk, $i= 3CikUE L, X4 = 3 (%,j - %‘,z‘% Xy = 3 (%‘,j + Sﬁj,z‘)a (4)

€ being the alternating tensor (LEVI-CIVITA symbol). 7, is further decomposed
Z(-;L) and ngk). 7722 is related to XiAj and the

in the following manner [9]:

into its spherical and deviatoric parts, 7
dilatation gradient ¢,,,, ;

0 = = = =
771(]19) = %(51] Nmmk + 6jk7]mmz + 6ki77mmj> s NMmmi = Emm,i + %Q‘lnXﬁL . (5)

By assuming symmetry of the couple stress tensor p;;, the anti-symmetric part of
the gradient of rotation does not influence the strain energy, as shown in [13, 22]. A
linear strain energy density for nonsimple isotropic materials of the modified gradient
type reads:

MSG _ 4( (1) 1), (1)

Sy _ 1 1 1 1 S
u gijagmm,i;nijkaxz‘j) = 504y T gPi€mm,i T M Mgr T MG X > (6)

and the corresponding work-conjugated stress measures are:

auMSG auMSG

§ = =Aew Oy +2ugy , pi = = 241 3E . i
0 Des kk 045 + 2UEj; p Do s HEGE mm, -
MSG MSG
1y _ Ou 2 (1) Ou 2,8
Mo = =2ul0my Wi = ——a— =21l5X;; -
ik 8 Ejlk) 1145k ] aX% 245

A and i are LAME’s constants, whereas £y =/{; = {, =/ denote the additional material
length scale parameters, which are chosen to be equal to £ without providing further
arguments.

3 Finite element approach

A solution strategy for the modified strain gradient theory is presented using finite
clements in context with the open-source FE-project FEniCS@, [14]. It allows to
directly implement variational formulations of partial differential equations.
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3.1 Variational formulation of MSG theory

The starting point is the local form of the equilibrium equation of the linear mo-
mentum of MSG theory, given by [12]:

1 .
Oik,i — Diyik — ,Ugjk),ij — S g, + fr = pig - (8)

The variational formulation of the strain energy in a global formulation results after

multiplication of an arbitrary first-order tensor function for displacements (so-called
test function) duy:

j (O'ik,ifsuk — Pi,ik O — ng-l;c)7ij oug — %Gjlkﬂij,iz5uk> dV =0, (9)
v

where the body-force vector f; is set to be equal to zero and static conditions are
assumed. In view of the so-called test function wug, Eqn. (9) represents a partial
differential equation of fourth order. Reduction from fourth-order to a third-order
differential equation is achieved by applying, first, the product rule for differentiation
to each summand:

.
JVO'ikVitsude: (Jikéuk)’i dV—Jalkéude s
1% v 1%
f‘
in,ik dupdV = (pi,i(suk)JC dV — in,i(suk,kdv )
J
v 1% 1%
(1) (O (1) (10)
JMM SupdV = (szk’iauk) AV — f b oug AV
1% v 7] 1%
f‘
J €k g, OupdV = (%Ejlkﬂij,iéuk)’l dVv — J%Ejlkﬂzj,iduk,ldv ;
1% i v
and, second, GAUSS’ theorem to transform volume into surface integrals:
r
faik7i5ukdv = ¢ ogoupn;dA — fcrik duy ; dV |
v v v
N
in,ik dupdV = pz‘,z‘&bknkdz‘l - Jpz',i&tk,kdv )
J
1% P1% 1%
() [ o () (1)
J,uijk’ij ougdV = @ pip ougn;dA — Juijk7i(5uk7j dv,
v v 1%
f‘
j%ejlk/vbij,iléukdv = S i, i Oupnd A — J €k fig, i Oug, AV
J
1% 1%

ov

The reduction from a third-order to a second-order differential equation is achieved
by a second manipulation of this kind to Eqns. (11)s, (11)3 and (11)4:
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fpi,iéuk,kdv = §pi5uk,knidz4 - inéuk,kidv )

% v 1%
Jui},&ﬁuk,j dV = § ,ugk)éuk’j n;dA — f,ugk)éuk,jidv , (12)
v v v

1 _ 1 1
J-gejlkﬂij,iéuk,ldv = § 5 €k Mg 5uk,znidz4 - Jg@‘lkﬂz’j 5uk,hdv .
% ov 1%

We now insert Eqns. (11) and (12) into (9) and separate volume from surface inte-
grals:

— J (Uik OUp,i + PiOUp ki + ugk)tSuk,ﬁ + 2€ik [1ij 5uk,li> dV =
%

§ (—aikniéuk + p,-,mkéuk + ugj)7inj(5uk + %ejlkuijJnléuk) dA — (13)
ov

1
§ (pinz‘(suk,k + Ngjk)ni5uk,j + %Ejlk,uijnifsuk,l> dA .
av

We identify the resulting boundary conditions for the surface-traction vector :

§ (Uikni — Pi il — nglk)lny - %Ejlkm‘j,ml) oupdA =
oV (1)
J; (Uik — Pj.j0ik — Mgillg,l - %ejik,ulj,l) n; ougdA

-
oV g
123

the surface double-traction tensor mj,, as well as the surface dilatation vector p;:

jg (pini5uk,k + ,ugjlk)niéuk,j + %Ejlk,uij ni5uk,z> dA =
v

(15)
§ pi  nioug pdA+ 3€ ( Ejlk) + %Eljk,uil) n; 0uy ;dA .
v pVi 5V - -~ _

Mg

mj, and p; are set equal to zero, since in practice they are difficult to realize and
apply anyway. The final variational formulation of the MSG theory reads:

f (aikéuk,i + piOug i + /Lg;,g(Fuk,ji + €k LLij 5Uk,li> dV = jg troupdA| . (16)
v oV
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3.2 Model implementation and boundary conditions

We follow a three-dimensional elasto-static finite element analysis of a cantilever
beam (clamped on one side). DIRICHLET boundary conditions are applied to the
surface at = 0, and a surface-traction vector ¢, = (0,0,-F/A) acts on the surface
at x = L, where I’ and A are a single point force and the cross-sectional area
of the beam, respectively, cf. Fig. (1). The GALERKIN method is used for spatial
discretization. The mesh consists of equidistantly distributed tetrahedral continuous
LAGRANGE elements with a polynomial degree of two, corresponding to the order
of the resulting partial differential equation (16). The system matrix is solved by
using the method of GAussian elimination (LU, for a lower/upper decomposition)
with low effort in time. The conventional elastic coefficients were chosen to be
E=3.8 GPa and v=0.38, which are suitable for the material epoxy [11].

u_field Magnitude

|
|

ooooo 00 0003 0006 0009 1.204.02
HH\HH‘\HHHH‘HHHH\‘HHHHHH
o/

Figure 1: Mesh and deformation of a cantilever beam calculated in FeniCS®©.

3.3 Analysis of the FE model

In a post-processing algorithm of the numerical solution, the present FE-model is
analyzed regarding to the behavior of the higher-order stress measures presented in
Eqn. (7). In addition to the deflection u, we calculate the following quantities:

e the y-component of the rotation vector: ¢, = %eyij Uj i,
e an equivalent dilatation stress: peqy = /DiDi;

e an equivalent couple stress:  feqy = /Hij fij »

e an equivalent strain:  eoqy = VEii€ijs

e and an equivalent double-stress: ,ugl)v = ,ugjlk) N(ijlk)7

cach along a line at y=W/2 and z=T (cf. Fig. (2), (3) and (4)), where T is the
thickness of the beam.



216 APM Proceedings

0 0.00025 :
//// == (= 1e-09 um
-2 Prag = 0=1.0 um
~
0.00020 o i
_ - ’
g -4 = 3.0 um
= 0.00015
§ -
G 0.00010
Q
= -8
g ¢=1e-09 um
-~ -~
— (=10pm o 0.00005
O — ¢=20um P77
_
— (=30um 7
180 02 0.4 0.6 0.8 1o 2000035 02 0.4 0.6 0.8 1.0

Beam coordinate z/L Beam coordinate =/L

Figure 2: Deflections and equivalent strains along the line at z = T'.
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Figure 3: y-component of the rotation vectors and equivalent double-stresses.
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Figure 4: Equivalent couple stresses and equivalent dilatation stresses.

If ¢ is set equal to zero (/=1x107'" m), the solutions converge to the classical con-
)

tinuum solution, where there is N0 Peqy, fleqv, and uglv. If ¢ is increased, u., ¢, and
€eqv decrease, while the corresponding higher-order stress measures peqy, feqv, and
ué}fv increase. The deviations close to the beam coordinate at =0 in Fig’s. (2), (3)
and (4) are caused by a more complex stress state due to the boundary condition

that is used for the clamped surface.
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4 Experimental analysis

Static bending tests were performed on freestanding micro-beam structures made of
epoxy. A load of 0.5 < F' <250 uN was applied by using an off-axis laser-reflective
Atomic Force Microscope (AFM) and deflections of 40 nm < w < 10.0 pm were
recorded. By assuming rectangular cross-sections of the specimens, the classical
relation,

413 F

_ ALY F 17
WT3w '’ (17)

E*

between the AFM measures (F/w) and the elastic modulus from the measurement
E* was used, where L is the length of the beam. The specimens had ratios of width
to thickness of W/T =~ 2-5 and length to thickness of L/T ~ 15-40.

5 Results and conclusions

95 -_|
".\ ® AFM-exp. on epoxy
85 9 — - Couple stress fit
k ¢ Mod. strain grad. FEM
pcf 5 P ] e Surface elasticity fit
© o
g 65 Vo
M ss \\0 -
N %
45 ¥ ~ \% """"" ...,
— e T — — S 4
3.5
0 25 50 75 100 125 150 175 200

Thickness in pm

Figure 5: Results of the experiments, the couple stress model (Eqn. (1);), the surface
elastic model (Eqn. (1)) and the finite element approach of the MSG theory

The results for the increasing elastic moduli are in very good agreement to the results
of the couple stress and the surface elasticity analysis (both based on the EULER-
BERNOULLI assumptions) and to the AFM-experiments as well. The method of least
squares gives the following values for the bulk elastic modulus and the corresponding
additional material parameter: F = 3.93 GPa and ¢ = 7.75 um for the CS theory
and E = 3.37 GPa and E*"f = 1.3 kN/m for the surface theory of elasticity. The
FE-model for the MSG theory gives proper results in case of £ = 3.7 GPa and
¢ =7.9 um, see Fig. (5).
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Abstract

The process of indentation in three types of single crystals (FCC cop-
per, BCC Ti-64 and Ti-15-3-3) was investigated using crystal-plasticity mod-
elling. In order to investigate the effects of strain gradient on nanoindenta-
tion, both conventional single-crystal-plasticity and mechanism-based strain-
gradient crystal-plasticity models were employed. For each type of single
crystal, idealized conical and spherical indenters were incorporated into in-
dentation simulations. The simulation results indicate that realization of in-
dentation size effect was significantly affected by the indenter geometry and
imposed strain gradient. Indentation hardness decreased with depth for a con-
ical indenter but increased for a spherical one in the range of small indentation
depths.

1 Introduction

Modelling of micro-/nano-indentation of single crystals has been developed extensively to
elucidate experimentally observed features such as the size effect, pile-up phenomenon
and lattice rotations. For instance, Liu et al. [1] performed crystal-plasticity (CP)
finite-element (FE) numerical simulations and micro-indentation experiments to determine
mechanical properties of single-crystal copper. Lee and Chen [2] adopted a mechanism-
based strain-gradient crystal-plasticity (MSGCP) theory to model the size effect in micro-
indentation in the same material. Wang et al. [3]| studied an effect of crystallographic
orientation on pile-up patterns and micro-textures using a CP FE model for single-crystal
copper. Correct numerical predictions of the surface pile-up patterns were achieved; how-
ever, a difference of an order of a magnitude in the load-displacement curve between ex-
periments and simulations was reported. Liu et al. [1] performed a similar study using a
spherical indenter instead of a conical one, where satisfactory agreements between the nu-
merical and experimental load-displacement curves were demonstrated. However, different
magnitudes of a coefficient of friction were used to represent a contact condition between
the indentersI'€s tip and the workpiece material for different orientations to match nu-
merically obtained surface profiles with the experimental data. An error of up to 50%
was reported for a magnitude of the maximal pile-up. In the study of Demiral et al. [4],
where both the incipient and evolving strain gradients were considered in the calibration
procedure (unlike prior studies), a better agreement for the load-displacement curves and
maximum pile-up heights was obtained. Zahedi et al. [5][6] studied the effects of crystal
orientation on a cutting force and chip morphology in metal machining, where the contin-
uum CP FE method was combined with smoothed particle hydrodynamics to overcome
the problem of element distortion in CP FE simulations.
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Some numerical studies have attempted to analyse physical deformation mechanisms lead-
ing to lattice rotations. For instance, Wang et al. [3] demonstrated lattice rotations for a
single crystal of Cu with different orientations using a 3D elastic viscoplastic CP FE tech-
nique. Zaafarani et al. [7| proposed a physically based CP model based on dislocation-rate
formulations to explain potential reasons for deformation-induced patterns counsisting of
multiple narrow zones with alternating crystalline rotations. However, the model consis-
tently overestimated the extent of lattice rotations in the experiment. Demiral et al. [§]
developed a 3D FE model of nano-indentation incorporating an enhanced model of the
strain-gradient crystal plasticity [9] to simulate accurately deformation of a body-centred
cubic metallic material. It was noted that deformation-induced lattice rotations can be
predicted correctly using the strain-gradient CP theory since the effect of GNDs was ac-
counted for (via strain gradients). This study demonstrated that the introduction of strain
gradients altered the activity of slip systems and the relative contribution to the overall
plastic slip.

2 Model

In this part, the indentation size effect(ISE) of three types of single crystals, namely, FCC
copper, BCC S phase of Ti-6A1-4V (3-Ti-64) and BCC 8 phase of Ti-15V-3Cr-3A1-3Sn (3-
Ti-15-3-3-3), was investigated using crystal-plasticity models. In indentation modelling,
idealised conical and spherical indenters were chosen to study the effects of indenter’s
geometry on the mechanical response of the tested material. The chosen half-angle of the
conical indenter was 72° and the radius of spherical indenter 2.5um; dimensions of the
modelled work-piece were (16 x 16 x 8)um?. The top surface of the modelled workpiece
was free of constraints and normal displacements of all the other faces were fixed. Friction
between the indenter and the indented surface was ignored for simplicity. The maximum
indentation depths for all simulations was Apmq, = 0.5um.

A crystal plasticity model was used to describe the material’s behaviour of these single
crystals during nanoindentation. It is well known that conventional CP models do not
account for the deformation mechanism at the smallest length-scale accurately as they do
not consider dislocation evolution and propagation explicitly. In our study, a conventional
single-crystal plasticity (SCP) model [10] and the MSGCP model [11] were employed to
compare and contrast the (de)merits of the two models. Both models had a similar con-
stitutive framework, with the latter accounting for the effect of strain-gradients. The
relationship between the shear rate 4(®) and resolved shear stress 7(® on the slip system
« is expressed by the power law proposed by Hutchinson [12], as

A >:70\97| sgn(t%) (1)

where g is the reference shear rate, ¢(® is the slip resistance and n is the rate-sensitivity
parameter. The evolution of ¢(®) is given by

= hagly?] (2)
=1

where h,g is the hardening modulus that is calculated from the relation propose by
Hutchinson [12]:

h
hoo = hosechZ(T EVTO) hap = qhaa(a # B),7 Z/ |4/ dt. (3)
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Here, hg is the initial hardening modulus, ¢ is the latent hardening ratio, 7y and 75 are
the shear stresses at the onset of yield and the saturation of hardening, respectively. The
accumulative shear strain over all the slip systems is represented by ~. Generally, 79 is
equal to the value of initial slip resistance 79 = g(a)|(t:0) = go-

The sole difference between SCP and MSGCP is the calculation of the slip resistance ¢(@)
. In the SCP model, ¢(® was only determined by SSDs. In contrast, the contribution of
GNDs was also taken into account in the MSGCP model, and ¢(® was redefined as

0 = (6502 + ()2 (4)

where, ggogD and ggl 12[ p are contributions to the slip resistance caused by SSDs and GNDs,

respectively. The evolution of slip resistance ggOgD was given by a strain-hardening equa-

tion:
35dp =3 hasly) (5)
i=1

The slip resistance gé?‘ ]2, p was determined by the effective density of GNDs :

gimp = am/bns (6)
ng) = m© x 37 (s 7 4@) x m). (7)
B

In equation (6), b and p are the Burgers vector and shear modulus, respectively. In equation
(7), m(® is the normal unit vector of slip plane, s(® and s(%) define the slip direction.
Consequently, the MSGCP model could be reduced to the SCP model if ¢(®) = grfpa) = ggoé)D.
The two types of crystal-plasticity models were implemented in the commercial FE code
ABAQUS/Standard by using the user interface subroutine, UMAT'. Calculation of a strain
gradient in the MSGCP model was realized with the use of C3D8 element available in
the FE package. The simulation results were reported in the form of hardness-indentation
depth curves. Hardness H was defined as

Fmax

H =~ (8)

where Fi,q, was the maximum load applied in indentation and A was the projected area
of contact between the indenter and the work-piece. The contact area was determined by
accounting for the contact nodes on the surface of the work-piece as outlined in the work
of Lee and Chen [2]|. To capture an accurate description of the contact area, a finer local
mesh was used in regions underneath the indenter tip.

3 Results and Discussions

3.1 Indentation of FCC copper single crystal

The material parameters used in the work of Lee and Chen [2] was adopted for copper single
crystal. The magnitude of Burgers vector for copper is b = 0.255nm, shear modulus p =
42.0G Pa and the empirical coefficient in the Taylor model is a« = 0.5. For the investigated
FCC copper single crystal, the slip was assumed to occur on the usual twelve {111}(110)
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Figure 1: Indentation size effect for copper single crystal for conical and spherical
indenters

slip systems. For both conical and spherical indenters, the indentation simulations were
performed on the crystallographic plane of the work-piece.

Variations of hardness with indentation depth in nanoindentation with conical and spher-
ical indenters are presented in Figure 1. ISE was clearly observed for the two types of
indenter, although the hardness-indentation depth curves for the spherical indenter ex-
hibited lower depth sensitivity. Interestingly, the trend of the change in hardness with
indentation depth was different for conical and spherical indenters. We observed that the
reported hardness reduce with increasing depth for the conical indenter, however, the trend
was opposite for the spherical one. Therefore, the indenter geometry not only affected the
magnitude of calculated hardness but also the nature of ISE. Our study demonstrated
that the difference in hardness related to indenter geometry was more significant at lower
indentation depths.

For the two types of indenters, it was clear that predictions based on the MSGCP model
were significantly different from those with the SCP model, as shown in Figure 1. This
implies that strain gradients played a pivotal role in defining hardness (and overall de-
formation). It also infers that strain gradient lead to an increase in hardness at smaller
indentation depths for the conical indenter; however, the tendency was reversed for the
spherical indenter. For the simulation results based on SCP modelling, it was noted that
the hardness became insensitive to the depth when the indentation depth exceeded 0.2 pym.
This phenomenon was different for MSGCP modelling. A gradual decrease or increase of
hardness with higher indentation depth was observed for conical and spherical indenta-
tions, respectively. Therefore, the effect of indenter geometry on hardness was observed
even at a large indentation depth due to the effect of strain gradients.

3.2 Indentation of BCC Ti-64 single crystal

Material parameters used for modelling the BCC (§-Ti-64 single crystal were cited in
literature [13|[14]. The magnitude of Burgers vector b = 0.286nm, the shear modulus
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Figure 2: Indentation size effect for copper single crystal for conical and spherical
indenters

= 42.085GPa [15] and a = 0.5 were chosen based on prior studies. Twelve {110}(111)
slip systems were considered for §5-Ti-64. For both conical and spherical indenters, the
simulations were performed on the [110] crystallographic plane.

In Figure 2, the variations of hardness with indentation depth are shown demonstrating
a significant ISE. For both SCP and MSGCP simulation results, there was an evident
discrepancy in hardness caused by the indenter geometry. At a small indentation depth,
the hardness obtained for the conical indenter was larger than that for the spherical one;
however, a higher hardness was observed for the spherical indenter at large indentation
depths. It is important to point out that the discrepancy in hardness between the two
types of indenters existed even if the effect of strain gradients was neglected. Note that Ti-
64 has a much higher slip resistance than Cu. For the range of indentation depths studied,
the proportion of plasticity to elasticity in the contact area of Cu is larger than that in
Ti-64. Thus, an increase in hardness was observed when using the spherical indenter due to
its propensity to induce elastic deformation. At each indentation depth, the strain-gradient
effect was small.

3.3 Indentation of BCC Ti-15-3-3 single crystal

Material parameters of a BCC B-Ti-15-3-3 single crystal were obtained by calibrating
experimental results in our previous work [4]. Here, twelve {112}(111) were taken as
the dominant the slip systems. For both conical and spherical indenters, the indentation
simulations were performed on the [110] crystallographic plane of the material.

The ISE in Ti-15-3-3 is shown in Figure 3. The hardness magnitudes obtained for the
conical indenter exhibit a significant depth-dependence in comparison to those for the
spherical indenter. For the SCP model, the effect of indenter geometry on hardness was
considerable when the indentation depth was smaller than 0.25 ym but could be neglected
at larger depths, similar to the results for the FCC Cu single crystal (Figure 1). In contrast,
the results from the MSGCP model indicate that a difference in hardness for the two types

224



Indentation in single crystals

4500 - = -

4000 | —=— MSGCP modelling for conical indenter 1
—&— SCP modelling for spherical indenter

3500 L \D\\. —4— MSGCP modelling for spherical indenter
3000 \ \ i
2500 |- E\J \\ ‘ |

N Pt e v & onohihb-A-A-A-A-A-A-A-A-AcA-A-A-AcA-A-A-A-A
2000 A-A -A-A A-A it TR ——————

A_A.&A.A.A.A.A.&A.A.A.A.A.A.A.A-E:E:ﬂ:m-m-a-g-@.g,é@.é.@- NN NP W0 AT

'\ —o— SCP modelling for conical indenter

Hardness, H/MPa

A,

1500 . 1 . 1 . 1 . 1 \ 1
0.0 0.1 0.2 0.3 04 0.5

Indentation depth, h/um

Figure 3: Indentation size effect for copper single crystal for conical and spherical
indenters

of indenters exists, but is less significant than that for BCC Ti-64 (Figure 2).

4 Conclusions

The ISE was observed for nanoindentation of the three investigated single crystals for both
conical and spherical indenters at small indentation depth. The indenter geometry had
a significant effect on the features of ISE: the calculated hardness magnitude decreased
with the indentation depth for the conical indenter but increased for the spherical one.
Therefore, a great discrepancy in hardness for different types of indenters was observed,
especially when the indentation depth was relatively small. However, hardness became
less sensitive to the depth at larger indentation depths. For all the three types of single
crystals studied, the variation of hardness with indentation depth was higher for the conical
indenter. In these monocrystals, strain gradients played different roles in nanoindentation.
It is emphasized that both the effects of indenter geometry and strain gradients were
related to each other. The difference in hardness caused by the indenter geometry could
be neglected when the effects of strain gradients were not considered for metal single
crystals with low slip resistance (FCC copper and BCC Ti-15-3-3 single crystals). The
indenter geometry also influenced strain gradients that, in turn, affected hardness. The
discrepancy in hardness between the results of MSGCP and SCP models decreased with
indentation depth for the conical indenter but the trend was opposite for the spherical
indenter. The presented simulation results indicate that there are several geometrical and
mechanical factors, which affect the data obtained with nanoindentation of single crystals.
The modelling approach such as described here helps to elucidate the mechanisms that
lead to deformation in the small scale.
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Finite element investigation of the gravitational
and rotational deformation of the Earth

P. Lofink Wolfgang H. Miiller
paul.lofink@tu-berlin.de

Abstract

In this paper we investigate the deformation of Earth due to self-
gravitation and constant rotation, i.e. centrifugal accelerations. A first rough
estimate of a rotating, self-gravitating sphere made of iron using linear elastic-
ity and infinitesimal strains shows that the deformations due to gravity alone
are about 14 percent. These are comparatively large deformations. Conse-
quently, we apply the concept of finite deformations instead and solve the
local balance equations for mass and linear momentum in the current con-
figuration, using the Almansi strain tensor. The stress and strain measures
are related by a constitutive law similar to St.Venant-Kirchhoff. In order to
solve this highly nonlinear problem, finite element calculations are conducted
by using the research tool FEniCS [? |. Results show that the purely gravita-
tional displacements are about two magnitudes larger compared to the ones
from centrifugal forces, which has an impact on the accuracy of the so-called
flattening parameter. We treat this problem by a thorough investigation of
the magnitude of all participating terms, which leads to a decoupling of the
system of highly non-linear differential equations. We compare the results
with previously conducted analytical work presented in [? |.

1 State of work and guide to the paper

The problem we investigate in this article is not completely new and was initially
discussed by the masters of the old days, namely Newton [? 7 |, Sommerfeld and
Klein [? |. However, nowadays computational power is steadily increasing and
numerical calculations enable us to tackle the subject by using advanced numerical
techniques. Our initial investigations will concern the prediction of the so-called
flattening parameter, which describes Earth’s ellipsoidal shape. Newton himself

found an approximate analytical expression for the flattening of Earth [? |:
a—c  buwja®

¢c  4Gm

=4.35-107", (1)

f Newton —
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a and ¢ being the equatorial and polar radius, wy the angular velocity, m the mass of
Earth and G = 6.673-10711m%/kgs? the gravitational constant. We will try to recover
Newton’s result by performing a 3D finite element analysis of an rotating sphere
with the elastic properties of iron. This is the natural choice, since it is nowadays
commonly accepted that Earth’s inner core is essentially made of that. Moreover,
initially we will assume the deformation to be small. Consequently, we will apply
geometrically linear elastic theory in combination with an isotropic Hooke’s law.
First results will reveal deformations of a size that definitely challenges the validity of
a geometrically linear theory. Hence, we will eventually switch to finite deformations,
while concentrating exclusively on self-gravity, which is the dominant force to begin
with. By doing so we end up with a radially symmetric, highly non-linear problem.
Again, we will apply an isotropic constitutive relation for the Cauchy stresses, i.e.,
o. However, this time we will base the deformation on the Green-Almansi strain
tensor, e, and assume a homogeneous initial mass distribution with an average
current mass density, po = 5515ke/m3. This seems to be a reasonable estimate
since mass is a conserved quantity. The governing differential equation will then

be recast into dimensionless form containing Poisson’s ratio, v, and an additional
471'G’p§r(2)

parameter, o = , which accounts for the influence of self-gravitation and
effective stiffness of the Earth (r refers to Earth’s average current outer radius).
Since we have no direct knowledge regarding the effective bulk modulus, %, of Earth,
we will use the modulus of iron leading to aj, = 1.976. Unfortunately the direct finite
element solution of the nonlinear problem, based on the Newton-Raphson algorithm,
will not be successful. However, by incrementally increasing «; we will be able to
handle ag-values of up to ap = 1.1 leading to displacements of about 20 % of the
current outer radius, rg. Results are shown for both linear and non-linear modeling
in Section 4 after a continuum theory based description of the mechanical problem
in Sections 2 and 3.

2 Theoretical background

In this section we derive the equations governing the problem of a self-gravitating
rotating Earth. We start with the global balance equations for mass and linear
momentum:

d d
— [ pdV =0, — pvdV:ﬁlg n-adA+/pde (2)
oVi Vi

dt Jy, dt Jy,
p denoting the current mass density, v the velocity, o the Cauchy stress tensor,
n the outward normal vector, and f the specific body force. It is convenient to
transform the equations onto a frame co-moving at the center of Earth, i.e., rotating
at a constant angular velocity w = wpe,. To this end, we perform a Euclidian
transformation [? | Chap. 8], where dashed quantities always describe entities in
the co-moving frame:

x=a —b or z;(t)e; =z (t)e;(t) -V (t)e;(t). (3)

In this and all the following relations we use Einstein’s summation convention. Now
we investigate this equation component-wise and calculate the time derivatives. The
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Wo€

Figure 1: The co-moving basis vectors and quantities for the Euclidian transforma-
tion.

change of basis vectors is a pure rotation with the angular velocity w where the
origins O and O’ of the systems coincide (cf., Fig. 1):

v=de =1ie,+riw xe,, a=7ie +2w xe +riw x (W xe). (4)

Since we use the co-moving system we may assume a stationary configuration, where
Earth particles have no relative motion &}, &, = 0 and therefore:

v=w xx, a=-wx (W xx). (5)

These results are necessary for obtaining the local balance equations. To this end
we apply Reynold’s transport theorem and assume the global balances to be valid
for every sub-domain. Therefore the integrand itself has to be equal to zero:

dp
E+pv-v:0, pa=V.-o+pf. (6)
In context with Euclidian tensor properties of the occurring fields the following
useful relations apply:

: 0 9

p=p, V=—-——g

o . . / / !/ . o !/
9.5 o e, 0 =0;¢eRe;=o0;€ere;, I = fiei = fie;. (7)
i i

By assuming a constant angular velocity in e - direction, a further simplification
results:
P! x (W x @) = —plud (e)€} + dhel) = V- o+ f. ®)

The body forces f' result from self-gravity only. Since the gravitational force is
conservative we may derive it from a scalar potential, U’, obeying Poisson’s equation:

ff==-vu ., V- -VU)=4rGy. (9)

For the sake of brevity we will omit dashes in what follows. We will see later that
a formulation in the reference configuration is useful for deriving certain required
relations for the unknown fields. The corresponding basic transformations read:

de=F dxy,, ndA=JFT.nyd4,, dV=JdV,, (10)
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with the deformation gradient:
i

F=—"_g.
angz

®g), J=detF, (11)

2" and Z7 being the coordinates and g; and gg the (potentially) curvilinear base vec-
tors in the current and referential configurations, respectively. With these identities
we may write for the balance of mass:

d d
e VOdeVo:0, a(pJ)zO, pJ = po = const. , (12)

and for the balance of linear momentum:

d
— ,oJ'vdVo:§£ J(F_T-no)-adAo or po@ =V -P+pof. (13)
dt Vo A%

Herein we have used the first Piola-Kirchhoff stress tensor P = JF ™! - o.

3 Constitutive equations

In order to close the system of equations we have to specify constitutive relations,
which connect the stress tensors o or P with quantities of deformation. In the
geometrically linear case we use well known Hooke’s law:

1
o = \r(€) 1+2u€ with €:§<Vm®u+(vm®u)T>. (14)
If we adopt the concept of finite deformations in the reference configuration we may

use the St.Venant-Kirchhoff law, which relates the second Piola-Kirchhoff stress
tensor, S, and the Green-Lagrange strain tensor, E:

S=Ar(E)1+2uE, S=JF '-0o-F", E=-(F'-F-1). (15

N | —

If we prefer to stay in the current configuration we may use a constitutive equation
based on the Almansi strain tensor, e:

o=Atr(e)1+2ue, e=-(1-B"), B=F- F" (16)

DN | —

If infinitely small deformations are assumed, all three constitutive equations coincide,

cf, [? ]

4 Results

In order to prepare the balance equations for a finite element analysis, we have
to generate weak forms. Therefore we apply the procedure described in [? |, i.e.,
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we multiply by a test function, du, integrate over the entire domain, and perform
integration by parts:

/a-(Vfc ® du) dV—% n-o-oudA = / pf-ou dV+/ pwi (T1€1 + T9€9)-6u dV.
Vi Vi Vi

Vi
(17)
Analogously we derive for the potential, U, with a test function, 6U:
— [ VU -VoUdV —1—55 n- -V UUdA = [ 4nGpdoUdV. (18)
Vi vy Vi

For completion of the boundary value problem we require the following conditions
to hold:

Upo=0, ul,_g=0 and mn-of,,, =0. (19)

x€d
In the last equation we neglect surface stresses since they are very small compared
to the stresses in the interior. We simulated the geometrically linear case with linear
continuous Galerkin elements (tetrahedra). Both Eqns. (17) and (18) were written
in weak form and solved simultaneously. Additionally, we incorporated a spatially
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Figure 2: Mass density distribution according to PREM (left) and the corresponding
gravitational acceleration (right) [? ].

varying mass density, p, (see Fig. 2) of the PReliminary Earth Model (PREM, [?
]) derived from a study of propagation velocities for seismic waves. The results in
Fig. 3 show that for an earth-like celestial body deformations due to self-gravitation
are beyond the validity of linear deformation theory. By comparing the curve for
the total displacements, u!®*, i.e., gravity plus centrifugal acceleration, and purely
gravitational displacements, u&®", there is almost no difference. By plotting the
rotational displacements exclusively, we realize a difference of about two or three
magnitudes. The flattening parameter of Eqn. (1) can now be calculated by taking

the difference between displacements along the equatorial plane and poles:

§ o =) i (9 =0)

=1.1-107" (20)
To
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Figure 3: Analytic results from [? | based on a constant average mass density (left)
and FE-results for normalized displacements along the equatorial plane from a 3D
Cartesian simulation with the PREM mass density (right).

Consequently, from now on we concentrate on deformation by gravity alone and use
non-linear theory. Now we have two possibilities: Either we transform all equations
onto the reference configuration or onto the current configuration. The reference
configuration has one major drawback, namely the unknown initial radius, Ry. A
possible solution is to determine the radius iteratively by adjusting the radius in a
stepwise manner, and always comparing the result to the real current outer radius.
However, it is more convenient to transform all equations onto the current config-
uration and to use the real outer radius for the mesh. If we omit rotation we have
a purely radially symmetric problem. Therefore, we switch to spherical coordinates
and assume the deformation to be purely radial as well:

Z'=R(r 9,0)=r—u.(r), Z*=60(r.,9,p)=9, Z3=0(r.,9,p) =, (21)

with corresponding base vectors:

; 1 1 .
g' = {er ey e@} and g, = {er ,Reo ,RsinOey} . (22)
This motion results in the following deformation measures:
dR du,
. @ 00 (1) 1(:); 0 du,\ 7L e 2
Fl=|0 10 — 0 B CoJ=(1- (7) .
0 0 1 0 0 & dr R
goi®gk T ep, @ek

(23)

With the help of the deformation gradient we may derive the only non-zero Green-
Almansi strain components:

du, 1du, Uy 1u,
= 1—= , = =—|1-—=—. 24
‘ dr ( 2dr> 0= Cor =7 ( 27“) (24)

With Eqn. (16) we can now detail the Cauchy stress components. It is reasonable
to normalize them by the bulk modulus, k:

o 3(1—v) du, 1 du, U u, 1 u,
by = 20 = 20TV S () 2 Dli-c2), 25
k 1+4+v dr< 2d’r)+1+l/r< 2r> (25)
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d 1d 3 1
tﬂﬂ:t%@:@ _ T VYV CUr <1 uT) + Ur <1_ur>. (26)

k k' 14+vdr ' 2dr 1+vr 2

If the balance equation (13) is observed it turns out that only the radial component

is different from zero. In addition to introducing normalized stresses, we define a
dimensionless current radius, z = 7/r;, and a dimensionless displacement, u = ur/rg,
by dividing both by the outer radius of the Earth, rq = 6378 km:

dt,, 1 PTo
— (28, —tyy — t =—/r. 27
dz + T ( 99 <p<p) L f ( )
For a radial mass distribution Eqn. (9) reduces to:
1d /[ ,dU au 1 [ P
ﬁ& <7" 5) = 47TGp (T) = E = ﬁ . 47Tp (7’) redr, (28)
and therefore the gravitational accelerations are given by:
Gm (r Gm (R G irpoR? 4 Up\ 3
£ 2(>:_ 2():_%:—-7@%(1——)% (20)
r r r 3 r

Herein we have used a homogeneous medium mass density, po = 5515 k&/m3 (see Fig.
2). By inserting this result in Eqn. (27) and by using Eqn. (23), we get:

dt 1 u\® du 47 G pEre
= _27“7’_ - == (1-—) 1— — , i Y U] 0_
dz + T ( t tgg tWP) Q. - ( dl‘) x . 3% (30)

Simulations were carried out for different parameters «;, always keeping Poisson’s
ratio at v = 0.3 (Fig. 4, left) and v = 0.38 (Fig. 4, right), respectively. The results

0.00 0.05
0.00
-0.05 005
-0.10 -0.10
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—0.15 -0.20
020 -0.25
—-0.30

026602 04 06 08 1.0 033502 04 06 08 1.0

o o

Figure 4: Nonlinear solution for v = 0.3, starting from ay = 0.1, upper blue line, to
ar = 1.1, lower red line in steps of 0.1 (left), and for v = 0.38 and ay, = 0.1 --- 1.2
(right).

(see Fig. 4) show once more very clearly that purely gravitational deformations
of a massive, earth-like celestial body are beyond the validity of linear geometric
theory. Therefore finite deformation theory was applied to the radially symmetric
self-gravitational problem of a sphere and results are shown for different constella-
tions of parameters. Unfortunately no convergence was achieved for the case when
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oy turned to 1.976, which corresponds to a = 2.45 when referring to the alternative
mass-stiffness parameter a = «, ggzg of the paper by Miiller and Weiss [? | in the
same proceedings. Their largest converging value of « is 1.76, obtained with the
finite difference technique for v = 0.38. This corresponds to «j = 1.18, which is
almost exactly the same value we were able to achieve (see Fig. 4 (right)) with the
finite element algorithm. We tried to solve the differential equation by adaptively
refining the mesh at regions were the displacement gradient is large, but to no avail:

Convergence could not be achieved for larger values of .

Paul Lofink, Technische Universitat Berlin, Sekr. MS 2, Einsteinufer 5, 10587 Berlin

Wolfgang H. Miiller, Technische Universitat Berlin, Sekr. MS 2, Einsteinufer 5,
10587 Berlin
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On the existence of a critical speed of a rotating
ring under a stationary point load

Tao Lu  Andrei V. Metrikine
T.Lu-2@tudelft.nl

Abstract

It is known that critical speeds exist for a constant load uniformly moving
around an elastic ring, which is elastically connected to an immovable axis.
However, in the inverted case, namely in the case of a rotating ring subject to
a stationary constant load, the existence of such critical speeds is still being
debated by the research community. Various rotating thin ring/shell models
are available in literature. Especially active is the tire research community
within which the rotating ring/shell models are often employed to mimic vi-
brations of the tire tread of pneumatic tires. The theoretical predictions of
the critical speeds made on the basis of the existing models are not convincing
and sometimes confusing. Properly formulated governing equations including
the pretension due to rotation and a due linearization are needed to predict
the critical speeds correctly. In this paper, a rotating thin ring elastically
mounted on an immovable axis and subjected to a stationary point load is
investigated. The governing equations are obtained by modifying one of the
most widely used rotating ring models in order to describe the pretension in a
more accurate way. The parameters are adopted from a pneumatic tire. Free
and forced vibrations are investigated. Instability and stationary modes are
found which were not reported in literature before. The results of the forced
vibration clearly reveal that a critical speed of a rotating ring does exist. The
deformation patters of the ring rotating at the sub-critical and super-critical
speeds are shown and discussed.

1 Introduction

The in-plane vibration of rotating thin rings and shells has wide engineering applications. A
special position among those is occupied by the pneumatic tires, whose dynamics has been
investigated by many researchers with the help of rotating ring models. Such simplistic
models are useful because the predicted natural frequencies are in good agreement with the
ones measured in experiments. Various rotating thin ring models have been developed and,
among those, the models based on the LovesI €s thin shell theory in Ref. [1, 2, 3] are most
commonly used. Critical speed clearly exists for a constant load moving around an elastic
ring [4] but the existence of the critical speed for a rotating ring subjected to a stationary
constant load is still being debated. Significant wave-like deformation was observed when
a pneumatic tire rolls on the ground with a speed higher than a certain critical value
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which suggests a rotating ring may have a critical rotation speed. However, the theoretical
predictions for the critical speed are not convincing and, sometimes, confusing when use is
made of the existing rotating ring models. Some references gave a prediction for the critical
speed but the pretension due to rotation was not properly included or even not included at
all, e.g. Ref. [5, 6]. Many other references did not mention the critical speed problem, e.g.
in [2, 3|. In Ref. 7], Huang and Hsu concluded that no critical rotational speeds exist for
the forced response to a stationary constant point load subjected to a rotating thin shell.
The aim of this paper is to show that there exist critical speeds for rotating thin rings but
a modification of the model is needed to predict those. The rotating thin ring model used
in this paper is a modified version of that presented in ref. [2].The modification concerns
the pretension caused by rotation. Parameters from a pneumatic tire are applied. The
physical parameters of the ring are obtained by matching the natural frequencies predicted
by the adopted analytical model with the measured ones from ref. [8]. Free vibrations
are studied first in order to show the effect of the gyroscopic forces. Thereafter, the ring
response to a constant stationary point load is analyzed.

2 Governing Equations

In this paper, pneumatic tires are chosen as the engineering application of rotating ring
model. The tire is modeled as a thin ring with a uniform rectangular cross section. Radial
and circumferential distributed springs are used to model the sidewall of the tire. It is
assumed that the center of the ring is fixed and the ring rotates about it.

The rotating ring model and the reference systems are shown in Figure 1. It is assumed
that the mean radius of the ring is R, whereas w and w are the small displacements in
the radial and circumferential directions, respectively. p is the internal air pressure of the
tire. The stiffnesses of the radial and circumferential springs per unit length are designated
as k, and k., respectively. It is also assumed that all springs possess viscosity per unit
length equal to o. Furthermore, p is the mass density of the rim, E is the YoungsI €s
modulus, A is the cross-sectional area and [ is the cross sectional moment of inertia. P is
the magnitude of the constant radial point load which represents the contact force between
the tire and the ground. 2 is the angular frequency of the tire rotation.

The linearized equations governing the model vibrations in the nonrotating reference sys-
tem are the same as in ref. [2] and can be written as

EI

pAii 4 2pAQ(U + W) — pAQ? (u — 2w’ — u”) + ﬁ(w”/ — )
EA / " / . /
_ﬁ(w +u")+ N(u—w') + keu+o(u+ Qu') =0, 0
1
ET
pA + 20 A0 ) — pAD(w + 20! ) + T — o)

—i—if(w +u' )+ N —w") + kyw + o(i + Qu') = P§(6),
where the overdot and the prime designate the partial derivatives with respect to time and
the angle 0, respectively.
Note that because of rotation, the ring has a static radial deformation w, and the pretension
N = EAw./R (see Ref. [2]). Equation (1) governs small vibrations about the static
equilibrium.
In Ref. [1, 2, 3] and in most of the other references, the pretension is approximated by

N = pbR + pAR*Q?. (2)
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Figure 1: Rotating ring

A proper approximation for the pretension due to rotation is needed to predict the critical
speed. If we take an element of the rotating ring and analyze the force equilibrium, the
pretension can be shown to be described by

202
v _ BAPOR + pARPQ> )
R EA/R+ kR

If FA/R >> kR, i.e. if the extensional stiffness FA of the tire treadband is very high,
then the approximation N = pbR+ pAR?Q? can be applied. However, in the present paper,
the more general equation (3) is retained. Consequently, the static radial deformation is
taken as

pbR + pAR*Q?
We = —F—. (4)
FA/R+ k.R

3 Identification of the parameters

One of the main factors the validity of the rotating thin ring model depends upon is the
estimation of the values for the parameters in the governing equations. A reasonable way
to determine those is to match the natural frequencies predicted by the analytical model
with those measured using nonrotating tires |2, §].

Let us derive expressions for the natural frequencies. To this end, we assume the following
form of the solution:

w(0,t) = Welr0ent) (g, 1) = Uelnfront), (5)

Substituting the above expressions into the governing equation (1), one can obtain the
frequency equation in the form of a fourth order polynomial:

w4 azwn® + agwn? 4+ arwy, + ag = 0. (6)
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For brevity, the expressions for the coefficients of the above polynomial are omitted. These
coefficients are functions of all the model parameters, as well as of the mode number n and
speed of rotation 2.

Generally, the geometrical and material parameters p,A,R.,b,h(b is the width and h the
thickness of the ring), are obtained based on the tire geometry and its material properties.
In contrast, the equivalent parameters EA,E1 k, k. are identified from experimental modal
analysis. By comparing the measured natural frequencies and natural frequencies predicted
by equation (5), the values of FA,EI k, k. can be identified. The experimental natural
frequencies, along with geometrical and material parameters used in this paper are taken
from Ref. (8] for a 195/70R14 radial tire. The geometrical and material parameters are

b=0.16m, h =0.0lm, A=0.0016m?, R = 0.285m,
p=2.28 x 103kg/m3, p = 2.5 x 105N /m?

Table 9: The measured and theoretically predicted natural frequencies

Mode number n=1 n—2 n—3 n—4 n=>»5 n—6 n="7 n—_8
1| fn(Hz):measured - 108.53 | 132.38 | 158.30 | 186.92 | 213.60 | 248.14 | 287.54
fn(Hz):predicted | 91.14 | 108.53 | 132.38 | 159.32 | 186.92 | 215.17 | 245.92 | 287.54

The first row in Table 9 lists the measured natural frequencies of the tire adopted from Ref.
[8]. The second row contains the natural frequencies predicted by the model whose param-
eters were chosen such as to give a close correspondence between the measured and calcu-
lated frequencies. In order to determine four equivalent parameters, namely EA,E1 k, k.
four measured natural frequencies were substituted in the characteristic equation (6).

The natural frequencies of n=2, 3, 5, 8 were used. Upon solving the four obtained nonlinear
algebraic equations the following figures for the equivalent parameters were obtained:

FA=13374.99N, EI = 17.37TNm?, k, = 4.49 x 10°N/m?, k.= 1.16 x 10°N/m?

Substituting the above figures to equation (6) and solving it for the frequency, the natural
frequencies shown in the last row of Table 9 were obtained. Table 9 demonstrates good
agreement between the theoretical and measured natural frequencies. Note that in Table 9,
the measured natural frequencies are associated with the dominant bending modes. Since
no inextensibility assumption is employed here, the natural frequencies of the extensional
modes can be obtained as well by solving equation (6).

4 Free vibration

Making use of the identified equivalent parameters, the natural frequencies of the rotating
ring can be obtained. The dependence of the natural frequencies on the rotation speed for
the modes from 0 to 5 are shown in Figure 2. The absolute values of the real part of the
natural frequencies are shown.

The following conclusions can be drawn from Figure 2:

1. Frequency bifurcation. The nonrotating ring has two distinct natural frequencies (for
each mode number) associated predominantly with the radial and circumferential vibra-
tions. Usually, the lower one corresponds to the predominantly radial motion while the
higher one is associated with the predominantly circumferential motion(for n > 2). When
the ring rotates, for any mode number greater than zero, both the lower and the higher
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Figure 2: Natural frequencies versus rotation speeds

natural frequencies split into two different frequencies which results in four distinct natural
frequencies. This phenomenon is referred to as the frequency bifurcation. One needs to
note that the natural frequencies corresponding to n=0 do not bifurcate.

2. Instability. For mode 0, the higher natural frequency increases monotonically as the
rotation speed grows, whereas the lower one first decreases to zero and then its real part
turns to zero at certain velocity. This means that as from this velocity (and up to the
velocity at which the real part becomes nonzero again) the natural frequency is purely
imaginary which indicates that the system is unstable and the type of the instability is
divergence. For the modes n > 1, the two distinct natural frequencies of the lower set
coalesce into one at a particular velocity and become complex-valued after this velocity.
When the speed of rotation increases further, the natural frequencies may become real
again. Since the coefficients of the characteristic polynomial (6) are all real, the complex
roots appear in conjugate pairs. Therefore, there must be at least one root with negative
imaginary part. This means the motion in unstable and flutter instability may occur.
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On the existence of a critical speed of a rotating ring under a stationary point load

3. Stationary modes. For the modes n > 1, zero natural frequencies are observed at
certain speeds of rotation for both predominantly radial and predominantly circumferential
vibrations. In the case of zero frequency, equation (5) reduces to

w(f,t) = We™ wu(d,t) = Uem? (7)

and the deformation of the ring becomes time independent. This means that the modes
corresponding to zero natural frequencies are stationary with respect to an earth-bound
observer. This phenomenon was not reported in literature.

4. The natural frequencies of both the radial and circumferential modes are nearly the
same in the case of a nonrotating tire (2 = 0). This fact has been confirmed by many
modal tests in literature, for example in Ref. [9].

The maximum velocity in Figure 2 is 500m/s. The operational speed of a tire cannot reach
such high a velocity in reality. Furthermore, even if it would, the validity of the model
would be jeopardized by a very large static deformation. Therefore, the predictions of the
natural frequencies for the high rotation speeds are provided herein for the sake of the
completeness of the mathematical analysis only.

5 Steady-state response of a rotating ring

In this section, the forced vibration of a rotating ring is computed. The so-called
Bl Emethod of imagessT Ne is employed to solve the governing equations. This method
was first used to solve the response of an elastic ring subject to a moving load in Ref. [4]
and recently applied for computing the response of a rotating train wheel in [10]. The
parameters have been given in Section 3.

(@) (b)

001 04— -+ origin ring
,,,,,,,,,,, static equilibrium
—— deformed ring

0.00 0.2

£ .001 P 0.0
5 .
2
-0.02 P 0.2
-0.03 T T T 1 0.4 T T T 1
1.0 0.5 0.0 05 1.0 0.4 0.2 0.0 02 04
&m)

Figure 3: v=50m/s

Figures 3-5 show the radial displacement w, the circumferential displacement u and the
corresponding ring shapes for three different rotating speeds. The magnitude of the applied
force is 1.0 x 10* N and the damping o used is 500N s/m?. In figures 3-5(a), the radial and
circumferential displacements are plotted versus the distance from the load £ ( £ = 0 is the
loading point,§ > 0 corresponds to the position when 0 < 8 < 7, ¢ < 0 corresponds to
the position when 7 < 6 < 27 ). In figures 3-5(b), the dotted line represents the original

241



Proceedings of XLIII International Summer School-Conference APM 2015

(@) (b)

0.04 0.4 - -+~ original ring

fffff static equilibrium
—— deformed ring

0.02
0.2

0.00

£ 0.0 P
=
3
-0.02
0.2
-0.04 -
T T T T T T 1 0.4 T T T T T T T 1
1.0 0.5 0.0 0.5 1.0 0.4 0.2 0.0 0.2 0.4
&(m)
Figure 4: v=70m/s
(a) (b)
0.4 - -+~ original ring
fffff static equilibrium
0.02 4
0.2
000 '\
B = 4
< E 0.0 P
g‘ >
-0.02
0.2
-0.04
T T T T T T 1 0.4 T T T T T T T 1
1.0 0.5 0.0 0.5 1.0 04 0.2 0.0 0.2 0.4
&m) x(m)

Figure 5: v=80m/s

undeformed ring, the dash line represents the static equilibrium of the ring obtained by
equation (4). The ring shape after deformation is depicted by solid line. Note that in all
the figures, the ring rotates anticlockwise.

Three different velocities are considered. In Figure 3, the ring rotates with velocity v =
50m/s , it is clearly seen that the ring deflections are symmetrical with respect to the
loading point (the ring deflections are not perfectly symmetrical because of the damping,
but if there is no damping or the rotating speed is small enough, the deflections will be
perfectly symmetrical). In this case, it is obvious that the ring rotates at sub-critical speed.
In Figure 4, the response for v = 70m/s is shown. Both the radial and the circumferential
displacements become wave-like which indicates that the ring now is rotating at a velocity
that is higher than the critical speed. The displacements become more wavy and spread
from the loading point to the whole ring in Figure 5 when the rotating speed increases
to v = 80m/s. Further calculation shows the critical speed to be about the same as the
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minimum phase speed v = 62m/s of a stationary ring with the same parameters.

6 Comments on other rotating ring models

In most publications, researchers claim that no critical speeds exist for rotating thin ring
models, see for example Ref. [1]. As shown in this paper, when the model in Ref. [2] is
chosen as a basis in our study, together with a modified pretension, steady state wave-
like deformations are predicted. If one follows the procedure proposed in this paper and
modifies the pretension to the form of equation (3), one may wonder if other rotating
ring models are also capable of predicting the standing waves. Following the procedure
presented in this paper, the other two popular rotating thin ring models proposed in Ref.
[2, 3] are examined. The examinations show that they can predict critical speed as well,
and the resulting critical speeds are similar to those obtained in Section 4 of this paper.

7 Conclusions

In this paper, the following conclusions are made:

Stationary modes for both bending dominant modes and extension dominant modes are
reported for a rotating ring using the parameters of a pneumatic tire.

Critical speed is successfully predicted for a rotating ring.

The above formulated conclusions are based on one of the most popular rotating ring
models with the modification of the pretension caused by rotation. Other rotating ring
models may also be capable of predicting the existence of the critical speed provided that
the same modification is implemented.
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Steady streaming in a vibrating container at rhigh Reynolds numbers
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Abstract

We consider the fluid flows in a variable vibrating container while assuming
that the width of the Stokes layer is of the same order as the magnitude of
the vibration. With no additional assumptions we build the asymptotic ex-
pansions of the general vibrational flow. In particular, we get an explicit form
of the general equations and boundary conditions for the mean flow (’steady
streaming’). We apply these results to exploring the steady 3D streaming in
a round pipe due to the transverse deformation of the pipe wall spreading in
the form of spiral wave.

1 The steady streaming and the Stokes drift

Let us consider a viscous incompressible and homogeneous flow confined within a container
which moves itself and/or changes the shape of itself periodically but with no displacement
or deformation on average. The characteristic scales of such motion are: the averaged size
of the container, the magnitude of the displacement or deformation, and the correspondent
frequency. We denote them as L, A and €, respectively. We take L as the unit of length |
Q! as the unit of time, U = AQ as the unit of velocity, and pALQ? as the unit of pressure
(where p stands for the fluid density). The Navier-Stokes egs. take the form

Vv +0(v,V)v==-Vp+eAv, V.-v=0in D(r); v(Z+6Y,7)=Y,,z€S. (1)

Here 7 = Ot, § = A/L, €2 = v/(QL?), where v is the viscosity of the fluid. Further, D(r)
stands for the current liquid domain, Y = Y (Z,7,§) describes the current displacement of
the wall, S is the reference (‘averaged’) position of the wall and D denote the reference
domain which is confined within S. The Reynolds number is Re = (LU)/v = LAQ/v =

§/€2.
While letting € — +0 and 6 — +0 in (1) we formally arrive at the vibrational limit
which is linear FEuler system vo, = —Vpg, divvg = 0 endowed with an extra boundary

condition, namely vo = Yo, on S. Thus, the leading approximation gives an irrotational
(curlvg = 0) flow in the bulk of the fluid while the effect of the viscosity as well as the
vorticity concentrate themselves within the Stokes layer alongside S the thickness of which
is of order e. However the senior approximations discover a global steady vortex flow which
is widely known as ‘steady streaming’.

In spite of its relative weakness the steady streaming is capable of making effect on the
long-term mixing processes. For clarity, let us consider the dimensionless equation of the
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fluid particles which is written in the form dx/dT = §~'v(z,7,0), where T = 6%7 is
the ‘slow’ time. Assume v = v(x,7) + §(v(z) + v1(z,7)) + O(6?), § — 0 where ‘tilde’-
terms vanish on average. Then z = Z(T) + 6(21(T) + Z(r,T)) + O(6?), § — 0 where
dz/dT = v(z) + [v,W]/2 and the square brackets denote the common commutator of
vector fields, and v = w,. Generically, both summands in dz/dT possess vorticity! and
the latter is known as the Stokes correction.

There is a number of different treatments of the steady streaming depending on the as-
sumptions about dimensionless quantity Res; = (Q2A42%)/v = §2/¢? which is widely known as
the streaming Reynolds number. In fact, v/Res is nothing more than the ratio of amplitude
of the displacements of the boundary to the thickness of the Stokes layer. Assume that
they are of the same order i.e.

0 —0,e—0, \/Reszé/edéfﬂzconstwl, Re = fe! = . (2)

Considering of such scales goes back to Craik and Leibovich (1976), Duck and Smith
(1979), Haddon and Riley, (1979), Gopinath (1993) 2. Our approach is more formal and
general. We develop asymptotic expansion of general problem (1) with the use of the
Vishik-Lyusternik method. V. Levenshtam (2000) employed similar approach in the case
of a constant domain and vibrating mass force. Our analysis results in the universal
description of the steady streaming and Stokes drift with no use of special assumptions
about the flow except for those of (2). On such base we easily treat a number of important
particular cases.

2  Governing equation

We start with a number of auxiliary matters. Given a vector field a on D consider the
orthogonal (in the natural metric of the energy) decomposition a = b+ Vy and associated
projectors I : a++ Vy II' : a > b, where b is divergent-free field being tangential to S.
Let g = g(-) be the averaged value of g = ¢(-,7) with respect to 7. We set § = g — g.
Apparently, § = § = 0. In what follows we overline the non-oscillating terms and put tilde
over the terms vanishing on average. The integration operator 91 : g — f, O,f = g is
well-defined in the space of time-periodic g : g = 0.

Let a be a power expansion. Denote as ,,a the m—th order polynomial obtained by the
truncating of a. Further, let b, c, ... be polynomials perhaps with variable and vector-valued
coefficients. Denote as op(b,c,...) an algebraic expression over b, c..., may be, involving
the derivatives of the coefficients.

We seek asymptotic solution v, p to the system (1) subject to assumptions (2) in the form
(v,p) = (V",p")+ (vb,pb) where 12 -terms are to describe the inner flow inside the bulk of the
fluid while b -terms are to describe the flow near the boundary within the Stokes layer the
width of which is of order e. Both v*, p* and v°, p* are expanded in ¢*, k =0,1,2,.... The
coefficients (v, p) and (v2,p}) of both expansions have to be smooth in 2 € D and 27 -
periodic in 7. In addition, b - coefficients depend on n = p/e, where p is a non-tangential
coordinate nearby S. These dependencies have to be such that (v2,p2)(-,n) = o(n™") for
every n.

!The commutator of two irrotational generically has nonzero curl

2We omit the detailed references for the sake of compactness. The details can be found
in the articles listed at the end of this one. They all are readily accessible via arxiv.org or
www.researchgate.net
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With this in mind we substitute the unknowns in (1) with the above expansions and arrive
at the chain of equation for ¢ - coefficients: 0.vj = —Vpj + i, V- v; = 0 inside D,
v-n =, on S, where f;, = op(r_1V*), 7 = op( b1V, 1V, kf/) and n stands for the
inward normal filed on D. There exists a solution provided that II'f;, = 0 and no solutions
exist otherwise; the solution (if any) is defined up to the mean field vi. We have to find
the mean field while reducing the solvability condition for the next approximation.

Let us come through more details. Let N4 denote the velocity of the irrotational flow the
normal component of which on S is equal to 7. To get the iterating started, we set fy = 0,
4o =11 - Yy,, where 59 = 0 as the boundary does not vary on average, and Yy = Y (z,7,0).
Then vy = vi + N7o; Vpy = —0:N7g. While calculating the first-order terms, we face
the solvability condition which coincides with the steady incompressible Euler equation in
D. In sec. 3 we'll see that we have to seek the solution obeying both no-flux and no-slip
boundary conditions. Such problem seems to be overdetermined but there always exists
the trivial solution vg = 0. Although another choice can be of sense too we do not explore
such possibility here.

Thus the first-order term v; is the leading one for the steady streaming. Next we pass
to the second order terms but the evaluating of them produce no equation for v; as
the correspondent solvability condition turns out to be always satisfied. The solvability
condition for the third-order terms takes the following form

AV] — VH; = &) x V; V-¥{ =0; V =] + S[&;,€]/2, & = N(8; 'F0) (3)

where @! = V x v¢.3 Thus, V is the total drift velocity which is responsible for the
transporting of the mean vorticity into the bulk of the fluid. The averaged commutator
B[&-,€&]/2 is nothing more then the Stokes correction.

3 Boundary condition.

Currently, our target is the deriving of the boundary conditions for the mean flow. To
this end, we have to consider asymptotic expansion inside the Stokes layer. To do so we
employ coordinates x — (p, ) where p(x) = dist(z, S), @ is the point in S which is nearest
to . Such mapping induces the decomposition h = h" + h,,, where the former summand
is the tangential component and the latter one is the normal component of h.* We rewrite
system (1) relative to the coordinates (p,#) and then separate the normal and tangential
projections of it. Next we inflate the Stokes layer with the stretched normal coordinate

= p/e. We use slightly different expansions for the normal and tangential velocities
as well as for the pressure; namely (vj), = pj = p} = 0, (vk,’ﬁl)n =), piH = P,
w}: = (VZ)” k = 0,1,.... Then the equations for the boundary layer corrections and
boundary conditions take the form

(0- + B0y + 02) wp=Fy;  Oyup = Si;  OpP =Rk 1> Biln(0,7); (4)
w, = B (Yir —bp)" = Wiy uf = B¥(Yir —bp)a —u)_y;  if = Bno, (5)
i0(0,7) = 07 50(0,7) = (Yo)alp=0;  (Wh,up, PR) =o0(n™*), n— o0 Vs > 0; (6)
(7)
(8)

b b o b b b
by =op(k_1V', ko 1W, g1, 1Y); Sk =op(kV', kD', k-1, k-1 P, kW);
b b b b
Fi = op( 1, kW', 51 P, k1vh, k10Y); Ri = op(pvh 10" 5, k1 P°, pw’).

3For the deriving of Eq.(3) we employ the equality ax [b,c]+cx [a,b]+bx|[c,a] = V(a-(bxc))
which is valid for every three of the divergence free fields.
4Now we direct the normal towards the bulk of the fluid.
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Here all the 1—terms or their derivatives are restricted onto S i.e. to p = n = 0. Note also
that Fy, R and Sy possesses the decay rate (6) provided that the b—terms they involve
possesses the same decay rate.

Substituting n with s = n — 8ng > 0 transforms the first equation of (4) into the canonical
heat equation in a semi-plane {(s,7) : s > 0} and the first boundary condition (5) then
moves to the line s = 0. Note that the appearing of the advection in the first equation of
(4) is the direct consequence of assumption (2).

The oscillating projection of the first equation in (5) gives boundary condition to the first
equation in (4) while the oscillating projection of the second gives the boundary condition
to the normal velocity of the inner flow. The averaging of the both gives the boundary
values for v i.e. for the mean flow. The calculating of them involves v‘v}: and E?C which one
can get via the averaging of the first and second equations of (4) with account of the decay
condition. We emphasize that the averaging is always performed relative to the moving
frame i.e. we first write all the things using s-variable first and next perform the averaging.
System (4-8) possesses triangular structure which allows us to find W}: first, u?c next and
P,'; finally. To get the process started we set bg = 0, Fg = 0. Then w{ = 0 and 79 = 0 as
stated in Sec. 2.

Now we formulate the boundary conditions for vi. We denote as hm, m € Z the Fourier
coefficients for periodic function h. Also, Ym stands for the Fourier coefficient of Yy =
Y (2,7,0). On S, we define a vector field q = Yy — &, q || S. Thus,

B Wil = (V- @)ar/2 =Y fm] (V'@ml® + 4(V" - m)a-m) /4 = [Yg,, Y1/2 -

- Z m| (V" (Vi X V) ) (Vp X &) — 2(cwrl (€ X V) - Vo — oAp)as -

—7i0V iy — 270 (Y3, V)Vp — (V' (Yo x Vp)) (Vp x &) = V'(&r - Vo) = (9)
~B(Yg - Vitg) Wsl,p; W, =Wy, s>0, W(0,7) =q,, W(co,7)=0.
Blal|s = Bt = €,&-1,/2- (10)

Equations (3) and boundary conditions (9-10) gives us the total drift velocity V. Note
that V is always tangential to S.

4 Examples

1. The tangential and torsional vibrations are natural provided that a subgroup of the
motions acts on S. For such vibrations, the Stokes term is always equal to zero.

For instance, consider the tangential vibrations of a circular pipe. Then D = {r < 1},
and p = 1 — r (relative to proper cylindrical coordinates). Every tangential motion of the
boundary can be written as Yy = ko(7)eg + £1(7)e. = q. where Ro(7) and &1 (7) are given
scalar periodic functions. Apparently, V'-q = 0, V"|qx|?> = 0 and V"- (g x Vp) = 0 once
again. Thus, translational-rotational tangential vibrations of the circular pipe produce no
steady streaming in the leading approximation.

Consider now the torsional oscillations of a ball submerged in unbounded fluid. Then the
averaged flow domain is D = {r > 1}, r=|z[, S={r=1}, p=r—1,Vp=0 = x/r.
Let Yy = u(7)k x 6, where k = const, |k| = 1, u is scalar 2m-periodic function vanishing
on average. Then q,, = fin,k X 8 and no one term on the righthand side of (9) contributes

in W} except for —1 > |m|V"|§|? and for —1 > |m| (V” (Vi X Vp)) (Vpxq-m). In
the end, we get Wi|g = —(k3/4)sin2¢e, k = > |m||im|?, cosyp = k-0 here 1 is the
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latitude on S, ¥ = m/2 on the equator and e is the unit vector associated with 1; on the
equator, e is directed as k. Thus, the steady streaming driven by the torsional oscillations
of a submerged ball moves the fluid from the poles towards the equator that is in agreement
with the experiments of Hollerbach et al (2009), see Morgulis (2010) for more detailed
analysis.

Consider the translational vibrations of a submerged ball. Then Yy = wu(7)k (with the same
D, S, ;1 and k as in the case of the torsional vibration). Such vibrations are not tangential
but produce no Stokes correction again, i.e. [€;,&] = 0 everywhere in the flow domain. As
a result, 4} = 0 on S, see (10). Furthermore, q = 3u(0 X (k x 0))/2. No one term on the
righthand side of (9) contributes in W except for —% 3" [m| (V"|@m|* + 4(V" -+ @) G-m),

and w} = (45k3/16) sin 2¢pe. This time, the steady streammg driven by the translational
oscillations of a submerged ball moves the fluid from the equator towards the poles.

2. The normal vibrations are such that Ya' = 0. Then Yy = noVp, q = —§&". For instance,
consider the normal vibrating of the lid of a liquid half-space. Let e;, ey, e, be the unit
vectors of Cartesian coordinates system Ozyz relative to which D = {z > 0}, S = {z = 0}
and p = z. Let 779 = 7o(z, 7). Then & = e, + ne,, Mo = n|.—0 and q = —e,. Further,
curl (€ x Vp) - Vp = —¢,, and Ap =0. Then

Wilg = wes, w = Bhozfor — (35/2)(€x€r (02/2) 3 [k 1€xI%)] =05
5[57’75] :B(szex_wzez)» 1 :ﬁwa:‘z=07 w ?757'7'

Consider now normal vibration being produced with a planar traveling wave, i.e. set
fo(x, 7) = f(ax — 1), where f(0) =Y fre'™ is prescribed. Then

n= kae*a\mzdrika; E = 4 Z kagn k.efoz|k|z+iko; o=ar—T;
Moallor = Earlsm0 = —af%: = = Y| fu2kle2Ho,
'all = 07 \7% = weyg, W= aﬁf/Q/Q = COHSt,

BTe, €] = B/ (2)e, = 2B8a Y | fi[2k2e2Ikloz,

Here the mean field vj is constant. The total drift velocity is
V = W (2)e,, where W(z) = aff2/2 + QBOz(Z | fu|2k2e—2Iklaz),

Thus the steady streaming being induced by the spreading of the normal displacements in
the form of a planar wave traveling along the lid of a liquid semi-space moves the drifting
particles in the direction of the wave propagation (as W(z) > 0 for every z > 0). The
streamlines are everywhere parallel to the direction of the wave propagation. The velocity
magnitude depends on the depth only and attains a nonzero limit far down from the lid as
the Stokes correction becomes negligible.

Finally, consider the normal vibrations of the wall of a circular pipe being produced with a
spiral traveling wave. Again, D = {r < 1}, § = {r = 1} and p = 1 — r relative to the
cylindrical coordinates r, 8, z, and

mo(0,z,7)= flaz+nd —7),neN, f=f(o kae

We treat this case by analogy with the previous one. As usual, I,(s), p € N, stands for
modified Bessel function of first kind (bounded for s — +0) of order p. For the sake of
convenience, define

2
_ d Tk (s) . _ jgjn(alkl) .
Xkna(8) = o5 (Ikl(komk)> koo = Gl K€L
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The tangential and normal components of the mean velocity on S, the mean velocity itself,
the Stokes correction, and the drift velocity field have the forms

11
12

Wi = 5Cn o (neg +ae,);uj = 0; v = BCy a(nreq + ae.);
no = DRI (304 2000 — 2 = 1)

(5/2)[577 €] = B(vn,al(r)neg + wy q(r)ae;);

tna = 2SR fel? (X o alklr) — Memafolf))

o = LRI (X o (alklr) + Xezsialt)

=(ﬂ/2)[£n£]+“fi=ﬁ( " aneq +wi jae;) ;

d _ . _
Un,a = rcn,oa + Un,as wn,a = Cn,a + Wn, o

(11)
(12)
(13)
(14)
(15)
(16)
(17)

16
17

Thus the steady streaming being induced with the spreading of the normal displacements
in the form of a spiral wave traveling along the wall of a circular pipe gives rise to a
translational-rotational motion of the drifting particles. The axial and rotational velocities
depend only on the distance from the pipe axis and the streamlines are helizes.

The Stokes corrections to the axial and rotational velocities are always positive ¢.e. the
directions of the correspondent rotating and translating of the drifting particles are the
same as those of the deforming wave. Indeed, the modified Bessel equation implies that

(I1,) + s = 2 + (14 s~ 2p?) I
(DL — s 'L = (I — s L) + (1 + (p* — 1)s ) I2.

Then every summand in (14-15) is positive. Despite of this observation, the components
of total drift velocity (17) can change their signs, i.e. the directions of the translating or
revolving of different layers of the fluid can be opposite one to another. Indeed, consider
the long-wave limit ¢.e. let & — 0. For simplicity, let f be a trigonometric polynomial of
degree N. Then

Cro =Y _KIfil* (1/2 = 2/(|k[n) + O(@)) , o = 0
ool = DRI (5/2 =4/ (KIn) + O(a)), & = 0
wie| = Y RIS (5/2 = 2/(kn) + O(@)) a = 0

Thus Cj, o can be negative, that is, the rotational and axial components of mean velocity
can be directed oppositely to those of the deforming wave provided that n = 1, 2,3 while
a is small enough. If n = 1 in addition then vg@ can be negative for r = 1, that is, the
rotating of the drifting material particle can be opposite to that of the deforming wave
near the wall® of the pipe. Finally, wfa is positive in the long-wave limit, that is, the axial
drift always follows the wave near the pipe wall.

Consider now the vicinity of the pipe axis. It is convenient to watch the behaviour of

angular velocity. Then

2| F (2
lim el — o2 > kk% n=1,2;
r—+0 " alknlpr2 (alkl)’
0<n|k|<2 nlk|
Una _ 5lAP _
,r.]_lf_r;'_lo r O n > 2 wlva’TZO - 2112(0[), wLa‘r:O = 0’ n > 1.

5"Near the wall" means that the distance from the wall is small enough but still much greater
when the width of the boundary layer (which is of order ¢)
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We conclude that in the long-wave limit, wfm, n = 1,2,3 can be negative on the axis but

always positive near the wall. Consequently, the axial drift of the material particles can
change its direction in the bulk of the fluid; namely, the axial drift always follows the wave
near the pipe wall but the counter drifting can occur near the axis. However if n =N =1
then the axial drift follows the wave on the axis too. (We remind that N is the degree of
polynomial f).

Consider now the long-wave limit for the angular velocity I'y, o(r) = Cp o + r‘lvma. If
n > 3 then the drifting particles and the deforming wave revolve themselves in the same
direction. Otherwise the rotating keeps the same direction near the pipe wall while the
counter revolving can occur near the axis. If n = 1 there is an extra possibility: the counter
revolving occurs both near the wall and near the axis and so happens inevitably provided
that n = N =1, see Fig. 1.

On Fig. 1, the profiles of the angular velocity of the total drift vs the distance from the pipe
axis are presented for the case of the vibrations being produced by single harmonic, that
is, for f(o) = coso. The right hand panel displays the plots for different azimuthal wave
numbers while the wave length is fixed. The left hand panel displays plots for different
wave lengths while azimuthal wave number is fixed. It is worth to note that there are such
the values of the wave length that the angular velocity turns out to be much smaller near
the pipe wall than near the axis. While looking at the right hand panel, it can be seen that
the doubling of the azimuthal wave number is able to re-direct the rotating of all of the
drifting particles. Further increase of the wave number from doubled to tripled changes the
direction of the rotation again; however, the changing happens not everywhere but near
the axis only.
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Figure 1: The left hand panel displays I';, o vs 7 where n = 1 while a = 1.13 (solid line),
a = 1.1 (dotted line), @ = 0.99 (dash-dotted line) and a = 0.9 (dashed line). The right
hand panel displays I'y, o vs r where oo = 0.5 while n = 1 (dashed line), n = 3 (dash-dotted
line) and n = 2 (solid line).
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Abstract

The microstructure of filled rubber (heterogeneous filler network in rub-
ber matrix) is modelled by a volume filled with thousands of rigid spherical
inclusions. Inclusions could be grouped into secondary structures sBI'Y fractal
clusters. Inclusions are connected by damageable links representing the me-
chanical behaviour of the elastomer in the gaps between filler particles. The
formation of the interfacial polymer layer is taken into account. The volume
is subjected to stepwise deformation. Hysteresis losses under cyclic loading
conditions are modelled by way of breaking links. The influence of the mi-
crostructure (filler fraction, cluster/random filler distribution) and properties
of interfacial layers, on the macroscopic characteristics of filled elastomers are
discussed.

1 Introduction

Reinforcement of elastomers by active fillers, in particular carbon black (CB) improves the
mechanical and strength characteristics of rubbers. Elastic properties inherent in unfilled
vulcanizates remain unchanged. CB is represented by the primary indivisible aggregates
of the order of 0.1...0.2 pm. However, the filler is added to the polymer in a pelletized
form (grains of size 1 BT'Y- 3 mm). During the process of mixing of composite ingredients
these grains are somehow separated and distributed throughout the matrix. Depending
on the mixing parameters and elastomer viscosity, part of the filler is left in the composite
in the form of bulk inclusions BI'Y micropellets. At the same time CB aggregates in the
polymer matrix form secondary structures sI'Y fractal clusters. At some volume fraction,
the filler in the matrix forms a continuous network of clusters. Experimental studies have
revealed that the surface of active filler in a rubber is surrounded by a reduced-mobility
polymer layer [1]. The thickness of this layer is 2 nm, and it exhibits properties similar
to the polymer in a glassy-like state. According to some hypotheses [2|, the mobility of
molecules increases gradually outward from the surface and at a distance of 10 nm passes
into the matrix. One of the effective ways of explaining the mechanical properties of the
composites is structural-mechanical modeling. The finite element method is used in the
works [5, 6] to determine the macroscopic properties of filled rubber. On the basis of the
periodicity cell, the authors examine the stress-strain state, depending on the location
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[5, 6] and shape [6] of inclusions. Both works describe the effect of stress softening. In
the first case [5] stress softening effect is modeled by reducing (result of local ruptures)
the number of elastic macromolecular segments in the second [6] - due to the viscoelastic
properties of the binder. FEM models are limited by large computational costs and the
complexity of calculations arising from the large deformations and on the borders of the
hard and soft phases. In the work of Xi and Hentschke [7] filled elastomer is presented by
the volume of elements, each of which is either part of the filler or fragment of matrix. The
force interactions between the elements exist. Introducing the force response under low
shear stress, the authors simulate the Payne effect. We should also mention the work of
Garishin and Moshev [8], which is describe the discrete model of behavior of random filler
structure in an elastomer matrix under uniaxial loading. In the present work, a structural-
mechanical model for filled elastomers is proposed which takes into account the peculiar
microstructural features of the material. Inclusions are connected by hyperelastic links.
The mechanical properties of these links are dependent on the size of the gap between
inclusions and the characteristics of hypothetical interfacial layers.

2 Concept of the model

The structure of the composite is represented as a system of rigid spherical inclusions. For
modelling of interfacial interactions the links are used (Fig.1), which are, in fact, the rods
pivotally connected to the centres of inclusions and working in tension and compression
only. Two types of links are considered: 1. Links between inclusions with the initial gap

inclusion

aggregate

Figure 1: Continuum structure (a) and discrete model (b) of the filled elastomer.
Different types of links are indicated by the numerals (description is given in the
text).

d9 <20 nm, which has a common special layer with a thickness 10 nm. 2. Links between
inclusions that do not have common intersecting layers (69 > 20 nm) and interact in the
material via the elastomer matrix. The external load changes the location of inclusions
and the configuration of links. Shortly speaking, the links are irreversibly broken under a
particular load. In addition, the case where the special layers are absent, i.e. the properties
of links coincide with the properties of the matrix, is analyzed.
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3 Mechanical interaction of the pair of inclusions in
the elastomer

The force due to the stretching or compression of the link between two inclusions was
determined by the finite element method by analyzing the stress-strain state in the gap
between two rigid inclusions embedded in a hyperelastic low compressible polymer (Poisson
ratio — 0.495). In the calculation, an elastomeric matrix was assigned the properties of
unfilled styrene butadiene vulcanizate, and the corresponding experimental uniaxial tension
curve was approximated by the third-order Ogden potential.

For simplicity, we suggest that the forces occur in the gaps between the nearest carbon
black particles of the neighboring aggregates (Fig.2a). The particle radius is assumed to
be equal to 15 nm. The special layer is divided into 5 equal parts with the corresponding
elastic modulus: E; = 60, 30, 7, 5, 3 MPa (Fig. 2b). The modulus of the matrix is 1
MPa. In the case of inclusion interaction in the absence of a special layer, E; = 1 MPa.
It is assumed that the inclusion is an absolutely rigid one, and the interface between the
inclusion and the matrix is in perfect adhesion. As a cohesive failure criterion for the

Figure 2: Carbon black aggregates in the matrix surrounded by a special layer and
the structural element for calculating force interactions (a); elastic modulus of the
layer versus the distance from the surface (b).

structural element, we have taken the Gent approach [3]: <o > = 5/6F, where < o > is
the hydrostatic stress in the center of the gap between inclusions; FE is the elastic modulus
in the center of the gap. The plots of force I versus elongation in the gap Ay up to the
point at which the fracture begins are presented in Fig.3. The results indicate that the
structural elements with specific layers begin to fracture at lower deformation, and the
resulting force is twice as much as the force for elements without specific layers.

4 Structural — mechanical modelling

The microstructure is modelled as a cube non-uniformly filled with spheres of equal size.
The minimum acceptable space between the spheres is 2 nm. The spheres are assembled
into fractal clusters. Comprehensive analysis of fractal structure and the synthesis algo-
rithms are given in work [4]. Apart from the clustered structure, the case of random filler
distribution is also considered. The filler volume fraction in the investigated structures is
0.13 (30 weight parts of filler).

By virtue of the constancy of the volume, the structure is deformed by the step-wise
displacement of inclusions. After each deformation step, the coordinates of inclusions are
refined in the context of forces that occur in links. This is done by minimizing the local

255



Proceedings of XLIII International Summer School-Conference APM 2015

a
8p, NM
8— ®2 414 X60
=26 ¥18 2120
410 X 30 ¢ 250 2
. o
E z
w w
8 8
g .
L 2
_4_
-8 :
1.25 15
| | I T 1 |
0 1 2 3 4 5 6 T
Elongation in gap %, Elongation in gap %,

Figure 3: Plots of force F versus elongation in the gap for different initial gaps do:
(a) BI'Y inclusions are surrounded by a specific layer; (b) 8T'Y characteristics of the
layer coincide with the matrix.

elastic energy of links. The minimization is performed by the Nelder sBI'Y- Mead method.
On achieving the optimal state of all the inclusions, the configuration of links is specified:
at maximum elongation, the link is broken. The part of the material in the gap with the
broken link begins to respond to compressive forces only and makes no resistance in other
cases. If the breakage of links takes place, then the equilibrium seeking for the system is
repeated. When a new optimal state of the structure is found, the structural-mechanical
characteristics of the system are determined, and the next step of loading is performed.

5 Results and discussion

Two uniaxial stretching BT'Y compression cycles with an increasing amplitude (elongation
ratio A was equal to 2 and 4) were applied to each structure. Example of the initial
and stretched 4-times structure is shown in Fig. 4. At a certain local elongation of the

.....

3x3x0.3 um

Figure 4: Fragment of the model clustered structure before loading (a), after stretch-
ing 4 times (b). Unbroken links are shown in green and blue, and broken links in
red. Clusters are shown in different shades of gray.

gap between inclusions the corresponding link was broken. The typical behaviour of the
rupture of the links is shown in Fig. 5a. At A less than the maximum value (unloading or
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repeating loading), the number of broken links remains unchanged. Thus, the rupture of
links leads to the hysteresis of the stress-strain curve (Fig. 5b), which is typical of filled
rubbers. The stress of links of the clustered model without layers, starting at A = 2.5

a b
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g % oe
- o
$ 1400+ 2 0.2
2 c
£ ‘»
-1 1200 @ 0.1+
n
1000 —T v 0 , [ \ ‘
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Macroscopic elongation i Macroscopic elongation

Figure 5: Typical response of the structure to elongation BI'Y number of links (a)
and their stress (b).

in Fig. 6a, reaches its maximum and then begins to diminish; no material reinforcement
takes place. The reason is that the forces caused by the deformation of the material in
the gap between two inclusions without layers (Fig.3b) do not increase for d9 > 20 nm.
At the same time, despite the fact that the links in the material with layers are broken
at lower elongation, their elastic properties of layers have the reinforcement effect on the
composite. Based on the obtained results, it can be concluded that the model with the
layers with variable stiffness is more appropriate to describe the mechanical behavior of
filled elastomers than others. The stresses in randomly filled structure are higher than in

a b
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Figure 6: Stress in links vs. elongation of the structure: (a) BI'Y comparison of the
structures with and without layers; (b) BI'Y comparison of clustered and random

distribution.

the clustered (Fig. 6b). This is due to the fact that the random distribution of inclusions
is more homogeneous compared to that of clusters. Hence, in the structural-mechanical
model of random structure many through-matrix links occur, that is, the matrix fraction
working under deformation increases. So, this is accompanied by an increase in stresses.
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6 Conclusions

A structural-mechanical model for describing the eleastic behavior of filled elastomers has
been proposed. The model explicitly takes into account the peculiar properties of the
microstructure of the material and interphase interactions in it. The behavior of part of
the polymer placed in the gaps between inclusions has been modeled by links with nonlinear
elastic force response. At some stretch factor the elastomeric link is broken, which allows
us to model the Mullins effect at the macrosopic level.

The results of simulation of cyclic stretching-compression of materials with clustered and
random distribution of inclusions are presented. The cases where polymer layers with
variable stiffness are present or absent around inclusions (the layer of macromolecules
adsorbed on the active surface of inclusions) have been examined. Based on the structural-
mechanical model, it can be concluded that the absence of interfacial layers of variable
stiffness does not lead to the reinforcement effect characteristic of filled vulcanizates.
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Abstract

This paper presents an analysis of the deformation in terrestrial objects,
such as the inner planets, rocky moons, or asteroids, which is due to self-
gravitation. The problem of modeling such structures is quite old and goes
back to the work of Kelvin, Rayleigh, Love, and Jeans in the late 1800. In
those days a linear-elastic, closed-form solution was presented and studied.
However, it turns out that in the case of huge objects, such as Earth or Venus,
the resulting strains can become quite large. Thus, in the sixties, non-linear
elasticity was used and large strains were taken into account. The conclusion
was that some crucial parameters, e.g., the location of the Love radius, do
not change much when switching from the linear to the non-linear regime.
However, this is true only for certain choices of effective stiffness parameters
for the celestial body. At that time this was difficult to see, because the
non-linear analysis is based on numerical solution procedures, which were less
developed back then.

In this paper we will first present some of the history of the problem, then
show the breakdown of the linear-elastic solution and, finally, use modern
continuum mechanics tools to derive the underlying non-linear equations. We
will solve them by applying two numerical techniques, namely Runge-Kutta
methods for the solution of differential equation as well as finite differences.

At the end we will discuss the limits of the numerical approaches and
present an outlook to further alternatives.

1 Introduction and problem statement

The problem of modeling the deformation, i.e., the displacements, stresses and
strains in self-gravitating terrestrial bodies by suitable constitutive equations for
solids is quite old. In what follows we will restrict ourselves to homogeneous solid
spheres, so that the problem reduces to a fully radially symmetric case. First at-
tempts at finding such solutions were based on the linear theory of elasticity, i.e., on
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the combination of the static balance of momentum with Hooke’s law, formulated
at small strains. A rather extensive exposition of this problem for a constant, homo-
geneous mass density, including also the effects of centrifugal forces, can be found
in [Hoskins1910]. A corresponding analytical result for the radial displacement is
presented in [Lovel927], Sect. 98. Most recently, results for this problem have been
summarized resulting in concise formulae in [MuellerEtA12015]. The differential
equation for the radial displacement in the linear small strain case reads (dashes
denote differentiations w.r.t. the radius, r, G = 6.67410 "' m3kg~'s~2 is the gravi-
tational constant, pg is the (constant) mass density, A = (1721?)’?1”), = 2(1]iz/) are
Lamé’s constants, £ and v are Young’s modulus and Poisson’s ratio, respectively):

v U, 4G p?
olly _olir _ _2TGMG 1
tr F r 2 3(\+2p) " (1)

and its solution is given by:

uT:—%l—i_V S_V_T_i , ak:%- (2)
301 —-v\1+v 1§ 3k
where k = ﬁ is the (homogenized, i.e., effective) bulk modulus of the terrestrial

body (a.k.a. elastic modulus of compressibility), and o denotes the outer radius.
This relation can be used to determine the position where the radial strain changes
sign. This was first done in [Love1927]| where it was found that:

3—v

51+ 0) )

TLove = T0

The radial strain is of tensile nature above this position and compressive below.
Note that the circumferential strain is always compressive. Love did not say if he
intended this quantity to be more than just a curiosity. We may speculate that
the tensile nature of a principal strain could be used in context with a damage
criterion, but we will not discuss this any further in this paper. Eqn. (2) was used
to calculate the strain on the surface for various terrestrial bodies based on data
compiled in [MuellerEtAl2015], as a function of varying effective compressibility.
The latter is hard to specify in each particular case, especially since the planets
are not completely solid. Therefore, a range of reasonable values for k should be
examined. The results are shown in Fig.1. On the left we see plots for the inner
planets (Mercury and Mars in red and dashed-black, respectively, nearly coinciding,
Venus in green, and Earth in blue). On the right we see results for Earth’s Moon
(red), Io (green), Europa (blue), Ganymede (black), Callisto (magenta), and Titan
(cyan). For the moons, Mercury, and Mars the strains are small enough in order to
accept linear small strain elasticity as a viable tool for computing the deformation.
In the case of Venus and of Earth the strains are not small. Rather they turn out to
be of the order of 10 percent and more, which is alarmingly high, to say the least.

Thus, in the sixties there was a revival of the problem. First, because based
on seismic measurements more complex models of the density distribution of the
Earth became available, e.g., [Pan1963], [Samantal966|, and, second, because
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Figure 1: Strains on the periphery of various terrestrial bodies as a function of
effective compressibility (for color code see text).

of the conclusion that linear strain theory might be insufficient to describe the
situation in rather massive terrestrial bodies. This concern was expressed explicitly
in [BoseChattarjil963| and [Pan1963]. This analysis was based on the paper
by Seth [Seth1935] on finite elasticity, which operates in current space, uses the
Eulerian-Almansi tensor as a strain measure, and related it to the current Cauchy
stress in terms of a quasi Hookean equation. The numerical approach used infinite
series for a displacement related quantity in context with a corresponding highly
linear differential equation stemming from the static equation of momentum in the
current configuration together with empirically motivated equations for the mass
density and the corresponding self-gravitating force field. We will elaborate on this
in the next section.

2 The governing equations in the nonlinear case

We consider the purely radially symmetric case of self-gravitation for a sphere with a
homogeneous mass density pg in the unstressed reference configuration, By. In fact,
just like the effective compressibility, k, this is a parameter, which is relatively hard
to assess. Indeed, frequently we do know the total mass, m, of a terrestrial object.
However, we do not know its outer radius Ry before gravity has been “switched on,”

so-to-speak. Therefore, the equation py = +— cannot directly be used to determine

_R3
the reference mass density. However, we ghz;ll see later that pg and the effective
elastic parameters of the terrestrial object in question form a dimensionless factor,
a. It is this factor we will vary within reasonable bounds, since the effective elastic
parameters are just as elusive as the mass density of the reference configuration.

It is for such reasons that it is useful to formulate the continuum mechanics
equations w.r.t. the current configuration, B(t), and not w.r.t. By. This contradicts
to a certain degree standard procedures of modern continuum mechanics, which has
a certain preference for the use of the reference configuration in terms of a full
description in material space. It is interesting to note that the need for the concept
of a reference configuration for self-gravitating bodies was anticipated quite early in
the papers of Jeans [Jeans1903] and Lord Rayleigh [Rayleigh1906], respectively.

It has also received further attention more recently, e.g. in [Geller1988]. However,
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as indicated above, this is a treacherous way to go, at least from a practical point-
of-view, since the outer radius of an undeformed planet is not a directly measurable
quantity. With this in mind we will start from the static balance of momentum in
current spherical coordinates. In the totally radially symmetric case only the radial
component is different from zero and reads (cf., [mueller2014], pg. 116, o;; denote
the Cauchy stresses in spherical coordinates):

Gm(ro)'

r2

(4)

darr 20-7'7'_0-1919_0-4.9&9 _ _ _Po —
T+ . =—ph,p=q g =

In the present case it is reasonable to make the ansatz r = r(R) < R = R(r) for
the deformation (r refers to the current radial and R to the radial position in the
reference configuration, respectively). Hence the deformation gradient, F, and the
Euler-Almansi strain tensor, e, read in spherical coordinates:

2
d 00 G
F=| 0 £ 0 = 2e= 0 1— (%) 0 . (5)
00 7 0 01— (&)

From Eqn. (5); we find immediately that detF ' = %(%)2. Moreover, the form
of the body force in Eqn. (4) deserves a comment: At the current position r of a
sphere with an exclusively radial mass density distribution, p(r), the attraction is
directed toward the center and dictated by the total mass, m(r), situated beneath
this position. However, due to mass conservation we have m(r) = m(R) = % poR®.
In this context it should be noted that Eqn. (4); is a direct and exact consequence
of Poisson’s equation for the potential, U, in case of a radially symmetric mass

distribution, p(r):

1d/,dU
_dU _ AxG [T, _ Gm(ny)
fr s ] /r:O rep(r)dr= -

We now turn to the constitutive equation for the stress-strain relations. Following
[Seth1935], pg. 234 these are given by Hooke’s law where the linear strains, ¢;;, have
been replaced by the nonlinear ones, ¢;;, 7 € 7,7, . Therefore the non-vanishing
Cauchy stress components, o;;, read:

O = (A4 2p) € + A egg + €pp) , Tgg = Opp = 2(A + 1) egg + ey (7)

If Eqns. (4)-(6) are inserted into each other a nonlinear differential equation of
second order for r(R) results, which can be rewritten in terms of the radial dis-
placement u,(r) = r — R(r). It is instructive to convince oneself that this equation
reduces to Eqn. (1) of the linear case if all nonlinear terms are neglected. Clearly,
the nonlinear differential equation must be analyzed numerically. For this purpose
it is useful to, first, change to dimensionless coordinates by normalizing the current
radius with the current outer radius, rg, so that « = r/rg and u(z) = u,/ro. Sec-
ond, following [BoseChattarjil963], we introduce an auxiliary quantity, 5(z), by
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R(r) =rB(r) = wu.(r) =r[l — B(r)]. This will prove to be beneficial during the
numerical analysis. Hence, we arrive at:

d 265 2(1 -2
el 362+ 6/2+ 56 I2 + ( V)$5,2:—O[(B+ZE6,>B5I'7 (8)
dz x 1—v

where the factor o = ?(F,\G fé:}? has been introduced, which bears a certain similarity

to the one in Eqn. (1);. Both differential equations are of second order and need
two boundary conditions for their analytical or numerical treatment, respectively.
In the case of Eqn.(8) these result from the requirement that the (normalized)
radial displacement, u(z), must be an odd function in z, i.e., 5'(0) = 0. Moreover,
the surface of the sphere is traction-free, i.e., o..|,—,, = 0, which is equivalent to

v 11— B2(1)] — [82(1) + 28(1)B'(1)] = 0.

3 Numerical analysis and discussion

At the beginning of this section it should be mentioned that in the work by Bose
and Chattarji [BoseChattarjil963| and Pan [Pan1963| a solution for f(z) was
sought in form of a Taylor power series. In fact, this is a very tedious and sometimes
inaccurate approach, in particular, if more complex density distributions are studied.
The latter affect directly the right hand side of Eqn.(4);. In fact, these authors
insert highly nonlinear expressions for pf,., because they want to model the impact
of Earth’s heterogeneous mass distribution.

Interestingly p(r) and f,(r) are given in separate, but related! equations based
on some earlier work by Bolt [Bolt1957]. The right hand side of Eqn. (8) is highly
linear, too, despite the fact that the reference density is homogeneous. Clearly, our
current density is not homogeneous because of Eqn. (4),. However, in contrast to
the previous authors, it is not neither phenomenological nor assumed. Rather it
is a straightforward continuum mechanics result from the assumption of a single
reference mass density. In other words, the current distribution of the mass density
can be calculated once we have solved the boundary value problem for 5(z). More-
over, f, is nonlinear because of the nonlinearity inherent to Eqn. (4)s. It is an ezact
expression for purely radial mass density distributions, p(r), and that is all there is
to it.

We now turn to a numerical solution of Eqn. (8). The first technique to be used
is based on the NDSolve command from Mathematica ([Wolfram2014]). NDSolve
is based on Runge-Kutta integration techniques for ODEs. In addition we used
the option “stiffness switching,” since Eqn. (8) reacts in a stiff manner, due to its
inherent singularity at » = 0 or x = 0. The latter is already present in the linear
case described by Eqn. (1). However, there it can simply be excluded by putting
the corresponding constant of integration in the analytical solution equal to zero.
Moreover, it should be pointed out that despite this optional choice, we were not
able to obtain a solution for the proper boundary condition '(0) = 0. Rather we
had to choose 3'(¢) = 0 with e = 1073,

by Newton’s gravitational principle
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Figure 2: Radial displacement as a function of radial position.

Two results are shown in Fig.2. For the plots geometry and mass data for
Mercury and Earth were chosen from [MuellerEt A12015]. It should be pointed out
that py was estimated by using the relation 71_;7“?, i.e., the current outer radius of the

0

planets. In the case of Mercury the values OE iron were chosen for Young’s modulus
and Poisson’s ratio, leading to o /= 0.35. If the same elastic data was used for Earth «
increased up to 1.96. For this value convergence could no longer be obtained. Hence,
Poisson’s ratio was raised to 0.38, which is equivalent to o = 1.75. The reason for
the lack of convergence becomes apparent by looking at the plots: In the case of
Mercury, there is already a slight discrepancy to the analytical solution, u2"a!(r),
shown in Eqn. (2);. The analytical solution underestimates the displacement. This
is not surprising since a radial strain, which is roughly given by w,/rg, of more than
two percent is already testing the limits of a linear theory.

In the case of Earth the situation is much more dramatic. First, the difference
between the analytical and the numerical solution is huge and, second, even the
analytical solution already predicts strains of almost 10%, whereas the numerical
solution amounts to 30% and more. Note that the curvature of u,(r) “on the left”
becomes more and more pronounced when the a-values increase. For large values
of a, 1.e., for large values of reference density and small values of Young’s modulus
and /or Poisson’s ratio, the u,(r)-curve will first decline very steeply and then show
an essentially linear behavior with a moderate slope. Such extreme gradients with
kinks are very difficult to master numerically.

It is for this reason that we now turn to a potentially alternative numerical
method, namely a finite-difference scheme. Eqn. (8) is transformed into a set of non-
linear coupled equations, resulting in a sparsely populated matrix, by approximating
the solution in discrete points, i = 1..., . on the interval = € [0, 1] separated by
the distance Az. “In the flesh” we use finite difference approximations of O(Az?)
for the first and second order differential quotients as follows:

(x) ~ 20F 1)2;50' —D gy & 2D = 255(;) +A6+1) -

At the left and right hand side of the [0, 1]-interval we use for the first derivatives
with the same degree of accuracy:

B/(O) _ _35(1) +24Aﬁx(2) B 6(3> + O(A:CQ), (10)
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Figure 3: Finite difference vs. Runge-Kutta method.
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Some results are shown in Fig. 3. The plots on the left show that the finite difference
method leads to exactly the same results of the NDSolve command, at least as long
as the parameter o does not reach a certain threshold. This is explored in the
plots on the right. Recall that v = 0.38, £ = 210 MPa with Earth parameters,
i.e., a = 1.75 was the convergence limit in case of NDSolve. The finite difference
technique allows to go a little beyond this value up v = 0.37, 7.e., @ = 1.86. The
plots show that an increasing value of a leads to an increase of strain, as anticipated.
Moreover, the initial slope of the displacement curves increases rapidly. Then, at
larger values of r/rg, the displacement shows a more or less linear behavior. If
we keep increasing « the transition zone is governed by huge gradients and turns
essentially into a kink. However, this is very hard to capture numerically. In fact,
the finite difference method fails to converge above the afore-mentioned « value. It
might be an alternative to use a non-equidistant discretization. However, this is left
to future research. Moreover, another numerical alternative might be to use finite
elements. This will be explored in these proceedings in the paper by Miiller and
Lofink.

The curves in Fig. 3 also indicate that the position of the Love radius, i.e., the
position of the minimum of the w,-curves, as predicted by the analytical solution
shown in Eqn. (3) will change in the case of massive terrestrial objects. This is ex-
plored in detail in the plots of Fig. 4. The left inset presents three curves. First, the
dependence of the Love radius according to Eqn. (3), which is labeled as the “ana-
lytical solution.” Second, the plot called “Mercury,” for which mass and geometry
data of Mercury were used. Moreover, Young’s modulus was that of iron, Poisson’s
ratio varied within the possible bounds, and the NDSolve command was applied to
find a numerical solution of the nonlinear boundary-value problem. Thus, a-values
changed between 0.47 and 0, when v increased from 0 to 0.5. The result confirms the
statements in [BoseChattarjil963] or [Pan1963] according to which the location
of the Love radius is hardly affected by the nonlinear treatment of the deformation
problem. However, this is only true, if a stays small, which is not guaranteed for a
large object, such as Earth. This is shown in the third plot of Fig.4 (left). In this
case « varied between 0 and 1.75 when v decreased from 0.5 to 0.38. Obviously, the
difference to the analytical solution can become very large.
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Figure 5: Normalized distribution of mass density predicted.

In summary, the location of the Love radius depends on two parameters, Pois-
son’s ratio (which is the only parametric dependence in the analytical solution) and
the mass-stiffness parameter, o. The plot on the right hand side of Fig. 4 explores
this in more detail: The Love radius is plotted vs. « for various values of v. The
corresponding values for the Love radius according to the analytical solution are
indicated by circles. They are valid for small values of «.

We now turn to the assessment of the redistribution of density due to the defor-
mation. The non-linear numerical analysis is based on Eqn. (4),, which leads us to
conclude that:

ﬁ = [B(z) + 28 (z)] 3 (x). (1)

In the case of the analytical solution from Eqn. (2) we may write:

P ) — oM@
=1 (e) — 2 (12)

Fig.5 shows results obtained by evaluating both equations. Clearly, the mass
density increases toward the center of a planet even if the reference mass density is
homogeneous and constant. In the case of a small planet (like Mercury) the density
distributions from both equations are relatively close together. In the case of a large
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planet (like Earth) the numerical, i.e., the solution from the non-linear equation of
deformation leads to densities at the center much larger than those obtained from
the linear solution. In other words: The nonlinearity allows us to understand and
potentially model the dramatic increase of mass density in the center of massive
terrestrial planets without assuming a denser core to begin with.

As a matter of fact, the increase in mass density shown on the right hand side
of Fig.5 is much too large. This is due to the assumption that the effective elas-
ticity of Earth is essentially that of iron, which it is not, and that the Earth was
homogeneous in the beginning when it formed, which it was certainly not. In-
deed, the plot is intended to demonstrate the potential of a nonlinear description
of deformation, a fact which, to the best knowledge of the authors, has not been
emphasized in the literature so far. Indeed, the density distribution of the PREM
model [DziewonskiAnderson1981] are phenomenologically based on seismic mea-
surements which were analyzed by using (anisotropic) linear elasticity. All we wish
to say at this point is that modeling the density distribution of Earth should be
attempted in combination with a nonlinear deformation theory.

4 Summary and conclusion

In this paper we have analyzed the deformation in self-gravitating, initially homo-
geneous, solid spheres. An analytical solution valid for linear, small strain theory
was juxtaposed to a numerical one of the corresponding boundary-value problem
based on nonlinear, elastic, large strain theory. Problems in context with the nu-
merical treatment of the nonlinear equation were discussed. It turns out that two
dimensionless parameters govern the deformation problem, first, Poisson’s ratio, v,
and, second, a mass-stiffness parameter, a = %, characteristic of a particular
sphere, i.e., terrestrial planet. Presently, convergence of the numerical solution can
only be guaranteed within a certain range of a. Further investigations, based on
adaptive meshing techniques, are currently underway to expand this range. How-
ever, it can already be said that in contrast to previous statements in the literature,
the location of the Love radius, i.e., the transition between compressive to tensile
radial strains within the sphere, is affected if nonlinear is used and the body in
question is sufficiently massive and not too stiff.

Acknowledgements

The authors are grateful to Dr. Joydev Chattopadhyay, Editorial Secretary of
the Calcutta Mathematical Society for providing us with a copy of the paper by
[BoseChattarjil963].

Wolfgang H. Miiller and Wolf Weiss, Technische Universitat Berlin, Institute of
Mechanics, Einsteinufer 5, D-10587 Berlin, Germany



Indentation study of mechanical behaviour of Zr-Cu-based metallic glass

Indentation study of mechanical behaviour of
Zr-Cu-based metallic glass

V. Nekouie, A. Roy, V.V. Silberschmidt
V.Nekouie2@lboro.ac.uk

Abstract

It has been well known that plastic deformation of bulk metallic glasses
(BMGs) is localised in thin shear bands. So, initiation of shear bands and
related deformation should be studied for comprehensive understanding of de-
formation mechanisms of BMGs. In this paper, indentation techniques are
extensively used to characterise elastic deformation of Zr-Cu-based metallic
glass, followed by a systematic analysis of initiation and evolution of shear
bands in the indented materials. Our results, obtained with a suggested wedge-
indentation technique, demonstrated initiation of shear bands in materialsI €s
volume.

Key words: Metallic glass; shear bands; indentation.

1 Introduction

Modern high-tech industries rely on the manufacture and synthesis of advanced materials
that are stronger than conventional ones. Bulk metallic glasses (BMGs) have received
much scientific and technological attention due to their advanced mechanical properties
such as a high ratio of elastic limit to the YoungsI €s modulus and higher fracture tough-
ness, when compared to their crystalline counterparts of the same composition. This is
typically attributed to the absence of a long-range order in their atomic structure and a
lack of defects such as dislocations, which control ductility in traditional metallic mate-
rials. BMGs are brittle and exhibit negligible plasticity in the macro-scale. Some recent
experiments on sub-micron and nano-sized BMG specimens showed that the process of
shear localisation become more stable and less catastrophic, when compared to a response
exhibited by large-size samples [1]. These desirable and unique properties of metallic make
them an ideal candidate for many applications such as MEMS (micro-electromechanical
systems), miniaturised biomedical devices and implants as well as in micro-robotics. A
number of mechanistic theories have been proposed to describe the plastic flow and de-
formation behaviour of BMGs. Some popular theories are concepts of free volume and
shear transformation zones (STZs) proposed in Argon and SpaepensI €s model, based on
motion of atoms [2, 3]. The deformation mechanism of metallic glasses based on these
concepts is realised homogenously or inhomogenously, depending on the levels of strain
rate, temperature and applied stress [4]. A significant amount of experiments was car-
ried out to understand deformation mechanisms. Prior studies showed that shear bands
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with a characteristic thickness of the order of 10-20 nm were responsible for deformation
of BMGs at low temperatures and/or high stresses. More recently, deformation-induced
crystallisation was observed in a number of BMGs that led to substantial plastic deforma-
tion [5]. These changes in shear bands were not only induced by bending or compression
of BMGs [6], but were the results of their nanoindentation or microhardness testing [7],
ball milling or cold rolling process [8]. However, various research groups suggested contra-
dicting conclusions on shear band crystalisation, based on similar experiments performed
with various BMG systems [4, 9]. Thus, a question on propensity for crystallisation is still
open. Traditional indentation techniques have been used extensively over years to deter-
mine mechanical properties and deformation mechanisms of metallic glasses [10]. These
techniques helped researchers to perform mechanical characterisation at micro-scale and
analyse the mechanism of plastic flow in BMGs. Although shear bands typically initiate
beneath the indenter, in nano- and micro-indentation experiments, by their very nature,
shear bands could be observed only after they evolved to the surface. So, a wedge inden-
tation experiment was designed to overcome the limitation of nano- and micro-indentation
to observe the initiation and propagation of shear bands under the indenter surface [1]. As
the length of the wedge indenter was considerably larger than its width, the wedge inden-
tation experiments also allow numerical modelling to be simplified to a 2D formulation.
There are different, sometimes contradicting hypotheses about the deformation mecha-
nisms of BMGs at microscale. Hence, further studies are required to understand initiation
and propagation of shear bands in the volume and at the surface of metallic glasses. In
this study, a Zr-Cu-based metallic glass is characterised using nano- and micro-indentation
techniques. A thorough structural characterisation of shear bands around the indented
region was carried out to understand the nature of shear banding in BMGs.

2 Experimental procedure

For our studies, a beam-shaped alloy with nominal composition of Zr ;sCusgAlgAgs was
prepared at IFW Dresden, Institute for Complex Materials, , Germany by arc-melting
the pure elements (99.9% Zr, 99.99% Cu). BMG specimens were cut and polished to
mirror-like finish with the roughness of some 5 nm. Indentation tests were conducted to
characterise the shear bands with a nano indentation test system (Micro Materials Ltd.)
using a spherical and Vickers indenters. A series of nano- and micro-indentations were
conducted on the polished surface of the samples with a loading rate of 2 mN/s. A wedge
indenter made of high-speed steel, with a nominal angle of 60Bo and an edge radius of 19.5
Oém was designed and manufactured in-house (Figure 1). The indentation tests reported
here were conducted at ambient temperature. XRD analysis of as-cast samples was carried
out to study formation of crystalline phases. In order to reconfirm the crystallography, the
samples were thinned to electron transparency and observed using transmission electron
microscopy (TEM). Scanning electron microscopy (SEM) was used to observe evolution of
shear bands on the deformed surfaces.

3 Results and Discussion

The amorphous nature of the supplied samples of BMG was initially investigated using
X-ray diffraction (Figure 2); their microstructure was further characterised with TEM.
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Figure 1: Experimental set-up for wedge indentation and its dimension

The TEM results confirmed the amorphous nature of the alloy, as the first halo ring of a
Selected Area Electron Diffraction (SAED) pattern did not show any presence of nanocrys-
tals.
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Figure 2: (a) XRD pattern of as cast Zr;sCusgAlgAgs, (b) corresponding SAED
patterns.

3.1. Microindentation

Multiple unloading-reloading experiments were conducted using a spherical indenter with
diameter of 50 Bxm at loading rate of 2 mN/s to investigate the variation of elastic modulus
with depth in BMG specimens. The maximum indentation depth ranged from 6 Bxm to
18 Bxm, and three partial unloads down to 20% of the peak load at each step were applied
in these steps. Shear bands formed at loads in excess of 10 N. As shown in Fig. 3, shear
bands moving from various initiation points crossed each other; however, shear bands
nucleated later were arrested by already nucleated ones. Instability of shear bands was
observed in the form of nucleation of several secondary shear bands from the primary
ones in the course of deformation. A large plastic zone was formed under the indenter tip
during indentation [12, 13]. It contained a high density of shear bands; this is ideal for
investigation of deformation-induced hardening and softening effects [14]. The obtained
results showed a dependence of elastic modulus on penetration depth, indicating a work-
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softening phenomenon in the studied metallic glass, especially at microscale. The values
of reduced (Er) and elastic (E) moduli obtained from the curve using the Oliver-Pharr
method are given in Table 1. The reduced and elastic moduli decreased from 48 GPa to 38
GPa and 41 GPa to 33 GPa, respectively. This phenomenon is often referred as indentation
size effect (ISE) [12, 15|, manifested by a decrease in the elastic modulus with an increase
in the indentation depth. A large number of shear bands were activated by indentation;
this reduced the reaction force on the indenter, leading to a reduction in material stiffness.

N

Figure 3: SEM images of micro-indentation in Zry;3CussAlgAgs.

Table 10: Reduced modulus (Er) and elastic modulus (E) of Zr;sCussAlsAgs at
various depth.

Cycle Indentation depth (um) Reduced modulus (GPa) Youngsl €s modulus

(GPa)

1 6.2 48 41.7
2 12.1 40 34.8
3 18.2 38 33.06

3.2 Shear-band initiation

The aim of this experiment was to characterise initiation of the first plastic event in order to
calculate the required stress for shear bands initiation of the metallic glass investigated in
this study. Based on the nano-indentation experiments [1], the first pop-in event occurred
at applied force of 4 mN resulted in indentation depth of 0.060 Bxm. The corresponding
total area of contact and stress required for the first pop-in were 1.88 Bxm2 and 2.12I"1109
N/m2, respectively. It is necessary to determine the contact area A, in wedge-indentation
experiments in order to predict the approximate force necessary for initiation of shear
bands. This force can be obtained using the following equation:

F=0A. Eq.1

It was found that the required load would be around 500 N; hence, testing was carried out
using the beam-shaped samples in a compression mode with a constant displacement rate
of 0.05 mm/min using the wedge indentation technique and the load levels between 200
N and 500 N. To avoid contact problem at low loads, surfaces of the wedge indenter were
prepared with the use of a surface grinder in an attempt to make the surface uniform while
maintaining the 60Bo angle.

The wedge indenter has an edge radius of 8 Oém and height of 5 Oém. FEvolution of
deformation pattern on the front surface of the specimen is presented in Fig. 4. The
plastic depth increased from 5 Bxm to 13 Bxm by increasing the load from 200 N to 500
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2 pm

Figure 4: Evolution of shear bands pattern with load under wedge indentation: (a)
400 N, (b) 300 N, (c) 200 N.

N, and serrated semi-circular slip-steps formed by shear bands were observed. The results
show that the nucleation and initial propagation of shear bands occurred at loads below
200 N; there were no shear bands at 100 N load. For 200 N, the indentation depth was
22.17 Bxm before unloading obtained from F-D curve. The calculated stress was :

F
o= T = 0.886G Pa

C
At 100 N, the shear band initiation stress was approximately 0.7 GPa, therefore, it can
be estimated that, in wedge indentation the stress level required to initiate shear-band
formation is between 0.7-0.9 GPa. Due to different shear bands morphology in wedge
indentation, this value is not similar to the calculated stress required for shear bands ini-
tiation in nanoindentation with spherical indenter.
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3.3 Comparison between glass and metallic glass

The purpose of this study was to compare fracture surfaces of soda-lime-silica glass and
the studied Zr-Cu-based metallic glass using the wedge indentation technique at room
temperature. The relationship established between mechanical behaviour and fracture
feature can assist in elucidating the fracture mechanism. Wedge indentation was applied
to both glass and metallic-glass specimens with dimensions of 40 mm x 4 mm x 2mm using
loads of 500 N, 1 kN and 1.3 kN. Fractography studies showed that fracture surfaces of
materials that fail in a brittle manner from surface cracks are characterized by a sequence of
three distinct fracture features including mirror, mist and hackle regions, depending on the
loading mode. For instance, there was no mist region observed on fracture surfaces formed
in the mixed-mode failure [17]. A side view of wedge indentation for a glass specimen is
presented in Fig. 5; here, classical concentric cone cracks were observed. The contact radius
at maximum pressure was just within the outermost surface ring in Fig. 5, confirming that
the cone fractures formed in the region of weak tension outside the subsurface compression
zone. In addition, there was no detectable deformation observed beneath the contact circle;
essentially, the material behaved as an ideally homogeneous solid. As shown in micrographs
of subsurface damage at higher magnification in Fig. 5(c), hackle marking on the fracture
surfaces of soda glass appeared as lances. Observation of fracture surfaces indicated that
the propagating crack did not experience any energy-dissipation process such as plasticity
or crack bridging, which could result in retarding the crack growth in a substantial manner.

Figure 5: Optical micrographs of indented soda-lime-silica glass after applying 1.3
kN showing cone fracture form (a)and hackle fracture (b and c).

As shown in Fig. 6, significant differences were found in the appearance of the fracture
surfaces of specimens of the traditional and metallic glasses at microscale. In contrast
to the former, shear bands in BMGs were not brittle and provided the ability to deform
plastically, with many semi-circular shear bands created beneath the indenter. Shear bands
bifurcate with increasing distance from the indenter tip, indicating branching and healing
mechanisms contributing to energy-dissipation processes, which led to plastic deformation
at microscale.
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Figure 6: Optical micrograph of 1 kN wedge indentation on as-cast Zr;CuszgAlgAgs
metallic glass (a) and soda-lime-silica glass (b).

4 Conclusions

The microhardness study perfomed on ZrygCusgAlgAgs clearly indicated the dependence
of its elastic modulus on penetration depth at microscale due to activation of a large
number of shear bands. A relatively new technique BI'Y wedge indentation B['Y was
employed to calculate the required stress for shear bands initiation of the metallic glass. It
was estimated that the level of stress required to initiate shear bands was between 0.7-0.9
GPa in wedge indentation. The wedge indentation technique was also applied to compare
fracture surfaces of the soda-lime-silica glass and the studied Zr-Cu-based metallic glass at
microscale. Observation of fracture surfaces indicated that the propagating cracks did not
experience any energy dissipation in the traditional glass; on the contrary, the shear-band
evolution in the metallic glass showed branching and healing mechanisms contributing to
the plastic deformation at microscale.

References

[1] Nekouie, V., Abeygunawardane-Arachchige, G., Roy, A., Silberschmidt V.V.:
Indentation-induced deformation localisation in Zr-Cu-based metallic glasses. J. Al-
loys Compd. 615, 93-97 (2014)

[2] Argon, A.: Plastic deformation in metallic glasses. Acta Metall. 27(1), 478T Y58 (1979)

[3] Spaepen, F.: A microscopic mechanism for steady state inhomogeneous flow in metallic
glasses. Acta Metall. 25(4), 40781 Y415 (1977)

[4] Schuh, C.A., Hufnagel, T.C., Ramamurty, U.: Mechanical behavior of amorphous al-
loys. Acta Mater. 55(12), 40678 Y4109 (2007)

[5] Chen, M., Inoue, A., Zhang, W., Sakurai, T.: Extraordinary of ductile bulk metallic
glass. Phys. Rev. Lett. 96(24), 1382-1396 (2006)

275



REFERENCES

[6] Jiang, M.Q., Ling, Z., Meng, J.X., Dai, L.H.: Energy dissipation in fracture of bulk
metallic glasses via inherent competition between local softening and quasi-cleavage.
Philosophical Magazine. 88(3), 407-426 (2008)

[7] Kim, J., Choi, Y., Suresh, S., Argon, A.S.: Nanocrystallization during nanoindentation
of a bulk amorphous metal alloy at room temperature. Sci. 295, 654-656 (2002)

[8] El-Eskandarany, M., Sherif, S., Inoue, A. Room-temperature mechanically induced
solid-state devitrifications of glassy Zr65A17.5Ni10Cul2.5Pd5 alloy powders. Acta
Mater. 51(15), 4519-4532 (2003)

[9] Greer, A.L., Cheng, Y.Q., Ma, E.: Shear bands in metallic glass. Mater. Sci. Eng.
74(4), 71-132 (2013)

[10] Gouldstone, A., Chollacoop, N., Dao, M., Li, J., Minor, A.: Indentation across size
scales and discipline: Recent development in experimentation and modelling. Acta
Mater. 55(12), 4015-4039 (2007)

[11] Bhowmick, R., Raghavan, R., Chattopadhyay, K., Ramamurty, U.: Plastic flow soft-
ening in a bulk metallic glass. Acta Mater. 54(16), 422181 Y4228 (2006)

[12] Jana, S., Bhowmick, R., Kawamura, Y., Chattopadhyay, K., Ramamurty, U.: Defor-
mation morphology underneath the Vickers indent in a Zr-based bulk metallic glass.
Intermetallics 12(10), 1097sI'Y1102 (2004)

[13] Zhang, H., Jing, X., Subhash, G., Kecskes, L.J., Dowding, R.J.: Investigation of shear
band evolution in amorphous alloys beneath a Vickers indentation. Acta Mater. 53(14),
384981 Y3859 (2005)

[14] Bei, H., Xie, S., George, E.P: Softening caused by profuse shear banding in a bulk
metallic glass, Phys. Rev. Lett., 96 (10), 105503 (2006)

[15] Cai, H., Kalceff, M.A.S, Lawn B.R.: Deformation and fracture of mica containing
glass ceramics in Hertzian contacts. J. Mater. Res. 9(3), 762-770 (1994)

[16] Lam, D.C., Chong, A.C.: Model and experiments on strain gradient hardening in
metallic glass, Mater. Sci. Eng.: A, 318 (1) 313-319 (2001)

[17] Gopalakrishnan, K., Mecholsky, J.: Quantitative fractography of mixed mode fracture
in glass and ceramics. J. Eur. Ceram. Soc. 34(14), 3247-3254 (2014)

V. Nekouie, A. Roy & V. V. Silberschmidi, Wolfson School of Mechanical and Manufac-
turing Engineering, Loughborough University, UK

276



Stationary energy partition between modes in the one-dimensional carbyne chain

Stationary energy partition between modes in the
one-dimensional carbyne chain

Svetlana P. Nikitenkova, Dmitry A. Kovriguine
spnikitenkova@yandex.ru

Abstract

The stationary patterns of energy partition between waves in a one-
dimensional carbyne chain at ambient temperatures are investigated, taking
into account central and noncentral interactions between carbon atoms. The
study is carried out by standard asymptotic methods of nonlinear dynamics in
the framework of classical mechanics, based on a simple mathematical model.
Within the first-order nonlinear approximation analysis the triple-phonon res-
onant ensembles of quasi-harmonic waves are revealed. Fach resonant triad
consists of a single primary high-frequency longitudinal mode and a pair of
secondary low-frequency transverse modes of oscillations. In general, the car-
byne chain is described as a superposition of resonant triads of various spec-
tral scales. It is found that the stationary energy distribution in a carbyne is
obeyed to the classical Rayleigh-Jeans law, with the allowances for the propor-
tional amplitude dispersion, which influences upon the results of theoretical
estimations in several percents, comparing to the linear theory prediction.

1 Introduction

Carbyne, a one-dimensional carbon allotrope, has been first found and studied in the early
sixties of the last century [1]. This is a natural material, since its presence had been
detected in meteorites [2]. Carbyne is of particular interest for nanotechnology, being the
most hard of all known materials [3| up today, strongly than a diamond. At the same time,
the specific heat capacity of carbyne is larger than the heat capacity of graphite, and the
latter is higher than a diamond. This ordering is due to the spatial framework of these
carbon allotropes [1]. The flexibility of carbyne has approximately the same order as most
polymers, though this can be efficiently controlled by attaching to the ends of a chain some
chemicals [3]. In this case, the carbyne chain can be turned from a random coil, with the
persistent length of order 14 [nm], into a strong string of extremely small diameter and
extremely large value of the Young’s modulus. The bending of carbyne chains is resulted in
an additional voltage between the carbon atoms to exhibit the semiconducting properties.
This feature can be utilized in NEMS as a precision sensor. In addition to the strength
properties, carbyne displays a number of other unique properties, opening prospects for the
using in hydrogen storage technologies to produce ecologically friendly batteries. These
unique properties stimulate an intensive discussion over the synthesizing a carbyne from a
liquid carbon [4, 5, 6].
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Based on a most simple mathematical model of a carbyne chain, the three-wave resonances
are investigated, which arise due to the nonlinear coupling between central and noncen-
tral bonds of nearest neighborhood carbon atoms. It is shown that the low-frequency
longitudinal waves are almost always unstable. These break up into pairs of secondary
low-frequency transverse waves, unless the frequency of the primary longitudinal mode
does not exceed a certain critical value. Otherwise, the three-wave resonant processes are
forbidden, and the standard Rayleigh—Jeans law holds true, prescribing an equal energy
partition among degrees of freedom. Thus, for the short-wave processes, the stationary
pattern of energy distribution between waves is highly simplified. It is found that the law
of stationary energy partition in a carbyne chain at room temperature is close, within the
high-frequency spectral band, to the Rayleigh—Jeans law. Some differences arise due to the
presence of triple-wave resonant processes at low-frequency vibrations. This can affect the
specific heat, thermal conductivity and other phenomenological parameters of the system,
especially at low temperatures.

2  Mathematical model

We consider mechanical vibrations of a simple one-dimensional chain consisting of particles
of equal masses m, at equal distances a. Each particle has two degrees of freedom on the
plane of oscillation. The forces between the particles are both central and noncentral.
Accounting for noncentral forces leads to appearance of the so-called bending oscillatory
modes. An absolute elongation of a segment in the chain A,, and the curvature of the
median line k,, in the vicinity of the atom number n can be expressed as it follows:

)\n = \/(CL + (un - unfl))2 + (wn - wn71)2 — a;

Wp — Wn-1 Wn+1 — Wnp
Kkn = arctan | ——— | —arctan [ ——— | ,
a—+ Up — Un—1 a+ Unt1 — Up
where u, and w, are the longitudinal and transverse components of the displacement,

respectively. The Lagrangian of the system, within a harmonic approximation, has the
following form

Z z
L="1 5" (@ 4ad) 5 O (aXi+6K2), (1)
n=—2 n=—2

where oo and ( are the force constants; the dot denotes derivative with respect to the time ¢.
The number of elemental cells Z in the chain is supposed to be large enough, i.e. Z — oo.
Equations governing the dynamics of the chain of particles are derived with the help of the
Euler-Lagrange principle of variations. For the convenience of asymptotic procedures we
introduce a small parameter p < 1, using the following similarity transform: w, — pu,,
Wy, — pwy. In the linear limit, as u — 0, equations become linear. Spectral parameters of
the linearized set are completely characterized by the following dispersion relations

wy (k) = \/Tia(l—cosk:a); wb(k):2\/z(1—coslm)7 @)

a

where wj (k) and wy, (k) stand for the natural frequencies of the normal harmonic waves,
depending upon the wave number k.
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3  Average Hamiltonian. Resonance

Let the small parameter of the problem p be non-zero. The solution to the linearized set
can be adopted to have some useful information on the nonlinear system characterized by
the Lagrangian (1), by varying the complex amplitudes of quasi-harmonic waves at the
time:

Up(t) = [ (A (k,71,72,...) ekt ce)dk+ 3 umu%m) (t);
- m=1
o A = (3)
Wi (t)= [ (A (k,71,72,...) eio(kt) 4 ce)dk+ Y #mw,(lm) (t).
—00 m=1

Here A; and Ay are the complex amplitudes ( c.c. are the corresponding complex conjugates
of the preceding terms); ¢; (k,t) = w; (k) t+ kan and ¢y (k,t) = wyp (k) t + kan denote fast-
rotating phases of the transverse and longitudinal waves, respectively; 7, — u"t are the
slow temporal time scales; u;m) (t) and wﬁlm) (t) are small nonresonant corrections to the
basic solution. The Lagrange function, with the help of anzats (3), being averaged over
the fast rotating phases, appears in the form of so-called average Lagrangian (L). In turn,
the arguments are of this function are proportional to the canonically conjugate variables.
If one enters by a standard way the generalized momenta, p4, and p4,, then the average
Lagrangian (L) can be rewritten as the average Hamiltonian (H) = AlpAl +Az*pA;f +Aprb—l—

Appa; — (L). The advantage of the Hamiltonian description is obvious: at least the one
integral of energy is already known a priori, (H) = Hy, where Hy is a of integration. The
average Hamiltonian, as a power series in u, has a simple structure:

(H) = p* (Ha) + pi° (H3) + ...

The first term (Hs) is identically zero by virtue of the dispersion relations (3). The term
(H3) is a cubic polynomial dependent upon the new generalized coordinates, namely, the
complex conjugate amplitudes of longitudinal and transverse waves. This term carries all
the information about the dynamic properties of the system within the first-order nonlinear
approximation. Let (Hs) be not identically zero. Then the system experiences the first-
order resonance, due to the nonlinear coupling between triads of modes being in phase,
known as the resonant triplets.

4  Triple-mode resonant ensembles

For the benefit of nonlinear triple-mode resonant interaction between waves, any dynamical
system requires an appropriate type of quadratic nonlinearity in the equations of motion,
together with fulfilling the following phase-matching conditions

wil =ws +ws; ki =ky+ ks. (4)

Here w,, are the natural frequencies and k,, are the corresponding wave numbers of waves,
satisfying the dispersion relations (2). The frequencies are numbered following the natural
order: wi > wo > ws. Based on the analysis of the dispersion and the structure of
nonlinearity, one can establish that the triple-mode resonance in a carbyne chain can be
of the one single type: each triple can consist of the primary high-frequency longitudinal
mode with a pair of transverse low-frequency satellites, being in phase.
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Real solutions to the dispersion equation (2), satisfying the phase-matching conditions (4),
can be determined graphically. These solutions do exist in the wide permissible range of
wave numbers, though the wave number of the longitudinal mode k; should not belong to
the following "forbidden" interval:

2_
ky ¢ [k*, 27 — k], where k* = arctan <a§ﬂ(4%za2ﬁ)6%2> /a.

5 Evolution equations of a single triad

Let the high-frequency mode of the resonant triad be a longitudinal wave. Then, after
substituting the following representation of the solution:

uy (t) = Ay (1) expi (wit + kran) + c.c.; (5)
wy, (t) = Ag (1) expi (wat + koan) + As (7) expi (wst + ksan) + c.c.,

into the Lagrangian (1), where w,, and k,, are the spectral parameters of waves entering
the resonant triple; A,, (7) are the complex amplitudes of quasi-harmonic waves that slowly
varying in the time 7 = ut; c.c. denotes the complex conjugate of the preceding terms, the
evolution equations describing the evolution of the first-type triad take the following form:

dA; H dA OH
J

2imw;

Here H = ic (Aj Ay A3 — A1 A5 A3) is the average potential of the triplet; c is the coefficient
of the nonlinear coupling.

6 Conservation laws for isolated triads

The evolution equations (6) possess the first integrals. Obviously, one of them, is the
average Hamiltonian: H = constant, while the others are known as the Manley-Rowe
relations |7]:

wi |Aq ()7 + w2 |Ag (7)]? = c19;
wa | A2 (1)])? — w3 |43 (1)]* = c23,

(7)

where c1 2, co 3 are arbitrary integration constants determined from the initial conditions
to the Cauchy problem.

7 The superposition of triads

The average Hamiltonian, related to NV resonant triads in a carbyne chain, can be written
as it follows

N
H= ZZ Cn (A% _9Asn 1430 — Azn 243, 1A3,)

n=1
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where ¢, are the nonlinearity coefficients related to the n-th resonant triplet; A,, (m =1, 3N )
are the complex amplitudes of waves, slowly varying in the time 7. The evolution equations
of the triad chain are derived from the Hamiltonian formalism of mechanics:

dA, OH  _ dA;  OH

Qimwy, " = =
e T 9Ay T T 94,

(n=T,3N) (8)

These equations can be rewritten in polar coordinates:
Ay (1) = ap (T) expipy (1) (n=1,2N +1).

8 Stationary energy partition in a carbyne chain

The first-principle estimates of the carbyne chain parameters are the following [3]: E =
32.71 [TPa); a = 32.71 x 10719 [m]; » = 0.366 x 10710 [m]; m = 1.994 x 10726 [kg].
These parameters are sufficient for calculating the specific values of the coefficients:
F = mr? = 0149 x 10720 [m?]; J = art/4 = 0.017 x 107% [m*]; o = EF/a =
5.969 x 1071 [TPa x m]; B = JF/a = 0.222 x 107% [TPa x m3|. Here F and J de-
note the effective cross-section square and moment of inertia, respectively. The flexural
rigidity of carbyne at ambient temperatures corresponds to the persistence length about
110 carbon atoms along the chain [3]. The ratio of the de Broglie wavelength to the distance
between the nearest neighborhood carbon atoms is about 10~!. This indicates the possibil-
ity of studying the wave dynamics of carbyne in the framework of the classical mechanics.
Carbyne chain has a small flexural rigidity that satisfies the inequality 8/aa? < 1. This
indicates that the complex cascades of energy exchange between the modes of oscillations
are absent in the system. Within the first-order nonlinear approximation analysis, only
the three-wave resonant interactions between high-frequency longitudinal and pairs of low-
frequency transverse waves are involved in the formation of steady states. The stationary
solution for a single resonant triplet is following

2 2 2 2
wWiW1a)] = WaWw2ay = W3w3zag = W1WQW3W1WQW3/C s

where w; are the nonlinear Stokes corrections to the natural frequencies w;. In the first-
order approximation, the nonlinear triple wave resonant ensembles represent closed and
isolated dynamical objects. Therefore, the principle of linear superposition for any set
of triplets should be valid. Therefore, there are infinitely many different patterns of the
stationary energy distribution between the individual modes of oscillations of the system,
from a formal point of view. Among all these possible stationary distributions, one should
choose the single steady state that is implemented in practice. A selection rule provides
the Boltzmann theorem on the energy equipartition between degrees of freedom from the
statistical mechanics, declaring the proportionality of the average kinetic energy of a par-
ticle to the temperature of the system. At the thermal equilibrium, the energy is divided
equally between all the modes. In the context of the problem of the stationary energy
partition in a carbyne, the following sequence of constructions is evident. At the first step,
it is reasonable to assume that nonlinear interactions between the modes are negligible, i.e.,
the system represents an ideal gas of quasi-particles without collisions. Then the stationary
distribution of energy in the chain will be exactly described by the classical Rayleigh—Jeans
law, since the total kinetic energy of the system is equal to

3N 3N
K=Y Kp=Y wla?=3NksT (a®a) ",
n=1 n=1
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where kp and T are the Boltzmann constant and the temperature, respectively; 3N is the
total number of modes entering N different resonant triads. Every oscillatory mode, by
virtue of the equipartition theorem, has the energy portion K,, = w2a2 = kgT (a2a)_1.

Let us assumed now an essential nonlinearity of the system under consideration. The total

kinetic energy is also conserved:

3N
K= Z K,, = constant.

n=1

The portions of the binding energy are represented by the Hamiltonians of N individual
resonant triplets: H,, = —2cpa3,—2a3,-103,. Using the Lagrange method, we introduce
the following function

N 3N
Ak =) Hy+ Y A (whal —Ky),
n=1

n=1

where A, are the Lagrange multipliers, which should be determined together with the am-
plitudes of oscillations a,,. A minimization of this function leads to the standard Rayleigh—
Jeans law:

A3n—i = \/kBT (aazwgn_i)_l (1 =0,2;, n= ﬁ) .

This expression manifests on the proportional amplitude dispersion: the frequency cor-
rections of nonlinear stationary waves, (),, are directly proportional to the natural
frequencies of the linear oscillators, w,. The coefficients of proportionality is o, =
cenVEBT [ (2ar/awsy—owsn—1wsy). As one can see, the generalization of the Rayleigh—Jeans
law for nonlinear stationary processes is reduced to a frequency shift of linear harmonics,
characterized by the ratio: 1+ po,, where the small parameter is defined by the maximal
amplitude of the given triad: p = max (ay,).

For example, let us consider a resonant triad with the following spectral parameters, almost
at the boundary of the "forbidden" zone: w; = 0.297; ws = 0.560; wg = 0.261; ¢; = 0.298.
Let the temperature be T = 300 [K]. The minimum of the functional Ax = —0.987 x 1074
is achieved at the point wy = 0.061. The proportionality coefficient is o; = 0.234. The
maximal amplitude of the stationary process equals to u = az = 0.039. One can see that the
frequency ratio, caused by the proportional amplitude dispersion at room temperature, can
be clearly distinguished experimentally: po; = 0.009, i.e., being about a percents higher,
compared to that of the linear theory. At the temperature 7' = 600 [K], this frequency
ratio arises almost up to two percents: pop = 0.018, and so on.

The problem formulation for any arbitrary set of resonant triads in a carbyne chain is
reduced to the linear superposition of all waves entering these ensembles, being the closed
and isolated dynamical systems, at least within the first-order nonlinear approximation.

9 Conclusion

Central and noncentral interactions between carbon atoms in a carbyne chain are taken
into account to investigate the stationary energy partition between waves at ambient
temperatures. The study used standard asymptotic methods of nonlinear dynamics, in
the framework of classical mechanics, based on most simple mathematical model. The
first-order nonlinear approximation analysis revealed the triple-wave resonant ensembles
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of quasi-harmonic waves. These ensembles are formed due to a quadratic nonlinearity of
the system, provided that the triple-mode phase-matching conditions are satisfied. Each
resonant triad consists of a single primary high-frequency longitudinal mode and a pair of
secondary low-frequency transverse modes of oscillations. It was shown that low-frequency
quasi-harmonic longitudinal waves, caused by the central forces, are almost always unsta-
ble. These break up into pairs of secondary low-frequency transverse waves, unless the
frequency of the primary longitudinal mode does not exceed some critical limit, defined by
some "forbidden" zone. In general, the carbyne chain is described as a superposition of
resonant triads of different spectral scales. We found that the stationary energy distribu-
tion in carbyne chains is described by the standard Rayleigh—Jeans law. This describes an
equal energy distribution over the degrees of freedom. Some differences arise due to the
effect of the proportional amplitude dispersion, leading to a temperature-dependent shift
of wave frequencies in several percents, that can be clearly distinguished in experiments.
These dispersion effect gets higher the theoretical value of the specific heat, and, in turn,
can influence upon the thermal conductivity and other phenomenological parameters of
the carbyne chain, especially at low temperatures, at which the tools of classical mechan-
ics cannot be applied jet. The present study may be of interest for some applications of
nanotechnology, dealing with NEMS or delicate water purification sets.
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Abstract

In the paper simulation of the deformation of copper single crystal under
high-speed axisymmetric loading was carried out using the method of molec-
ular dynamics. Sample in the form of a hollow thick-walled cylinder was sim-
ulated. It is found that the compressive deformation when reaching a certain
value leads to the formation of stacking fault in the inner surface of the cylin-
der. It is shown that depending on the orientation of a single crystal lattice
stacking fault formation comes in various planes. It was found that the order
of the plane of motion of dislocations depends on the angle between the plane
and the direction of loading. Agreement of the results with the experimental
data allows the use of modeling techniques to the study of the basic laws of
plastic deformation in single crystals. The observed regularities of formation
of localized deformation bands can be used to understand the processes of
deformation of pure single crystals.

1 Introduction

Despite some progress, associated with using, both modern experimental research methods
and new theoretical approaches, It is attending to the issue of studying the characteris-
tics of localization of plastic deformation in crystalline materials [1, 2|. Increased interest
caused by the fact that an understanding of the basic mechanisms of plastic deforma-
tion of crystalline materials is directly related to the ability to control their strength and
deformation characteristics.

It should be noted that the most common strain localization phenomenon is seen in the
cases of high degrees, high speeds and temperatures of deformation. This is manifested as
the forming of stationary bands, also known as the term Bxshear bandsBms and represents
an area of the material in which the strain rate is much higher deformation rates in the
other volumes [3, 4]. The formation of Bxshear bandsBw plays a crucial role in the further
deformation, because in most cases they are the harbinger of destruction of the material. At
the same time it is known that with increasing of the deformation the scale of manifestations
of its localization varies from block to grain from grain to grain complex and further to the
sample as a whole. Thus, this process is multi-layered. Therefore, the initial stage of the
origin and development of the process of localization of deformation is inextricably linked
with the features of material response to the load on the microscale [5, 6]. In the transition
to microscale research conducted on single crystals become important.
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In [7], devoted to high-speed axisymmetric loading of copper single crystals noted that the
spatial position of the centers of localization of deformation is determined by crystallog-
raphy of active slip systems. Thus, the order of connection of a close-packed direction of
sliding is determined by the corresponding factor Schmid. Note that in the cited paper the
method of explosive loading of a hollow thick-walled cylinder was used. The advantage of
this approach is the possibility of combining in one experiment all possible orientations of
the single crystal relative to the applied load in the plane defined by the base plane of the
sample. Since for the experimental solution of the problem requires laborious preparation
of the corresponding single-crystal samples, taking into account their small spatial scales
the issue can be effectively studied using modern methods of computer simulation [8].
Thus, the aim of this work is a theoretical study of the origin and development of the
process of deformation localization on the scale of individual atoms depending on the
crystallographic orientation of the plane of the base of the hollow cylindrical sample under
high speed axisymmetric loading.

2 The results of computer simulation

2.1 The results of sample loading with the base plane (001)
and (111)

For research of high-speed loading of single-crystal sample of copper on the scale of in-
dividual atoms the method of molecular dynamics using the software package LAMMPS
was chosen. The interaction between the particles is described by means of the embedded
atom method |[? 9]. Simulated sample was a defect-free hollow copper cylinder whose axis
of symmetry was directed along the Z-axis of the laboratory system of coordinates. The
inner and outer radii of the cylinders is 36,15 A and 144,6 A. The height of the cylinder
was set equal to 108,45 A. Initially two samples were considered. Orientation of their
crystal lattice has been chosen so that the axis of the laboratory coordinate system X,
Y and Z correspond to the crystallographic directions [100], [010] and [001] and [112],
[110] and [111]. Axisymmetric loading was simulated by specifying an atom located on
the outer surface of a cylinder of constant velocities. Velocities were directed toward the
center of the cylinder in a plane parallel to the base sample, and velocity magnitudes are
equal to 10 m/s. The thickness of the loaded layer was 5 A. Periodic boundary conditions
was modelling along the cylinder axis Z. The initial kinetic temperature of the simulated
sample was 140 K. High-speed algorithm Werle was used for integrating the equations of
motion. Total number of atoms exceeded 500000.

In this paper the evolution of the structure of the sample as a result of the applied axisym-
metric compression was analyzed using a search algorithm of changes of the local topology
of the atomic bonds [10]. It is found that the compressive deformation when reaching a
certain value leads to the formation of defects in the inner surface of the cylinder structure.
Fig. 1 shows the evolution of the structure of two simulated crystallites, which shows only
the atoms with the local topology of atomic bonds differs from the original fcc lattice.
On Figure 1 gray color mark atoms that locate on the inner and outer free surfaces. Red
color indicates atoms with hcp a local topology of atomic bonds. 1t is clearly seen that the
bands of localized atomic displacements that are formed on the inner surface of a hollow
cylinder, formed mainly by atoms with a local topology of the atomic bonds are close to
the hep lattice. Thus, the obtained structural defects correspond to the stacking fault.
With further loading of the simulated sample the number of stacking faults increases, and
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they extend from the inner free surface where the strain reaches a maximum value in the
volume of the material.

c)

Figure 1: A three-dimensional image of the structure of the simulated crystallites at
the stage of strain localization at different times. For a cylinder with the orientation
of the base (001): a) t = 39 ps, b) t = 45 ps. For a cylinder with the orientation of
the base (111): ¢) t =39 ps, d) t = 45 ps.

Note that the generation of defects in the structure of the sample with orientation of the
base (001) begins at time ¢t = 38 ps, whereas for the sample with orientation (111), this
process occurs at t = 27 ps. The difference between the behaviour of both of loaded
crystallites is also the angle between the slip planes and the axis of the cylinder. Thus,
for the sample with the crystallographic orientation of the base plane (001), the angle
¢ ~ 54,74° a sample with a base (111) ¢ ~ 70,53°. This leads to difference in the
start time of defect formation. Thus, the order of priority activity of slip systems in the
considered samples are not observed, and the bands of localized atomic displacements are
formed simultaneously on all possible slip planes.

2.2 The loading of the sample with the base plane (134)

To study the effect of crystallographic orientation of the base plane of cylindrical sample
at its deformation properties, we modelled the axisymmetric high-speed loading of copper
single crystal, the shape and dimensions of which were similar to the cases described above.
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The crystallographic orientation of the lattice in the sample was as follows: along the
cylinder axis (axis Z) direction [134] along the X and Y axes — [111] and [752], respectively.
As before, the formation of stacking faults was observed near its inner free surface at certain
degree of deformation of sample. Fig. 2 shows the structure at consecutive sample instant
of time. It is possible to select a sequence in the formation of bands of localized atomic
displacements in the sample under loading. Initially bands arise in a plane , which extends
at an angle 90° to the axis of the cylinder (Fig. 2a). Then, stacking fault begin to form in
the plane (¢ = 76, 9° to the cylinder axis) (Fig. 2b). The plane with a misorientation angle
¢ = 47,2° becomes the third slip plane (Figure 2c). The latter stacking faults appear in
the (111) plane (misorientation angle ¢ = 25,1°) (Figure 2d). Thus, in sequence of formed
atomic displacements localized bands order was observed and associated with a decrease
of the misorientation angle between the cylinder axis and corresponding slip plane. This
result is fully consistent with the physics of the phenomenon under study and is in good
agreement with data of experimental studies |7].

a) 1

Figure 2: A three-dimensional image of the structure of the simulated crystallite at
the stage of strain localization at different times: a) 26 ps, b) 28 ps, ¢) 33 ps, d)
47 ps.
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2.3 Influence of crystallographic orientation on the magni-
tude of deformation.

In this study we evaluated the strain under which the localized atomic displacements appear
in the crystallites. The deformation amount was calculated by the following formula:

e =In(ro/r) (1)

where 7 and 7o BT'Y the current and the initial distance from the center of the cylinder
to the selected atoms. The calculation results of deformation depending on the time of
loading in case of the cylinder with the orientation of the base (001) was shown in Fig.
3. The position of selected atoms in the sample for which the value of the deformation
calculated, observed in Fig. 3 in the upper left corner. Along the Z-axis atoms were
selected in the atomic plane situated in the middle of the sample.

1,4 -
1,2 6 = /rﬁ\/\/\:\f\
4 A
= W AVAN Sl
1,01 = JAT
s —o— Atom 1
0,8 7 —o— Atom 2
Yav4 +— Atom 3
AN/ —=—Atom 4
w 0,6 P ——Atom 5
d / —— Atom 6
0,44
0,2
0,0~
0 20 40 60 80 100

t, ps

Figure 3: The time dependence of the calculated amount of deformation for selected
atoms.

According to these results, the deformation of different parts of the cylinder before the
inception of the bands of concerted atomic displacements is predominantly homogeneous
character. The small difference to the velocity of the atoms 1 and 2 caused by their
proximity to the free surface. Beginning at time = 40 ps a sharp increase of the deformation
rate observed in crystallite areas located on the inner surface.

The observed difference in the magnitude of the displacement of various groups of atoms
caused by formation of structural defects near the inner free surface of the crystallite. Fig.
4 shows the trajectories of motion of atoms in the central layer of the cylinder at successive
times. The time of formation of localized bands displacements of atoms is clearly seen in
the time interval from 37 ps to 39 ps (Fig. 4b), despite the fact that at the previous time
interval inhomogeneous distribution of the displacement is not observed (Fig. 4a).

A comparison of the localization zones of atomic displacements with the local topology of
atomic bonds showed that the atomic displacements are realized in the areas of formed
structural defects - stacking faults. This is evident from a comparison of the trajectories
of the atoms shown in Figure 4b with Figure 5, which shows the local topology of atomic
bonds to atoms of the same dedicated central layer of the crystallite. Figure 5 atoms with
an fcc topology atomic bonds (defect-free part of the crystallite) was marked by greem
color and red represents the atoms with the local topology of the gpu interatomic bonds.
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Figure 4: Displacements of the atoms of the central layer of the cylinder in the
intervals: a) from ¢t = 34 ps to t = 36 ps and b) from ¢t = 37 ps to t = 39 ps.

b)

Figure 5: The central layer of the modeled cylinder at time ¢ = 39 ps.

According to the results the behavior of the crystallite regions near the inner free surface
is largely determined by the peculiarities of the restructuring of the crystal lattice due to
the axisymmetric compression. Thus, further reduction of magnitude of the strain rate for
the atoms 1 and 2 at time ~ 80 ps (see. Fig. 3) caused by the collapse of the inner cavity
of the cylinder. Character of displacement of atoms 3 and 4 also differs from the other
groups of selected atoms. So, areas of cylinder remote from its axis by an amount not less
than the half of the wall can be considered for evaluate the deformation properties of the
simulated single crystal.

For comparison of deformation properties of cylindrical samples with different crystallo-
graphic orientation of their base in the paper average value of strain in 8 atoms in the layer
lying remote from the cylinder axis by the same distance as the atoms 5 and 6 in Figure 3
was calculated. The position of the atoms used to estimate the value of the average strain
differs by 45° with respect to the axis of the cylinder. The resulting time dependence of
the average strain for the three considered crystallites with different crystallographic ori-
entations of base shown in Fig. 6. Schematic representation of the positions of the atoms
used for averaging the strain is shown in the upper left corner.

The simulation results showed that the elastic deformation stage for all considered variants
identical to the strain 0.03. Further loading causes the deformation rate of the samples
that the base (111) and (134) increases as compared with the sample orientation with the
base (001) for which this stage of deformation continues until 0.04. At high degrees of
loading the rate of deformation of the sample with a base (111) slows down and becomes
the minimum of all the considered variants. This dependence, apparently due to the
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Figure 6: Averaged value of strain for copper samples with different crystallographic
orientations their base.

relatively early formation of large number of stacking faults at the simultaneous activation
of all possible slip planes. The presence of numerous structural defects leads to a further
hardening of the sample. As for the samples with the orientations of a base (001) and (134),
then over the entire active phase of loading the calculated average value of deformation for
the variant (134) is located above a similar magnitude to case (001).

3 Conclusion

— A computer model of axisymmetric dynamic loading of copper crystallite on the scale of
individual atoms showed good agreement between the simulation results and experimental
data of explosive loading of copper single crystals. Both in the experiment and in the
computer model the order of the activation of slip systems, which is determined by the
corresponding value of Schmid factor, was noted. Thus, the proposed numerical model
may be used for research of features of origin and development of plastic deformation in
crystalline materials.

— It is shown using a computer model the influence of the chosen crystallographic plane
of the base of the cylindrical sample on order of connection slip systems and the resulting
deformation properties of the simulated object. Thus in a sample with the base parallel to
the crystallographic plane (111) slip system activation sequence is not observed, and the
generated localized band of atomic displacements formed simultaneously in all possible slip
planes. This nature of the response to external loading crystallite leads to the fact that its
speed of deformation is maximum of the three modelled variants of sample in the initial
stages of the plastic behaviour. During the further loading a relatively early activation of
all possible slip planes leads to a slowing of the rate of deformation of the sample and in
the final stages of loading, it becomes the minimum of all the considered configurations.

Acknowledgements
Work was performed as part of Fundamental Research Program of SB RAS for 2013-2016.

290



REFERENCES

References
[1] L.B. Zuev, et al., International Journal of Mechanical Sciences 88, 18T Y7 (2014)
[2] S.C. Yoon, et al., Computational Materials Science. 43(4), 6418T Y645 (2008)
[3] X.D. Wang, et al., Materials Science and Engineering: A. 627, 3368I Y339 (2015)
[4] V.E. Panin Theoretical and Applied Fracture Mechanics. 37, 2618TY298 (2001)
[5] M.P. Bondar, et al., Combustion, explosion, and shock waves 42, 356-365 (2006)
[6] M.P. Bondar, et al., Phys. Mesomech. 16, 191-199 (2013)
[7] M.P. Bondar, Combustion, explosion, and shock waves 39, 112-114 (2003)
[8] W. Osterle, et al., Tribol. Lett. 54, 257-262 (2014)
[9] A. Suzuki, Y. Mishin, Interface Sci. 11, 1318T'Y148 (2003)

[10] D.J. Honeycutt, H.C. Andemen, J. Phys. Chem. 91, 4950-4963 (1987)

Nikonov A.Yu., Akademichesky 2/4, 634055, Tomsk, Russia
Dmitriev A.L, Akademichesky 2/4, 634055, Tomsk, Russia

291



Proceedings of XLIII International Summer School-Conference APM 2015
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Detached Eddy Simulation
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Abstract

The general approach to the application of the LS-STAG method for the
numerical solution of LES and DES equations is suggested. According to the
concept of the LS-STAG method normal Reynolds or subgrid stress compo-
nents are sampled on the base mesh (similar to pressure discretization) and
shear ones are sampled in the upper right corners of the base mesh cells. Thus,
for the shear Reynolds or subgrid stresses an additional mesh (xy-mesh) is
introduced. In case of Reynolds Stress (RSM) LES and DES models, these
meshes are used for transport equation solving for Reynolds or subgrid stresses.
The result then is taken into account in the Helmholtz equation for the ve-
locity. In case of Eddy Viscosity (EVM) LES or DES models eddy viscosity
is sampled on the xy-mesh. In this research it is shown how to obtain the
LS-STAG discretization of LES / DES equations and LES / DES turbulence
models using the LS-STAG discretization developed for RANS equations and
RANS-based turbulence models. To validate this approach the flow past circu-
lar airfoil at the Reynolds numbers Re = 1000 and Re = 3900 was simulated.

1 Introduction

The LS-STAG method [1] for viscous incompressible flows simulation combines the ad-
vantages of the MAC method, immersed boundary methods and level-set method. This
method allows to solve on the Cartesian meshes problems when domain shape is irregular
or it changes in the simulation process due to hydroelastic body motion. For these reasons,
the LS-STAG method is very useful for solving such complicated problems of computa-
tional mechanics as coupled hydroelastic problems, biomechanic problems, problems of
solid mechanics with deformable bodies.

However, the LS-STAG method, as all mesh methods, has a significant limitation when
simulating flows with high Reynolds number: it requires extremely small space and time
steps. It leads to significant increase in computational cost. The traditional method of
solving this problem is RANS, LES, DES etc. turbulence models usage. Generalization of
the LS-STAG method for LES and DES is presented in this research.
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2 Governing equations

The problem is considered for 2D unsteady case when the flow around an airfoil assumed
to be viscous and incompressible within the framework of LES and DES approaches. In
contrast to direct numerical simulation (DNS) based on solution of Navier—Stokes equa-
tions and resolution of all turbulent movement scales, turbulence models usage involves a
simulation of a turbulence scales contribution to the averaged motion (in case of RANS
approach) or a simulation of scales that do not exceed the filter width A (in case of LES
approach). In case of RANS approach one speaks of the Reynolds stress simulation and in
case of LES approach one speaks of the subgrid stress simulation.

The Reynolds-averaged Navier—Stokes equations are solved in RANS approach, and the
filtered Navier—Stokes equations are solved in LES approach instead of the Navier—Stokes
equations. Usage of DES approash is means that RANS equations are solved in one part of
the computational domain, and LES equations are solved in the other part. It is possible
to write down the unified problem statement in dimensionless variables for all approaches,
because the form of LES equations is similar to the form of RANS equations. So, the flow
is described by the following LES / DES equations:

ov
ot
Here v is the dimensionless Reynolds averaged of filtrated velocity, p is dimensionless
Reynolds averaged of filtrated pressure, t is the dimensionless time, v is the dimensionless
viscosity coefficient, 7% is the Reynolds or subgrid stresses tensor. The boundary conditions
are the following:

V-v=0, +(v-V)v=-Vp+vAv+ V-7t (1)

=v ov = v‘ = ) =0 (2)
oo on loutlet ’ airfoil ’ On linlet & outlet & airfoil ’

The relationship between 7! and Reynolds averaged or filtrated flow variables is given
by the turbulence model. In case of Reynolds Stress (RSM) RANS models, for example
DRSM, ARSM, EARSM, the Reynolds stress transport equation is solved for simulating
of 7. In case of Eddy Viscosity (EVM) RANS models the eddy viscosity ! (and the
turbulent kinetic energy k in case of two-equation models) is simulated and Reynolds or
subgrid stresses are evaluated using the Boussinesq eddy viscosity assumption [2]:

ou 2 ov 2
t t t t
Tor = 2v % + gk, Tyy = 2v 87y + gk, (3)
ou Ov
t t
= —+ — . 4
Toy =V <8y + 8:::) (4)

t

Here 7., and Téy are the normal Reynolds or subgrid stresses, Téy are the shear Reynolds

or subgrid stresses. The equations for v! and k, as well as initial and boundary conditions
for them are is determined by the turbulence model.

3 Transition from RANS-based turbulence models
to subgrid (LES and DES) models

It is possible to distinguish the linear turbulence scale lyy, = lpp(r) in all turbulence
models. With RANS approach is used this scale Iy, is equal to scale [pans = lrans(r),
which is determined by the turbulence model (table 11).
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Table 11: Turbulence scale [gang for some turbulence models |2]

Turbulence model lraNS Comments
Spallart'TAllmaras dyw d,, is the distance from the field point to the
nearest wall
k—e¢ k321 ¢ is the dissipation rate of the &k
k—w, k—wSST | k'2(B*w)™! | w is the specific dissipation rate of the k,
5* =0.09

In the case of the turbulence model usage within the LES framework the scale 4,4 is equal
to subgrid scale:

lres = CLesA. (5)

Here A = A(r) is the characteristic filter size at the point of computational domain with
the radius vector r, and Cppg is the empirical constant, which choice depends on the
turbulence model and numerical method used to solve the problem (1), (2). Within the
DES approach the linear turbulence scale Iy, is equal to hybrid linear scale

Ipps = min{lgans, CpesA}. (6)

Here Cpgg is the empirical constant similar to Crgg, and the maximum of the mesh steps
at the point of computational domain with the radius vector r is used as the characteristic
filter size A = A(r). Thus, DES operates as RANS in the domains where the mesh is
too coarse and not suitable for resolving turbulent structures, i.e. at CppsA > lgans,
and DES operates as subgrid model for LES in the domains where the grid is sufficiently
fine [2].

4 Generalization of the LS-STAG method for LES
and DES

The Cartesian mesh with cells Q; ; = (-1, 2;) X (yj—1, ;) is introduced in the rectangular
computational domain. It is denoted that I'; ; is the face of €; j and x{ ; = (2f,y5) is the
center of this cell. Unknown components u; ; and v; ; of velocity vector v are computed in
the middle of fluid parts of the cell faces. These points are the centers of control volumes
O = (xf,25) x (yj—1,y;) and ;= (wi—1,2:) X (y§,y5,1) with faces I'Y; and I'};
respectively (fig. 1).

Cells which the immersed boundary intersects are the so-called ‘cut-cells’ [1]. These cells
contain the solid part together with the liquid one. The level-set function ¢ [3] is used for
immersed boundary I'® description. The boundary I'? is represented by a line segment on
the cut-cell €; ;. Locations of this segment endpoints are defined by a linear interpolation
of the variable ¢; j = ¢(x;,y;). The cell-face fraction ratios U;; and 97 ; are introduced.
They take values in interval [0, 1] and represent the fluid parts of the east and north faces
of I'; j respectively.

To preserve the five-point structure of the MAC method stencil we need to make distinction
between the discretization of the normal and shear stresses (fig. 1). It is proposed to sample
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Figure 1: Staggered arrangement of the variables on the LS-STAG mesh

the normal and shear Reynolds or subgrid stresses similarly. It is conveniently to sample
the eddy viscosity v! and turbulence kinetic energy k at the same points as the shear
stresses. Thus, in case of the LS-STAG method usage within LES and DES approaches
the fourth mesh with cells % = (2f,27,;) x (y5,95,) is needed. The faces of these
cells are ng (fig. 1) and their areas are Mf;” If i =1,N, j = 1, M, zy-mesh contains
Eyy=(N—-1)-(M —1) cells.

It is posible to assign a weight «; ; to each cell €; ; of the base mesh:

0, if €; ; is the solid cell,
1/3, if Q; ; is the triangular cell,
1/4, otherwise.

Qi =

Then M;/ can be expressed through the area of base mesh cells:

MY

ij = Qij-1Vij-1+ai-1;Vie1j +aijVig + aijiaVija

Here V; ; is the area of the €; ;.
Since ' and shear Reynolds or subgrid stresses (4) are sampled at the same points, it
¢ <3u

follows that
ij = Vij % ij),

whereas averaged values of turbulent viscosity ﬁi,j and the turbulent kinetic energy Ei,j
should be used for the computation of the normal Reynolds or subgrid stresses (3):

ou
7O lig

@
ij Oz

t
T:By

ov 2_

t 9.t
T i,'—27/i G + - i
i Toylij 37"

9_ _
t

+ ki, Tyylig =201
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It is conveniently to sample the linear turbulence scale l;,,4 and the characteristic filter
size A for LES and DES at the same points as the v and k. We recall that the maximum
mesh step at the given point of the computational domain is used as a filter size A for
DES approach. Since we deal with xy-mesh, the characteristic filter size is defined as a
following:

.. _ Amax __ Y Y Y zy Yy Y
A=A = maX{Ayiij, Ay s Ayl g Az Az, Awi’jﬂ},

1 1

The following filter can also be used on the LS-STAG mesh within LES approach:

. __ Avol __ Ty
Agy =AY =\ /M.

Thus, the LS-STAG discretization of LES / DES equations and turbulence LES / DES
models can be easily obtained from the LS-STAG discretization of RANS equations and
RANS-based turbulence models developed in [4] by using formulae (5), (6). The develop-
ment of the LS-STAG discretization for the Spalart—Allmaras (S-A) turbulence model [5]
is described in [4] as an example.

5 Numerical experiments

The flow past circular airfoil was simulated using the developed modification of the LS-
STAG method at the Reynolds numbers Re = 1000 (on non-uniform meshes 120 x 148
with At = 5-1072 and 240 x 296 with At = 107%) and Re = 3900 (on non-uniform meshes
120 x 148 with At = 1073 and 240 x 296 with At = 5-107%); Cpps = 0.20, Cpps = 0.65.
The time averaged drag coefficient Cy, and the Strouhal number Sh were computed. The

coefficient Cy, is obtained by averaging over a large period of time the unsteady load
2F,q(t)
Cu(t) =
wa(t) pVE

agreement with experimental data and results of numerical simulations.

. Computational results are shown in table 12. These results are in good

6 Conclusion

The key points of the LS-STAG method generalization for LES and DES are described. For
the shear Reynolds or subgrid stresses and for the eddy viscosity an additional mesh (zy-
mesh) is introduced. It is shown how to obtain the LS-STAG discretization of LES / DES
equations and LES / DES turbulence models using the LS-STAG discretization developed
for RANS equations and RANS-based turbulence models. To validate this approach the
flows past a circular airfoil at the Reynolds numbers Re = 1000 and Re = 3900 were
simulated. Computational results are in good agreement with established results from the
literature.
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Table 12: Comparison of C, and Sh with established results from the literature

Turbulence Number Re = 1000 | Re = 3900
model of cells Cia | Sh || Cuo | Sh
Experiment [6] 0.98 | 0.21 | 0.93 | 0.22
Experiment |7] .12 | — | 101
LES [3] 1103520 | — | — | 1.08
SV LES [9] 30720 | — | — | 1.01]0.22
FV LES [9] 855040 | — | — | 1.07|0.24
k — e [10] 46 304 0.995 | 0.15 || 1.00 | 0.15
Real k — ¢ [10] 6304 | — |017] — |0.20
SST & — w [10] 6304 | — 023 — [025
k — e [11], ANSYS 388 550 1.17 — || 0.74
SST k —w [11], ANSYS 388 550 0.99 — | 0.62
LES [11], ANSYS 388 550 | 1.15 | 0.21 | 1.07
S-A LES (A", present study 17 760 1.13 | 0.26 || 0.82 | 0.26
S-A LES (A", present study | 71040 || 1.04 | 0.24 | 1.09 | 0.25
S-A LES (A™) present study 17 760 1.13 | 0.26 || 0.82 | 0.17
S-A LES (A™) present study 71 040 1.03 | 0.24 || 1.08 | 0.25
S-A DES, present study 17 760 1.13 | 0.26 || 0.81 | 0.23
S-A DES, present study 71 040 1.00 | 0.23 || 1.01 | 0.23
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Abstract

Micropolar thin shallow shells are considered, the elastic deflections are
comparable to their thickness and at the same time are small in relation to
the basic size, at the same time as the small angles of relation of the normal
to the middle surface before deformation, and their free rotations. Thus,
in the deformation tensor and bending-torsion tensor takes into account not
only linear but also the nonlinear terms in the gradients of displacements.
The hypothesis method is developed and on this base static applied theory
of micropolar elastic flexible shallow shells are constructed. Some practical
problems are solved.

1 Introduction

In the monographs [1],[2] the geometrically nonlinear static and dynamic general theories
of thin plates and shells are constructed on the basis of the classical elasticity theory.

In the works [3],[4] the applied static and dynamic general theories of micropolar thin
plates with finite deflections are constructed on the basis of three-dimensional micropolar
theory of elasticity.

In the given work as initial, the general variational principle of geometrically nonlinear
three-dimensional static theory of micropolar elasticity shallow shells are developed (all
basic equations and natural boundary conditions of the specified theory are followed from
this principle). The kinematic and static hypotheses of the works [3],[4] are accepted in
the basis of construction of the adequate general variational principle of geometrically non-
linear micropolar applied theory of elastic thin shallow shells. By verifying the resulting
functional of applied theory of micropolar flexible shallow shells to it’s all functional ar-
guments balance equations, physical relations of elasticity, geometrical relations, and also
natural boundary conditions are obtained.

2 The geometrically nonlinear model of three-
dimensional micropolar elastic shallow shells with
independent field of displacements and rotations

The shallow shell with the constant thickness 2h is considered as three-dimensional elastic
micropolar isotropic body. The shell is attributed to the system of coordinate z1, xo, z.
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The coordinate surface x1, 9 is combined with the median surface of the shell. The axes
Oz is directed along the normal of the median surface.

The variational functional of three-dimensional theory of micropolar elasticity with the
finite displacements are resulted and looks like:

h ovi Vs 1 [0Vs\?
I_/_h//s<w_{011[711_<€M1+R1+2<8w1>

oVs
+ 033 |v33 — | +

_(9va Vs 1 (0Vs\
V22 8$2 RQ 2 (93?2

oVa  10V30Vs [ oV 10V30Vs
for|v2— |\t 5 —w)|toa|var— |\t 5 tws]|+

+0922

0z

8901 + 2 8901 8952 8%’2 2 8.7}1 8902

[ oy
+013 |13 — 7+w2 +031 Y31 — E—m +

Vs [ oVa
+023 |7v23 — 7—601 + 032 [732 — E—i—m +

8w3
+p11 {Xn - ] + w2 {Xn ] + 33 [ — az] +
80.23
+ 112 [X12 - ] + 21 |:X21 ] + H13 [ 81:1] +

Ow ow Oow
+u31 [X:n - c?zl] + o3 [X23 - (%j + 132 [X32 - 8;} }>d£61d$2d2—
—// V1+q2V2+q3V3+m1w1+m2w2+m3w3} , dr1dra+
S+

+// lar Vi + a3 Vo + g5 Vs + mywi 4+ mywa + my ws) ., dridzat
h
+/ dZ/ (O'gl‘/l + 0'82‘/2 + 0'83‘/3 + H(2)1W1 + M82w2 -+ ,Uzg3w3) d$1+
1l

h
—I—/hdz /l” [021 (Vi = V) + 090 (Vo = V') + 003 (V3 — V) +
- 1
Hhar (w1 — o) + poo (w2 — wy) + 23 (w3 — w3) }d:cﬁr

h
Jr/ dZ/ (091 Vi + 092V + 093V3 + w1 + pgawa + pisws) dwa+
-nJ

h
—|—/ dZ/ [0’21 (V1 - Vlo) + 092 (VQ - VQO) + 093 (V3 — Vgo) +
-n

+ 21 (wl — wl) + poo (wg — w2) + o3 (w3 — w3) }d.fg (1)

Here surface integrals are extended on the face surfaces ST, S~ (z = h) and on the lateral
surface of the shell, where on one part the external strains and moments are set, and on
the other part displacements and rotations are set; quantities with the top indexes zero
are the set external force stresses and couple stresses on the certain part [1 of the contour
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of the median surface of the shell and displacements and rotations on the other part lo of
the same contour, and also Iy = Ij {12 = 15{J15. W is the density of potential energy
of deformations:

1
W = B (011’}’11 + 0927Y22 + 012712 + 021721 + 013713 + 023723 + 032732+

+p11X11 + p22X22 + 133X 33 + pti12X12 + H21X21 + 113X 13 + p31X31 + H23Xe3 + M32X32) (2)

Here V;, V3 are components of the displacement vector; w;, ws are components of the
independent rotation vector; oy, i, 043, 03, 033 are components of the force stresses
tensor; fi, flij, Mi3, M3i, 433 are components of the couple stresses tensor; v, Vij, Vi3, V3i
are components of the deformations tensor; X, Xij, Xi3, X3i are components of the bends-
torsions tensor.

It is naturally, the functional (1) to call the full functional of three-dimensional micropolar
theory of elasticity of shallow shells at finite deflections. On its basis the variational
equation (61 = 0) can be obtained. All general equations and natural boundary conditions
of the micropolar elasticity problem at finite displacements are obtained from this equation.

3 The geometrically nonlinear theory of micropolar
elastic thin shallow shells with big deflections

Hypothesis of works [3], [4] are accepted in the base of the offered theory of micropolar
elastic geometrically nonlinear thin shallow shells for the purpose of reduction the geomet-
rically nonlinear three-dimensional theory of micropolar elasticity to the corresponding
tow-dimensional theory. Also, instead of the components of stresses and couple stresses
tensors there are entered integrated characteristics, that are statically equivalent to them:
strains (T, Sij, Niz, N3i), moments (M, M;j, Li;, Lij, Lz, L33) and hypermoments
(Ai3):

h h h h
TZ‘Z‘ = / Uiidz, Sij = / O’Z‘de, Nig = / Ui3dz(’i — 3), Mii = / Uiizdz
—h —h —h —h

h h h
M;; :/ 0i;2dz, Lmn :/ pmndz(m,n =1,2,3), A :/ 1izzdz (3)
—h —h h

The formula of the averaged functional Iy of micropolar thin shallow shells are obtained
from the formula (1) of the three-dimensional theory according to the accepted hypothesis:

ouq w 1/ ow\? 0Yn
Iy = Wo—<Th|Tii—|=—4+—+=( =— My | K11 — =—
0 //S< 0 { 11 111 <8x1+R1+2<8m1>> + 11[ 11 oy +
Oug w 1/ ow\? 0o
Too T — | — + — 4+ = | — Moy | K99 — —=
+129 |L29 <8$2 + o + 5 (8.%2) ) + Moo [ 22 i +

Ous 10w dw 0o
+S12 I:FIQ - (8.731 + 201, O1s _Q?))] + Mo |:K12 - <8ZE1 - L):| +

Oou; 10w ow oY
I'oy—(—4+=-———"-4+Q Moy | K91 — | —
4591 [ 21 <8$2 + 9 92, O + 3)] + Mo [ 21 (83:2 + L>} +
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0
+Ni3 |:F13 - <8;U + Qz)} + N3p [[31 — (1 — Q2)] +
ow
+Na3 {F23 — (E)xg — Q1>] + N3o [I'g2 — (12 + Q)] +
15)9) of)
+L11 |K11 — ey Loo | koo — =24 L33 [k33 — ] +
ox1 Oxa
o0 o0 o)
+Li2 f€12—72 + Loy f€21—71 + L3 /<613—73 +
o0xy Oxa or

of) oL oL
+Los |kog — = | + Auz |lig — — | + Ays |lig — — dridxo—
Oxo ox1 0z
_// Q1U1+qlh¢1+QQU2+QQh¢2++Q3w+
S+

—|—m1 Qq + m;Qg +m3 TQ5 + ma hL:| dridro+
+// [qul*th¢1+qguzfqgh¢2++q§rw+
+m7 Q + mgy Qo +mg Q3 — mghL} dridzo+

- / (S9u1 + Tohus + MYy + M9hths + Nogw + Ly Q1 + Lo + L3503 + Adge) doi+
ll

1

+ /l” [521 (w1 — ud) + T (up — ud) + Moy (1 — %) + Moo (b2 — ¥9) + Nog (w — w°) +
1
+Lot (4 — wf) + Laa (R — Q) + Loz (23 — QF) + Agg (1 — V) }d$1+

+/ (Tur + Shous + M1 + Miyps + Nisw + LY + LQ0 + L5005 + Alst) dao+
1

—i—/l“ [Tn (w1 —ul) + S12 (uz — ud) + Mi1 (1 — %) + Miz (2 — ¢9) + Niz (w — w®) +

+L11 (Q1 — w?) + Lo (Q2 — Q9) + Lis (3 — QF) + Ayz (0 —2°) }diﬁﬁ- (4)
Wy is the average density of potential energy of deformation of micropolar shallow shell:
1
Wo = 3 <T11F11 + Toal'ag + S12l'12 + S21T21 + Mi1 Ky + Moo Koo + Mo Kia+

M1 K21 + N13I'13 + N31I'31 + Nagl'ag + N3al'so + Li1k11 + Logkoo+
+L3skaz + Ligki2 + Loikor + Ligkis + Lagkas + A1sliz + A23> (5)

Let us notice, that in the specified theory the displacements, independent rotations, com-
ponents of deformation and bend-torsion tensors are expressed by formulas:

Vi = Lii (21, 02) + 2K (w1, 22) , vij = Lij (21, 22) + 2K

vis = iz (x1,22), v3i = I'3i (w1, 22)

Xii = Kii (T1,%2), X33 = t(x1,22), Xij = Kij (T1,22), Xi3 = Kiz (T1,22) + 2liz (21, 22)
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Vi =w; (21, 22) + 29 (x1,22) , V3 = w (21, 22)

w; = Qi (.%1, xg) , W3 = Qg <$1,$2) + zL (331,1'2)

(6)

u1, uz, w are displacements of the points of the shallow shell’s median surface along the
axes x1, Ta, z; P¥1,12 are full angels of the rotation; Q, s, (3 are free rotations of the
initially normal element of the shallow shell’s median surface round the lines z1, z2, 2;
¢ is intensity of the full rotation along the z; I';; are elongation deformations along the
x1, wo; I'sj, I3, I's; are shears in the corresponding planes; Kj; are flexures of the shallow
shell’s median surface caused by the stresses; K;; are torsions of the shallow shell’s median
surface caused by the stresses; x;;, k33 are flexures of the shallow shell’s median surface
caused by the couple stresses; x;; are torsions of the shallow shell’s median surface caused
by the couple stresses; l;3 are hyper shears of the shallow shell’s median surface caused by

the couple stresses.

By the verifying Iy to it’s all functional arguments, the general equations and the natural
boundary conditions of the micropolar elastic geometrically nonlinear thin shallow shells
with the independent fields of displacements and rotations are obtained from the variational

equation §Ip = 0. These equations and boundary conditions are follows as:
Balance equations

0Ty 05j; n _\ OMy  OMj; n _
= — (pt —p; — N3; = —h (p + p;
aZL’Z’ al‘j (pl pl ) ’ 8%1 + 89:]- 3 (pz +pZ )
ON13  ONo3 0 ow 1 ow
- 241 Z(S Sor) ——
(935'1 + 8902 + (9351 1 8901 + 2 ( 12 + 21) 8902 +
8 1 811] 8w T11 TQQ 4 _
R e By o Rt et et R (o
+a.’E2 2 (512 + S21> 0 1 + 2 (91'2:| R1 R2 (pl bi )
oL OL;
(X [ “1Y (Nia — Nas) = — .|. _
OA13 OAg3
L3z — —— — ——= — (Mo — M9) =
B o om (M2 21) = h (m3 +mj3)
6L13 8L23 Lll L22 + —
ooy amy TS mpr - (mg = ms)
Elasticity relations
2Eh 2Eh3
Li=1—2» [Tis +vLy5], My = 3(1-12) [Kii + vKjj]
2h3
Sij = 2h[(n+a)lij + (n— Q)] , Mg = —=[(p+ a)Kij + (1 — @) Kji]

Niz =2h[(p+ )Tz + (. — a)T'3i], N3z = 2h [(n+ o)z + (1 — )T3]
Lii = 2h[(B + 27)ksu + B (kj; + )], Lsg =20 [(B + 27)e + B (k11 + K22)]
4rve 203 4re

K3, i3 = —(—
v+ €

Lij =2h[(y + €)kij + (v — €)kji), Liz =2h T

i3
Geometrically relations

ou; w1 [0w\> ou; , 1/ ow ow
Ly = — N5 ) Tii=22 -1V B+- (=) (5=
6:31» + RZ' + 2 (&r,) J 81‘1 ( ) 3t 2 (a.%l) <0:U2>
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Ow oY;

Tz = —1)7Q;, T3 = — (=19, K; = —(=1)
3 a%‘i‘( ) j» 13 (0 ( ) J O, ( )i
o9 00 003 oL
Lo 2t 33 = R J y — Lia = — 9
Kig 8-1'1" K Ly, Kij al’i’ K43 0z, y 043 0z, ( )
Boundary conditions (on xz; = const)
Ty =Ty, Si2 = ST, My =M}, Mz = MY,
ow 1 ow
Ti1-— + = (S12+ S21) =— + N1z = N3, L1y = LY}, Lo =LY, Aiz =A% (10)
(91’1 2 81’2

The obtained system of the equations (7)-(9) and boundary conditions (10) are the math-
ematical static model of the geometrically nonlinear micropolar elasticity thin shallow
shells with independent fields of displacements and rotations with the full account of shear
deformations.

Let us notice, that from constructed model the geometrically linear model of micropolar
shallow shells are obtained, if the nonlinear members to ignore, and the geometrically
nonlinear Timoshenko type classical model are also obtained, if to put o = 0.

It is necessary to have in view, that the mathematical dynamic model of geo-
metrically nonlinear micropolar elastic thin shallow shells with independent fields
of displacements and rotations are obtained, if the corresponding inertial members
2oh i 2ph P N0 o g0 9 p 02 20 0% 4 aqd.

Let us notice, that the formulated above variational problem corresponds to the most
general variational principle of the micropolar elastic thin shallow shells. Therefore, from
the last result the Lagrange and Kastiliano type principles of micropolar elastic thin shallow
shells will follow as special cases. The direct methods of their approach decision can be
made to each of obtained variational equations (in particular Ritz and Galerkin methods).
Using these methods, the boundary problem of the theory of flexible micropolar elastic thin
shallow shells can be reduce to the decision of the nonlinear algebraic equations system.
As special case, the variational principle of geometrically nonlinear classical theory of
elastic thin shallow shells [3],[4] will follow from the variational principle of geometrically
nonlinear micropolar theory of elastic thin shallow shells.
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Abstract

In this paper, finite element simulation of stent deployment was carried
out using an anisotropic model for the artery, consisting of three individual
tissue layers, i.e., intima, media and adventitia. Each layer was modelled as
a hyperelastic anisotropic material described by the Holzapfel-Gasser-Ogden
(HGO) model. The model parameters were calibrated against the experimen-
tal stress-stretch responses in both circumferential and longitudinal directions.
The results showed that, at the peak pressure, stent expansion obtained us-
ing the anisotropic model was much reduced when compared to that obtained
using the isotropic model. However, after deflation, the finally achieved diam-
eter for the anisotropic model is comparable to that for the isotropic model,
due to the significant reduction in recoiling for the anisotropic model. Also,
the anisotropic model generated slightly higher levels of stress in the artery-
plaque system than the isotropic model. For the isotropic model, the high-level
stresses were found mainly on the plaque, while, for the anisotropic model,
both the intima layer and the plaque experienced high-level stresses. The me-
dia and adventitia layers had lower stress levels due to their relatively softer
stress-strain response in the circumferential direction as well as limited defor-
mation. Following deployment, deformation of the stent was also modelled
by applying relevant biomechanical forces, such as bending and radial com-
pression, to the stent-artery system. The results were utilised to interpret the
mechanical performance of stent after deployment.

Key words: Stent deployment; Vessel anisotropy; Finite element; Artery

stenosis; Biomechanical forces.

1 Introduction

Coronary stents are essentially scaffolds, made of metallic alloys or biopolymers, used to
sustain the blood vessels once expanded inside the obstructed arteries. Stents are generally
deployed inside the diseased artery by means of an angioplasty balloon (except for self-
expandable stents). The scaffold is placed over the balloon and expands with the balloon
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when this is inflated by internal pressure. This surgery procedure has minimal invasive
nature and provides fast and effective solutions to patients suffering from coronary stenosis,
a major cause of heart attack.

Finite element is an effective tool to simulate the process of stent expansion inside stenotic
arteries, which helps to understand the insight of the biomechanical behaviour of the whole
stent-artery system during the procedure. The simulations provide essential information
regarding stent expansion, recoiling, dogboning and residual stresses, which can be further
utilised to guide stent design and surgery procedures [1, 2, 3, 4, 5|. The artery constitutive
model is an important factor for simulation of stent deployment. [6] reviewed the state
of the art of development of constitutive models in the last ten years to describe the
mechanical behaviour of artery tissue. It highlighted the highly nonlinear and anisotropic
behaviour of the blood vessel tissue. This work also suggested that in many cases the artery
behaves purely elastically and can be characterized by hyperelastic strain energy functions,
including the layer specific constitutive models used to describe mechanical behaviour of
arteries. However, anisotropic hyperelastic models have seldom been used to simulate
expansion and deformation of stent-artery system, and existing studies are dominantly
limited to the use of isotropic models.

In this paper, finite element simulation of stent deployment was carried out using an
anisotropic model for the artery. In particular, the artery wall was considered to consist of
three individual tissue layers, i.e., intima, media and adventitia, which are all described by
the Holzapfel-Gasser-Ogden (HGO) hyperelastic anisotropic model |7, 8]. To understand
the mechanical performance of stent after deployment, deformation of the stent-artery
system was also modelled under relevant biomechanical forces, such as bending and radial
compression, focusing on the re-distribution of local stresses and strains in the stent.
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Figure 1: Finite element mesh for the Xience stent, the balloon and the stenotic
artery.
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2 Finite Element Model

The finite element model for the balloon-stent-artery system is shown in Figure 1. The stent
used for this analysis resembles the geometry of Xience stent, one of the latest commercial
stents. The stent has a crimped diameter of 1.5mm, a length of 10mm and a strut thickness
of 80um. The artery has a total length of 20mm, an inner diameter of 4mm (healthy region)
and a wall thickness of 1mm. The artery wall is considered to have three layers, namely
intima (0.27mm), media (0.35mm) and adventitia (0.38mm). The plaque has a length of
10mm and a stenosis of 40%. The balloon has a folded geometry, with a length of 12mm.
The artery and plaque were meshed into hexahedral elements with reduced integration,
which are mostly used to increase the computing efficiency and numerical convergence
associated with large deformation, especially for soft tissues [9, 10]. The stent was meshed
into incompatible hexahedral elements (with full integration) in order to accommodate
large bending deformation of the stent strut during expansion [11]. The folded balloon was
meshed using 4-node shell elements with reduced integration based on the consideration
of computational efficiency.

Contacts between the stent, the artery and the balloon were defined as hard contact with a
friction coefficient of 0.25 [12]. The ends of the artery and the balloon were fully constrained
to remove rigid body motion. All analyses were carried out using Abaqus explicit solver
[11]. The deployment simulations consisted of two steps: the inflation step (0.1s) in which
the applied pressure increased linearly to the peak value and the deflation step (0.1s)
in which the pressure dropped linearly to zero to allow the recoil of the artery and the
stent. The pressure was applied on the inner surface of the balloon, with a peak pressure
of 1.4M Pa. Following the deflation step, a third step was introduced to continue the
simulations by applying bending and radial compression to the system. For bending, a
displacement of 5mm was applied to all the nodes on the cross section at the middle of
the artery, while for compression, a pressure of 0.2M Pa was applied to the outer surface
of the artery over the section where the stent was implanted.

3 Material Constitutive Behaviour

3.1. Models for stent, balloon and plaque

The Xience stent is made of Co-Cr L605 which is modelled as an elastic-plastic material
with multilinear hardening segments based on the tensile stress-strain curve of the alloy
given in [13]. The folded balloon was modelled as a linear elastic material with YoungsI €s
modulus of 900M Pa and Poisson ratio of 0.3 [14]. The hypocellular plaque is described
by the Ogden hyperelastic model with model parameters given in [15].

3.2. The Holzapfel-Gasser-Ogden model for artery

Experimental tests on human arteries highlighted the anisotropic behaviour of such bio-
logical tissues [7, 16]. The Holzapfel-Gasser-Ogden (HGO) anisotropic hyperelastic model
[7, 8] was used, with a strain energy potential given as [11]:

N 2
U=Cuo(L=3)+ 2]22 > {eap [k (Ba)’| =1} + % (Ul)jl - mﬂ) (1)
a=1
with
Ea =K (jl — 3) + (1 — 3,‘<.7) (j4(aa) — 1) (2)
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Figure 2: Anisotropic stress-stretch response of the three arterial layers, experimen-
tal results [16] versus simulations.

where I; and I are the first and second stretch invariants, J is the volumetric stretch
(or third stretch invariant), Cio, D, k1, k2 and x are material parameters, and I4 is the
invariant of Cauchy-Green deformation tensor. The strain-like quantity E characterizes
the deformation of the fibre family and the operator ( ) stands for the Macauley bracket.
The parameters of the model were calibrated to fit the experimental data given in [16].
Fitted model parameters are given in Table 1 for all three vessel layers, which give the
stress-stretch responses that are in good agreement with the experimental data in both
circumferential and longitudinal directions (Figure 2).

Table 1. Values of the Holzaptel-Gasser-Ogden model parameters for the three vessel layers.

Material plko/mm?) Cio ks k; K D
Textirii 1.076-6  23FE-2 25 1200 0308  8.95E.7
Media 1.07E-6 L4E-3 0.18 100 0314 531E-6

Adventitia 1.07E-6 8.32E-3 4 1000 0312 467E-6

4 Results and Discussion

4.1. Stent expansion
The result of stent expansion is shown in Figure 3, in a comparison with those obtained
from isotropic arterial model. Expansion was shown to have three stages. At the initial
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stage, stent deforms elastically and has a lower rate of expansion. At the second stage,
plastic deformation occurs and stent seems to expand steadily, together with the artery,
at a fairly constant rate. At the final stage, the rate of stent expansion starts to decrease
drastically, indicating that the deformation of the stent/artery system seems to reach a
saturation stage, i.e., further increase of pressure only results in very limited expansion.
This is mainly due to the intrinsic deformation behaviour of the artery which reached
a saturation stage of stretch, especially the intima layer (see Fig.2). Consequently, the
system becomes considerably resistant to further expansion, resulting in a drastic decrease
of expansion rate.

For isotropic model, stent expanded from 1.5mm to 4.8mm at the maximum pressure
(1.4M Pa), with an increase in diameter by more than three folds. At the peak pressure
(1.4M Pa), the maximum diameter achieved using the anisotropic model was only 4.1mm,
which is much reduced when compared to that, i.e. 4.7mm, achieved using the isotropic
model for the layers.

During deflation, recovered elastic deformation and radial pressure from the viscoelastic
artery system lead to the recoil of the stent. After recoiling, the diameter was settled
at 3.8mm for the anisotropic model, which is larger than that (3.7mm) computed from
the isotropic model. This is due to the significant reduction in recoiling, only 8% for the
anisotropic model compared to 22% for isotropic model. The achieved expansion is close
to the diameter of a healthy artery.
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=
%06
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0.2 ,I
i
0
1 2 3 4 5 6

Diameter (mm)

Figure 3: Comparison of diameter change against pressure for stent expansion simu-
lated using isotropic Ogden and anisotropic HGO constitutive models for the artery.

4.2. Stress on the stent

Figure 4 compares the von Mises stress distribution on the stent for the two models fol-
lowing stent deployment. The stent has severe stress concentrations at the U-bends of the
cell struts due to highly localised stretch. These are residual stresses which were developed
due to the sustained plastic deformation. From the computed results, it appears that the
anigotropic artery model increased the magnitude of the von Mises stress on the stent. For
isotropic model, the magnitude of residual stress was shown to be around 778 M Pa, as
opposed to 1384 M Pa for anisotropic model (Figure 4). The stress level is very significant
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and implies the potential risk of failure during stent employment. Consequently, optimal
design of cell strut U-bends appears to be important for modern stents, which can lead
to stress reduction and failure resistance. However, it should be noted that in reality,
the stresses on the stents might not reach such high magnitude if the residual stresses
developed during stent crimping [17, 18] are considered which shall mitigate the stresses
developed during stent expansion.

1384.46

1012.00
843.33
674.67
506.00
337.33
168.67

0.00

(b)

Figure 4: Stress distribution on the stent after deployment simulated using (a)
isotropic Ogden and (b) anisotropic HGO constitutive models for the artery.

4.8. Stress on the artery-plague system

The stress distribution on the artery-plaque system, after stent deployment, is compared
in Figure 5, and the anisotropic model generated slightly higher levels of stress than the
isotropic model, with a maximum value of 0.70M Pa (0.65M Pa for isotropic model). High
stress levels were mainly obtained in the intima layer as well as on the stenotic plaque
surface. The media has the lowest stress level due to its soft stress-strain response in the
circumferential direction. It was also noticed from our simulation, at the peak inflation
pressure, the maximum von Mises stresses on the plaque-artery system were located in
the intima layer of the artery with a magnitude of 7.30M Pa, due to the relatively high
stiffness of the intima layer as well as the severe constraint on the intima layer imposed by
surrounding tissues. After deflation, the maximum stress shifted to the plaque, especially
at locations where the stent and the plaque are in full contact.

4.4. Stent deformation under biomechanical forces

For the applied bending, there is hardly any change of stresses on the stent compared to
the stress state after deployment. This might be because the metallic material reached a
steady-state of stress-strain response in the plastic region and the stress becomes insensitive

311



Proceedings of XLIII International Summer School-Conference APM 2015

0000000
OoOrNWAhUOIO
O000000

Intima —»

(b)

Figure 5: Stress distribution on the artery-plaque system after stent deployment
simulated using (a) isotropic Ogden and (b) anisotropic HGOmodels for the artery.

to further deformation. For radial compression, stent collapse started to occur at a pressure
of about 0.1M Pa, and also the right end of stent collapsed earlier than the left end due to
asymmetry of the stent structure (Figure 6).

We also carried out simulations by excluding the residual stresses generated out of stent
deployment. For bending, the maximum stress on the stent was found on one of the bottom
longitudinal connective struts in the middle region where the system has the most severe
bending deformation. The maximum stress has a value of 651M Pa which is significantly
less than that obtained from simulations by considering the residual stresses. Also stent
collapse under compression tended to be delayed when the residual stresses are excluded.
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Figure 6: Stress distribution on the deformed stent-artery system at a compressive
pressure of 0.2MPa.

5 Conclusions

The anisotropy of blood vessels needs to be considered in order to produce reliable and
conclusive results in stent deployment simulations. It is also strongly recommended to
take into account the residual stress state, generated out of stent deployment, for further
mechanical performance analyses.
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Abstract

We present the results of an experimental study of the behavior of carbon
black filled rubber and rubber with carbon nanofibers. Tests were carried out
using a 4-vector test stand Zwick (biaxial testing machine), a uniaxial test-
ing machine Testometric FS100kN CT and a dynamic mechanical analyzer
DMA /SDTAS861¢. Our investigations revealed the induced anisotropy of me-
chanical properties in the material with grain filler — stretching along one axis
does not, in any way, affect mechanical properties along the other axis. It is
shown that uniaxial stretching of an elastomer with nanofibers changes the
structure and mechanical properties of the material in all directions.

Cyclic tests where tensile forces acted in two mutually perpendicular directions were per-
formed to determine the influence of the type of filler on the mechanical properties of
filled vulcanizates subjected to external forces. One vulcanizate was prepared by mixing
methylstyrene and divinyl rubbers (85 parts by weight of rubber SKMS-30 ARK + 15 parts
by weight of rubber SKD), and the other using butadiene-styrene rubber SBR1502. Elas-
tomers were reinforced with different fillers. Carbon black was added to rubber mixture
SKMS+SKD: 60 parts by weight of carbon black 11514 and 5 parts by weight of carbon
black 11234 per 100 parts by weight of rubber. Rubber SBR1502 was reinforced by 30 parts
by weight of carbon black N220 and 5 parts by weight of carbon nanofibers (CNFs).

The behavior of vulcanizates subjected to complex biaxial loading was investigated using a
4-vector test stand Zwick (biaxial testing machine), a uniaxial testing machine Testomet-
ric FS100kN CT and a dynamic mechanical analyzer DMA /SDTAS861¢. Preliminary tests
on rubbers stretched in two mutually perpendicular directions showed only slight difference
in their properties.

Cross-shaped samples were manufactured for tests with a biaxial testing machine (Fig. 1).
The working zone of the sample showed in Fig. 1 is a square with a side of 3 cm. The
applied load is transferred through a loading tube of length 4.5 cm. To achieve loading
uniformity in the central part and, as a consequence, heterogeneity of stress and strain
fields, loading tubes are cut into stripes — strands. Hence, the area of uniform stress-
strain state distribution covers 73% of the working zone [1].
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a b

Figure 1: Shape of the cross-shaped sample subjected to cyclic loading along each axis
using the biaxial test stand Zwick. The initial state of the sample (a); the sample
extended along the 0X-axis (b)

It is known that in cyclic tests on filled elastomers the pronounced Mullins softening
effect is observed immediately after the first loading cycle. In addition, elastomers exhibit
a viscoelastic behavior that depends on the molecular and structural interfacial layers
formed at the filler-matrix boundary [2]. Such a feature can be attributed, in our opinion,
to the formation of strands in the case when long molecules are drawn from the polymer
surface |3|. Experimental observations support this hypothesis. For example, it was shown
that the softening of rubbers is mainly attributable to viscoelastic processes [4, 4]. At a
50% deformation of the sample no internal damages are accumulated in the material, and
on unloading the inverse process (polymer molecules return back to their original state)
takes place. At temperature of 60°C and over a 24-hour thermostatting period the sample
recovers its original structure and properties completely. This process develops much more
slowly than the slippage of these molecules off the surface of inclusions under stretching
and is temperature dependent. At large deformations, simultaneously with the viscoelastic
process, the damage accumulation process begins in rubber, and the stress-strain curve lies
below the curve of the undamaged material [4].

Our tests on carbon black filled vulcanizate were performed according to the following
scheme. Cross-shaped samples were stretched alternately along the two mutually perpen-
dicular directions 0X and 0Y to elongate by a factor of two. The value of sample elongation
was determined utilizing the grid lines given in white color (Fig. 1). Initially, the samples
were stretched along the 0Y-axis, and the 0X-axis remained loading-free. To do this, we
have developed a special program, where the load is applied along one of the axes, and
the grips move along the other axis so that the load remains zero. Then the samples are
aged for 7 minutes to achieve complete relaxation, unloaded to the primary position, and
aged again for 7 minutes to complete the fast recovery of the material structure. Note that
the structure recovery rate is temperature dependent, and therefore at room temperature
the structure may not recover its original structure even in a year [4]. Such a sequence of
loading-unloading along the 0Y-axis is repeated twice until the softening of the material
was stabilized and the repeatability of its cyclic loading curves is achieved.

The same program has been realized along the 0X-axis. In this case, the 0Y-axis remains
free of loading. Figure 2 presents the biaxial loading curves: the solid lines denote the
behavior of the material in the 0Y-direction, and the dashed lines in the orthogonal 0X-
direction.
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Figure 2: Loading curves for cross-shaped carbon black-filled vulcanizate samples
obtained using the biaxial testing machine. Solid line — loading along the 0Y-axis, dashed
line — loading along the orthogonal 0X-axis. The arrows show the direction of loading

Typically, during cyclic stretching of rubbers (beginning with the second cycle, the curves
for loading along the 0Y-axis are, in fact, repeated), the sample becomes softer, and the
hysteresis loss reduces. So, after the second cycle the properties of the sample in this
direction are practically stabilized. The analysis of the curves for loading in the orthogonal
0X-direction indicates that the material behaves like it has never been loaded at all — no
softening and changes associated with loading along the 0Y axis have been observed. A
slight discrepancy between the curves for loading along the 0X- and 0Y-axes can be related
to some initial anisotropy of the material caused by the production technique.

We performed analogous tests with the rest of cross-shaped carbon black-filled vulcanizate
samples and obtained qualitatively similar results. This evidence led to the conclusion
that the loading of the sample in one direction causes the orientation rearrangement of
its structure in this direction only. In the orthogonal direction the sample continues to
retain its original properties until it is subjected to loading in this direction. That is, being
loaded along one direction, the material is solely softened along this direction. In the case
of induced anisotropy, the material is softened because of its loading in one direction, which
is referred to as the Mullins effect, but its mechanical properties do not change in any way
in the perpendicular direction.

A number of experiments have been carried out to study the behavior of the polymer
reinforced by 30 parts by weight of carbon black and 5 parts by weight of carbon nanofibers.
Firstly, a cyclic load was applied to a sample having the form of a rectangular plate of length
50.6 mm, thickness 2.18 mm and width 28 mm using the uniaxial Testometric FS100kN CT
machine. After every loading cycle the sample was returned to its initial position and then
aged for 10 minutes to complete rapid recovery of the structure (Fig. 4). As one can
see, softening takes place along the loading axis. The material under study possesses
some initial anisotropy of mechanical properties that is associated with the production
technique (Fig. 3). This circumstance should be taken into account when analyzing the
data obtained during the testing along two orthogonal axes. Secondly, samples in the form
of rectangular strips of thickness 4 mm and length 28 mm were cut from the plate in two
mutually perpendicular directions. The samples cut in the direction of initial stretching of
the plate and after its ageing were called "longitudinal", and those cut in the orthogonal
direction — "transverse". Tests on these samples were performed 24 hours after they were
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stretched in the longitudinal direction.
Some samples were subjected to cyclic loading using the uniaxial machine (Fig. 5), and
the remaining ones were tested with the dynamic mechanical analyzer DMA /SDTA861°¢

(Fig. 6).
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Figure 3: Initial anisotropy of the mechanical properties of the filled elastomeric material.
The solid and dashed lines show stretching along two orthogonal directions

The experiments performed with the uniaxial machine indicate that the behavior of the
fiber-filled rubber is different from that of the rubber with grain filler. Figure 5 shows
that the preliminary ageing in the longitudinal direction causes the material to soften in
all directions — longitudinal and transverse. When the initial anisotropy of the material is
considered (Fig. 3), softening in the transverse direction corresponds to the same softening
in the longitudinal, preliminary aged direction.
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Figure 4: Curves for three cycles of loading of the rectangular plate tested on the
uniaxial Testometric FS100kN CT machine. The arrows show the direction of loading
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Figure 5: Cyclic testing of longitudinal and transverse samples using the uniaxial
Testometric FS100kN CT testing machine. The solid lines show the behavior of
longitudinal samples, and the dashed lines the behavior of transverse samples
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A comparison of the curves of loading of the longitudinal and transverse samples (solid
and dashed lines in Fig. 5) gives evidence that structural changes in the nanofiber filled
elastomer under uniaxial deformation take place in all directions. Hence, the suggestion
can be made that filler fibers subjected to stretching take a turn, and the long elastomeric
molecules slide not only along the axis of elongation, but in the orthogonal direction as

well.

Tests with the dynamic mechanical analyzer DMA /SDTA861¢ were performed at oscilla-
tion frequency of 5, 10, 15, 20 and 30 Hz. This can be seen graphically in Fig. 6, where
solid lines indicate the behavior of longitudinal samples, and dashed lines the behavior of

transverse samples.
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Figure 6: Dynamic characteristics of longitudinal and transverse samples obtained in
tests with the dynamic mechanical analyzer DMA /SDTAS861¢ at oscillation frequencies of
5, 10, 15, 20 and 30 Hz; storage modulus E’ (a), loss modulus E” (b). The solid lines
show the behavior of longitudinal samples, and the dashed lines — the behavior of
transverse samples

During the uniaxial stretching tests it has been found that under small deformations (defor-
mations measured by the DMA /SDTA861¢ did not exceed 10%) the fiber filled elastomer
exhibits strong softening. The storage modulus E’ in the transverse direction turns out to
be lower than that in the longitudinal direction (Fig. 6a). The softening of the material
in the transverse direction appears to be stronger than in the longitudinal direction, and
therefore the loss modulus E” of the transverse sample is less than that of the longitudinal
sample (Fig. 6b). Such a strong softening in the transverse direction can be attributed
to the initial orientation of carbon fibers in the elastomeric material, i.e. to the initial
anisotropy of the material observed at the stage of its production (Fig. 3). Examination of
the properties of elastomers filled with carbon fibers should be extended to elucidate the
physical mechanisms underlying structural rearrangements driven by stretching.

Conclusions

We have found that stretching of the elastomer with grain filler in one direction causes the
induced anisotropy to appear in the material. The material softens along the extension
axis, yet this softening does not, in any way, influence the structural rearrangement along
the orthogonal elongation axis and change the mechanical properties of the material along
the transverse axis.

When the elastomer with carbon nanofibers is loaded along one of its axis, the structural
rearrangement and changes in mechanical properties occur in all directions. Additional
studies need to be performed in order to investigate further the behavior of such materials.
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Multidimensional pendulum in a nonconservative

force field
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Abstract

In this activity, we systematize the results on the study of the equations
of motion of dynamically symmetric multidimensional rigid bodies in noncon-
servative force fields. The form of these equations is taken from the dynamics
of real lower-dimensional rigid bodies interacting with resisting medium by
laws of jet flows where a body is influenced by a nonconservative tracing force;
under action of this force, the velocity of some characteristic point of the body
remains constant, which means that the system possesses a nonintegrable servo
constraint.

1 Introduction

In the earlier activities, the author has already proved the complete integrability of the
equations of a plane-parallel motion of a body in a resisting medium under the jet flow
conditions when the system of dynamical equations possesses a first integral, which is a
transcendental (in the sense of the theory of functions of a complex variable) function of
quasi-velocities having essential singularities. It was assumed that the interaction of the
medium with the body is concentrated on a part of the surface of the body that has the
form of a (one-dimensional) plate. In the sequel, the planar problem was generalized to
the spatial (three-dimensional) case, where the system of dynamical equations possesses
a complete set of transcendental first integrals. In this case, it was assumed that the
interaction of the medium with the body is concentrated on the part of the surface of the
body that has the form of a planar (two-dimensional) disk.

Moreover, we study the dynamic part of equations of motion of a different four-dimensional
dynamically symmetric rigid body where a nonconservative force field is concentrated
on a part of the surface of the body, which has the form of a two-dimensional (three-
dimensional) disk, and the action of the force is concentrated in the two-dimensional plane
(one-dimensional line) perpendicular to this disk.

In this work, we discuss results, both new and obtained earlier, concerning the case where
the interaction of the medium with the body is concentrated on the part of the surface
of the body that has the form of a (n — 1)-dimensional disk and the force acts in the
direction perpendicular to the disk. We systematize these results and formulate them in
the invariant form.
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2 Certain General Discourse

First of all for n-dimensional rigid body, we will be interested the case (1—(n — 1)), i. e,
when in some coordinate system Dz ...x, attached to the body, the operator of inertia
has the form

diag{I1, I, ..., L1}, (1)

i. e., the body is dynamically symmetric in the hyperplane Dz ...z, (Dx; is the axe of
dynamical symmetry).
The configuration space of a free, n-dimensional rigid body is the direct product

R" x SO(n) (2)

of the space R", which defines the coordinates of the center of mass of the body, and the
rotation group SO(n), which defined rotations of the body about its center of mass and
has dimension n(n + 1)/2.

Therefore, the dynamical part of equations of motion has the same dimension, whereas the
dimension of the phase space is equal to n(n + 1).

In particular, if Q is the tensor of angular velocity of a n-dimensional rigid body (it is
a second-rank tensor, see [1, 2, 3]), Q € so(n), then the part of dynamical equations of
motion corresponding to the Lie algebra so(n) has the following form (see [2, 3, 4]):

QA + AQ+[Q, QA + AQ] = M, (3)
A =diag{ A1, ..., \n}, (4)
—Il—I—IQ—I—...—l-In 11—12+13+...+In
AL = Az = e
2 2
L+ . Al o—Ina+1y L+ a1y
)\nfl = y )\n = )
2 2

M = MfF is the natural projection of the moment of external forces F acting to the body
in R™ on the natural coordinates of the Lie algebra so(n) and [.,.] is the commutator in

so(n).

Obviously, the following relations hold: A\; — A\; = I; — I; for any i,j = 1,...,n.

For the calculation of the moment of an external force acting to the body, we need to
construct the mapping R™ x R™ — so(n), that maps a pair of vectors (DN, F) € R" xR"
from R™ x R™ to an element of the Lie algebra so(n), where DN = {61,d2,...,0,}, F =
{F1,Fy,...,F,}, and F is an external force acting to the body. Here DN is the vector
directing from the point D of the coordinate system Dz ...z, to the point N of force
acting). For this end, we construct the following auxiliary matrix

01 6y ... 0
1 2 n ] (5)
P F ... F,
Dynamical systems studied in this activity, are dynamical systems with variable dissipation
with zero mean (see [4, 5]). We need to examine by direct methods a part of the main
system of dynamical equations, namely, the Newton equation, which plays the role of

the equation of motion of the center of mass, i.e., the part of the dynamical equations
corresponding to the space R™:

mwe = F, (6)
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where w¢ is the acceleration of the center of mass C' of the body and m is its mass.
Moreover, due to the higher-dimensional Rivals formula (it can be obtained by the operator
method) we have the following relations:

we =wp + Q?DC + EDC, wp =vp + Qvp, E=Q, (7)

where wp is the acceleration of the point D, F is the external force acting on the body
(in our case, F = S), and F is the tensor of angular acceleration (second-rank tensor).
Let the position of the body © in Euclidean space E™ is defined by the functions which
are the cyclic in the following sense: the generalized force F and its moment (DN, F)
depend on generalized velocities only (quasi-velocities), and do not depend on the position
of the body in the space. Then, the system of equations (3) and (6) on the manifold
R"™ x so(n) is a closed system of dynamical equations of the motion of a free n-dimensional
rigid body under the action of an external force F. This system have been separated from
the kinematic part of the equations of motion on the manifold (2) and can be examined
independently.

3 General Problem on the Motion Under a Tracing
Force

Consider a motion of a homogeneous, dynamically symmetric (case (1)), rigid body with
Yfront end face¥ (a (n — 1)-dimensional disk interacting with a medium that fills the n-
dimensional space) in the field of a resistance force S under the quasi-stationarity conditions
(see [6, 7]).

Let (v, B, .., Bn—2) be the (generalized) spherical coordinates of the velocity vector of
the center of the (n — 1)-dimensional disk lying on the axis of symmetry of the body, Q be
the tensor of angular velocity of the body, Dz ...x, be the coordinate system attached
to the body such that the axis of symmetry C'D coincides with the axis Dz (recall that C
is the center of mass), and the axes Dxgy, Dxs, ..., Dx, lie in the hyperplane of the disk,
and Iy, Is, I3 =15, ..., I, = I, m are characteristics of inertia and mass.

We adopt the following expansions in the projections to the axes of the coordinate system
Dzy...z,: DC ={-0,0,...,0}, vp = vi, (a, 51, ..., Bn—2), where

cos «
sin « cos 31
. sin acsin 31 cos Bo
1y (avﬁh o 7/871—2) -
sinasin f1 ... sin 3,,_3 cos By, _o
sinasin 51 ...sin 5, 9

is the single vector on the axe of vector v.

In the case (1) we additionally have the expansion for the function of the influence of the
medium on the n-dimensional body: S = {—S5,0,...,0}, i.e., in this case F = S. Further,
the auxiliary matrix (5) for the calculation of the moment of the resistance force has the

form
0 TON ... IpN
( s 0 ... 0 ) ©)
then the part of the dynamical equations of motion that describes the motion of the body
about the center of mass and corresponds to the Lie algebra so(n), can be obtained. We
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note that system (3), due to the existing dynamical symmetry
L=..=1I, (10)

possesses cyclic first integrals

n—1)(n—2
Wk, = w,?l = const, ..., wg, = w,?s = const, s = ()2() (11)
Here ki = 1,...,ks are the certain s nonrecurrent numbers from the set W; =

{1,2,...,n(n —1)/2}.
In the sequel, we consider the first integrals (11) of the system on its zero levels:

wp, =...=wj =0. (12)
The choice of nonzero components wy,, ...,w, of tensor { consists of p = n(n —1)/2 —
(n—1)(n—2)/2=mn—1 ones (here ry,...,r, are the rest p of numbers from the set W7,

not equal to ki,...,ks).
If one considers a more general problem on the motion of a body under a tracing force T
that lies on the straight line C'D = Dz and provides the fulfillment of the relation

v = const, (13)

throughout the motion, then instead of Fy system (3), (6) contains T — s(a)v?, o = DC.
Choosing the value T of the tracing force appropriately, one can achieve the equality
(13) throughout the motion. Indeed, expressing T' due to system (3), (6), we obtain for
cosa # 0, n > 2 the relation

T=T)(c,B1,...,0n-2,0) = ma(wz1 + ... —|—w$p)—i—
ts(ay? |1— Mo smap s g, (14)
(n—2)Iycosa U\ Pl TR )
Q2 .
Ly <047ﬁ17 ey Bn—2, v) = [rn| = (rn,iN(B1, -5 Bn2)) =

n
T AW
=0-cos 5 + Z;st <O[7/81, e 7ﬁ7’b—27 ’U) ZSN(/Bla e 7ﬁn—2)' (15)
S—
Here isn (681, ..., Bn—2), s =1,...,n, (i1n(B1,...,Bn—2) = 0) are the components of sin-
gle vector on the axe of vector ry = {0,zan,...,2,n} on (n — 2)-dimensional sphere

S"=281,...,Bn_2}, definied by the equality o = 7/2 as equatorial section of correspond-
ing (n — 1)-dimensional sphere 8" '{a,B1,...,Bs_2} (defined by the equality (13)), i.
e.,

iv(B1,... s Bn2) =
0
cos 1

_ sin 31 cos By =i, (g,ﬁl,...,b’n—2) (16)

sin By ...sin B,_3cos B2
sin 1 ...sin B9

(see Eq. (8)). This procedure can be interpreted in two ways. First, we have transformed
the system using the tracing force (control) that provides the consideration of the class (13)

325



Proceedings of XLIII International Summer School-Conference APM 2015

of motions interesting for us. Second, we can treat this as an order-reduction procedure.
Indeed, system (3), (6) generates the following independent system of following order (due
to Egs. (13), (11), (12)): n(n+1)/2—=(n—1)(n—2)/2—-1=2(n—1).

Let introduce the new quasi-velocities in system (3), (6). For this, we transform the values

Wrys - swr, , by the composition of following (n — 2) rotations:
21 Wry
z2 . Wry
=Tno2n-1(=p1) 0 Tn-3n-2(—P2)0...0T12(—fn_2) , (17)
Zn—1 wrnfl
where the matrix Ty y4+1(8), kK =1,...,n—2, is obtained from the unit one by the presence

of second order minor Mjy, j1:

1 0 0 0 O
0 0 0 O m m
D= 0 0 Megyr 0 0 |, Mgy = < ok okt ) ,  (18)
ME4+1,k ME+1,k+1
0 O 0 -0
0 O 0 0 1
Mk = Mg11 k1 = COS B, Mpy1x = —Mp k1 = sin .
As we see, we cannot solve the system with respect to &, Bl, ..+, Bn_o on the manifold
= {(avﬂlv s 7/871—27"‘]7”17 B 7(*)7%71) € Rz(nil) :
0
0= Tk By =l B = Wlas, kb, g € Z). (19)
Therefore, on the manifold (19) the uniqueness theorem formally is violated. Moreover, for
even k and any [q,...,l,—3, an indeterminate form appears due to the degeneration of the
spherical coordinates (v, «, 1, ..., Bn—2). For odd k, the uniqueness theorem is obviously

violated since one of the equation degenerates.
This implies that system (3), (6) outside (and only outside) the manifold (19) can be
reduced to the following form (n > 2):

o= —Zn—l"f'LS(a) v <Oé ﬁl?"'aﬂn—%?) ) (20)

(n—2)Is cosa

1}2

5 . 9 COs
nl e (n — 2)[2

S(Q)Fv <a7ﬁ17 e 'aﬁn727 i}) - (Z% otz 2)

sin o

—2

+mj“2)12;ilai {Z(_l)szn_l_sAw <a, By, Bnsa, f) } : (21)

s=1

COoS (v Cos & oS 1
+ (et 2ms)

sin « sin ¢ sin 5y

70 ( ){n IA’U1<a7617"'761’L—27i}2>+

(n —2)Iysina
2

Zn—2 = Zp—22Zn—1

n—

Q\ cos 51
E _1)\s+1 ne .
+ ( 1) Zn_l—SA’U,S <a7/817' . '7677,—27 ’U) B }

o sin 81
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Y @)ur (0B, (22)
—s(« o _9, —
(’I’l — 2)[2 v,1 s M1y sy Pn—2, v )
. Ccos « €os (x oS 31
Zn—3 = Zn—3%n—1 — Zn—32n—2 . -
sin « sin «v sin 5q

cosa 1 cosfy
i ) . - B
sin « sin 31 sin fo

ov s(a Q cos
T s ) [ a2

(n—2)Isina sin 31

+Z( 1) Zn—1— S v,8 (Oé Bl,..-,ﬂn%?) 1 C?SIBQ}‘F

sin 31 sin B

v? Q
+m$(a>Av,2 <a7617"'7ﬁn—27v> ) (23)

21 = Br_2(—wp, SIN B + Wry €O Bn_2)+

7S(Q)Av,n—2 <Ol, B, ..., Bn_o, S) =

-2
cosa |3 si1 cos fBs—1
= 21— Z(_l) Zn—s— N +
sin o sin 31 .

~ ..sin Bs_q

Q
(_1)n+1AU,n—2 (047 51) e 76n—27 1)) X

i cos f3
X _1 S _ s—1
{Z( ) 2ni1 Ssin,@’l...sin,é’s_l}+

5=2
U @ (o ). o)
TV (T =
ba =~z sinco(:z.ifl 51 + (n (—m 2)15 smz(:lilﬁ < B, B, B, > ’ (26)
P2 = (_1)n+1 Lsin arsin ;(1)8 f)é. sin B3
+ (n ijv2)I2 sin asin gl(a) sin 8,2 Bon-2 <a, Pro- s Pz, S) ’ (27)

Ul(a ﬁl)"';ﬁﬂZ?S’z) (rN71N (Bl+ 7/82)”"57172))’

A’U,Z (aaﬁla cee 7ﬁn727 i}) = (rNyiN ( 752 + = 7637 "7Bn72))7

Q . T
A’U,nf?) <aaﬁly"'7ﬁn27v> - (I'N,IN (57"'7 7611 3+ aBn 2))
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Q

. ™ ™ s
A’L),?’L*Z <aaﬁla"',ﬂn27v> - (rN71N (55"'7575”72 + E))a

and function I'y (o, 81, ..., Bn—2,2/v) can be represented in the form (15).
In right-hand side of the system (20)—(27) after common multiplier

ov  s(a)

(n—2)I5cosa’

the values Ay s (v, B1, ..., Bn—2,Q/v), s =1,...,n—2, are represented in linear form (and
always (n — 2) coefficients precisely). For instance, in Eq. (21) (with left-hand side 2,,_1),
the functions (28) are represented with all indices s from 1 to n — 2 (every index per one
time), i. e.,

1234 ... n—2. (29)

But furthermore, in Eqgs. (22)-(24), the set of functions (28) is formed in another way.
For instance, in equation with left-hand side 2,9, the set of functions (28) is formed with
corresponding indices (29). But in equation with left-hand side 2,3, it is already formed
with the following indices:

2234 ... n—2 (30)

i. e, the function A, 2 (a, B, ..., Bn—2,8/v) is already repeated twice.
What is the general distribution of indices? It can be represented by table 13.

Table 13: General Distribution of Indices in Set of Functions (28)

Left-hand Side of (20)—(27) || Distribution of Indices s in Set of Functions (28)
Zn—2 1 2 3 4 e n—2
g 9 P 3 4 n—2
Zn—4 3 3 3 4 e n—2
s 4 4 4 4 n—2
1 n—2|n—-2\n—-2\n—-21... n—2

4 Case Where the Moment of a Nonconservative
Force Is Independent of the Angular Velocity

Similarly to the choice of Chaplygin analytic functions, we take the dynamical functions
S, TaN, - .., Tpn in the following form (using (16)):

s(a) = Beosa, ry = R(a)iy, R(a) = Asina, A, B > 0. (31)
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Herewith, the functions I'y, (o, 81, . .., Bu—2,Q/v), Ay s (0, B1, ..., Pn—2,/v) , s =1,...,n—
2, in system (20)—(27), take the following form:

Q Q
r, (a, B, ..., Bn_a, v) = R(a) = Asina, A, <a,51, oy Bn_a, v) =0. (32)

Then, due to the nonintegrable constraint (13), outside and only outside the manifold (19),
system (20)—(27)) has the analytic form

o = —z,1 + bsina, (33)
, . 9 9 ,COSC
Z 1 =slnacosa — (27 4+ ...+ 25 _o)— 34
n—1 (1 n 2>SIDO(7 ( )
p cos o 9 9\ cosacos
2 o = Zp_9Zn_1— +(zf+ ...+ 25 _o)— - 35
n=2 = el G (=1 " 3)sma sin 31’ (35)

, cos cos o cos 31

Zp—3 = Zn—3%n—1_: — Zn—3%n—2" . -

sin o sin « sin 31
cosa 1 cosfh

—(2 4. 422 (36)

4 sina sin By sin By

/ cosa | < 541 cos fBs—1
= -1 n— )
2 zlsma{sﬂ ) e } (37)

®sin By ...sin Bs_1

cos o
Br = *sina’ -
) cos o
L 39
Py Fn Sinasin By’ !
Dy cos o 40
Bnz=(—1)"z sinasin By ...sin 6,4’ o
B o= (=1)""z — .

sinasin B ...sinB,_3’

introducing the dimensionless variables, parameters, and the differentiation as follows:

AB n>2),

2= oz, k=1,...,n—1, nd = ——"—
k = MOU2E 0 (n_2)12( (42)

b=ong, <->=mngv<>.

We see that the 2(n— 1)th-order system (33)—(41) (which can be considered as a system on
the tangent bundle T,S™ {2, _1,..., 21,0, B1, . .., Ba_2} of the (n — 1)-dimensional sphere
S"Ua, By,...,Bn_2}, see below) contains the independent (2n — 3)th-order system (33)—
(40) on its own (2n — 3)-dimensional manifold.

Theorem 1. The system (3), (6) under conditions (13), (11), (12), is reduced to dynamic
system (20)-(27) on the tangent bundle T,S" 'z, 1,...,21;0,81,...,Bn_2} of (n — 1)-
dimensional sphere S"~'{a, B1,...,Bn 2}

For the complete integration of 2(n — 1)th-order system (33)-(41), in general, we need
2n — 3 independent first integrals. However, after the change of variables

2 2 2
Wp—1 = Zn—1, Wp—2 =1/2]{ + ...+ 2, o, Wp_3 = ;7
1
w 23 w Zn—3 w Zn—2 (43)
n—4 — PRI 2 = ) 1= )
2 2
VA T+ 2 24 +22, 24 +22
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system (33)—(41) splits as follows:

o = —w,_1 +bsina, (44)
cos
w!_, =sinacosa — w? , 45
n—1 n—2 sin o ( )
, cos
w = Wp_oWp— , 46
n—2 n—2Wn 1Sina ( )
1 4+ w? cos B
w'/g:ds(wnfla--'7wl;a>ﬁla"'76n72) w, sSil’lB:’ (47)
ﬁ; :ds(wn—la"'7w1;a7/817"'a6n—2)7 s=1,...,n=3,
/8;1,_2 = dn—2(wn—1v cee, Wy Oévﬁla DRI Bn—?)a (48)
cos «
dy = ZTL—Q(wn—h cee 7w1).77
sin a
cos «
dy = —Zn—3(Wn—1, ..., W1) ——r,
sin «esin 5q (49)
cos
dn_o = (=D)"" Z1 (wp_1, ..., 0
n-2=(-1) 1(Wn-1, s 1>sinasin51...sinﬁn_3’
herewith, zp = Zp(wp—1,...,w1), k = 1,...,n — 2, are the functions due to the change

(43).

We see that for the complete integration of system (44)-(48) it suffices to specify two
independent first integrals of system (44)-(46), on one first integral of systems (47), and
an additional first integral that YattachesY Eq. (48) (i. e., n in all).

We have the following transcendental first integral:

w2 | +w? 5 — bw,_1sina+sin?a

O1(wp—1,Wp_9; ) = 0 ysima = (] = const. (50)

Then the additional first integral obtained has the following structural form:

Wp—-1 Wp—2

Oz (wp—1, Wp—9;0) = G (sin a, ) = (9 = const. (51)

sina’ sin a
For the complete integration, as was mentioned above, it suffices to find on one first integral
for (potentially separated) systems (47), and an additional first integral that YattachesY
Eq. (48).

Indeed, we have the desired first integrals as follows:

/ 2
@s+2(ws; Bs) = M =CY (52)

- = =const, s=1,....n—3
Slnﬁs s+2 9 9 9 9

On(wn—3,...,wi;a,B1,...,Bp2) = C; = const, (53)

herewith, we must substitute the left-hand sides of the first integrals (52) for s = n—4,n—3,
in the expressions of first integral (53) instead C),_o, Cj—1.

Theorem 2. The 2(n — 1)th-order system (44)-(48) possesses the sufficient quantity (n)
of independent first integrals (50), (51), (52), and (53).

Thus, in the case considered, the system of dynamical equations (3), (6) under condition
(31) has (n? —n +4)/2, n > 2, invariant relations: the nonintegrable analytic constraint
of the form (13), the cyclic first integrals of the form (11), (12), the first integral of the
form (50), the first integral (51), which is a transcendental function of the phase variables
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(in the sense of complex analysis) expressed through a finite combination of elementary

functions, and, finally, the transcendental first integrals of the form (52), (53).

Theorem 3. System (3), (6) under conditions (13), (31), (11), (12) possesses (n? —n +
4)/2, n > 2, invariant relations (complete set), n of which transcendental functions from
the point of view of complex analysis. Herewith, all relations are expressed through finite

combinations of elementary functions.
Consider the following (2n — 3)th-order system:

£+ b.Ecosé +sin cosé—
— [17'12 + 1j22 sin? gy + 1j32 sin? my sin® 1o + ... + 7'7,%_2 sin?7; ... sin? nn,g]

. . - 1+ cos?

M1+ barjr cos § + Enji ————= s

cos&siné

— [77'22 + 7]'32 sin? 2 + 77'42 sin? 72 sin? 3+ + 7'7,%_2 sin? n2... sin? nn,g] X

X sinmn cosn = 0,

. ) .. 1+ cos?
12 + birja cos & + Enp———F——— ¢
cosésiné
.. cosm
+ 21112 — n_
sinn

— [77'32 + 7j42 sin? ng + 1j52 sin g sin® g + ... + 7'73_2 sin?ns3 . .. sin? nn,g} X
X sinmng cosny = 0,

. ) .. 14 cos?
73 + barjzcos & + Eng—————— 3
cosésiné

.. cosm . oS
+ 21113 — + 21213 — "2
sin sin 7y

- [77'42 + 7j52 sin® ny + 1j62 sin py sin® s + ... + 92 _,sinny ... sin? nn_g] X
X sinnzcosnz = 0,

. . . 1+cos?¢
Tin—a + bstn—a 008 & + ENp—g—————
cos&siné
.. COS . . COS Ny —
+ 2117 —a— n +...+ 2%—5%—4#—
sin sin”,_5
— [7'73_3 + 7'],21_2 sin® nn,g] sin”n,_4 cosny_q4 =0,
. ) .. 1+ cos?
Mn—3 + b*nnfii cos§ + fnn737.£
cos€siné
. cos M . . COS T4
2t L 2ty
s 7)1 SM Np—4
— 1o sinn,—3cosn,_3 =0,
. i .. 1+ cos?
Tin—2 + bsTn—2 cos § + €nn_27.5
cos€siné
.. COS . . COS Ny —
+ 27717771—2 n +...+ 27711—37771—2# = 07 by > 07

sin 7 Sin N3

sin{

cosé

(54)

which describes a fixed n-dimensional pendulum in a flow of a running medium for which
the moment of forces is independent of the angular velocity, i.e., a mechanical system in
a nonconservative field (see [1, 2]). In general, the order of such a system is equal to
2(n — 1), but the phase variable 1,2 is a cyclic variable, which leads to the stratification
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of the phase space and reduces the order of the system.
The phase space of this system is the tangent bundle

TSnil{é’ 7717 s 777n—27 57 N, -y 7]71—2} (55)

of the (n — 1)-dimensional sphere S"~1{¢ n1,...,m,_2}. The equations that transform
system (54) into the system on the tangent bundle of the two-dimensional sphere 7, =
Mg = ... = Mp—2 = 0, and the equations of great circles 73 = 0, 175 =0, ..., )2 =0
define famlhes of integral manifolds.

It is easy to verify that system (54) is equivalent to the dynamical system with variable
dissipation with zero mean on the tangent bundle (55) of the (n — 1)-dimensional sphere.
Moreover, the following theorem holds.

Theorem 4. System (3), (6) under conditions (13), (31), (11), and (12), is equivalent to
the dynamical system (54).

Indeed, it suffices to set a =&, B1 =11, ..., Bna = Np_2, b = —b,.
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Abstract

A model of erosion wear of blades at threshold velocities of incidence of
abrasive particles is presented. In the model the Hertzs classical impact theory
is used for modeling the contact interaction of a particle with an elastic half-
space. The incubation time fracture criterion is applied for predicting surface
fracture.

1 Introduction

Foreign object damage (FOD) is a significant threat on aero engine components. Sources
of FOD can be sand particles of various size [1]. However, this particles are small and
their impacts will not lead to immediate failure, but may reduce the service life of the
component.

The impact speed of dust particles to the surface of the blade greatly affects the magnitude
of wear. Obviously, the greater speed of the particle and/or the greater particle size lead
to greater wear of the blade. However, the theoretical dependences of blade erosion on a
velocity of impact and a particle size are undetermined.

In this work we consider erosion damage of blades by combination of the Hertz problem
solution and the incubation time criterion [2|. The aim of the work is to construct a model
to predict the threshold erosive wear of blades at different speeds and sizes of abrasive
particles.

2 Problem Formulation

Assume that the aircraft is on the ground with running engines. Sand and dust particles
are sucked into the engine and falling to the turbine blades. Assume that the particles are
identical and have a spherical shape and fall perpendicularly to the blade surface.

The interaction of the particle and the blade can be modeled by solving the contact problem
of an impact of a spherical particle of radius R and initial velocity V with a half-space
(Hertz problem) [2, 3] . According to the second law of Newton, the equation of particle
displacement is as follow:

mi =F (1)
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where m is particle mass; F' is determined by the elastic response of the blade. Let us use
the Hertzian theory to find it:

4 /RE
F= kg3 |p= - Y7 2
kx°'* k ) (2)

where E and v are the Young modulus and the Poisson ratio of the blade.
Assume the initial conditions are the following:

z(0) = 0;&(0) = V. (3)

o(t,V,R) =

—/xosin — 4)

where x( is the maximum depth and ¢y is impact duration.
To assess the possibility of fracture in conditions of an erosion process we use the incubation
time criterion:

t
mtax/ o(s)ds < o.t (5)
LSt

-7

where o(t) is the current tearing stress; o. is the material static strength, and 7 is the
brittle fracture incubation time. The incubation time is considered as a physical constant
of the material describing the duration of preparation of the medium to fracture or a phase
transition, which can be determined experimental or theoretically.

The application of the criterion (5) allow to analyze the behavior of threshold (the minimal
external effects causing fracture) characteristics of fracture, such as threshold speed V* of
particle impact.

The determining criteria relation has the form of following equality:

f(V,R,T) = max /t or(V,R,s)ds — o.T (6)

t—T

where o, is the maximal (radial) tearing stress at the surface points adjoining the contact
area.
After simplification (6) takes the form

o 2 o D)~ 1 i = o Y

where A is dimensionless parameter, and it can be expressed through V and R:

)\_ti()_ 5m(1 — v?) 3 p
T 4 TE

G| O

R
v

atll=
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The incubation time of fracture for a material can be found by solving (7) for 7 if threshold
impact speed V* of the particle with the radius R is known. Thus, having determined 7,
we can predict the impact threshold speeds for particles of an arbitrary size.

3 Results

Figure 1 shows the dependence of the threshold speed of erosion fracture for martensitic
steel EI736 [4] on the diameter of erodent particles. This dependence has static and
dynamic branches. The static (horizontal) branch has a weak dependence of the threshold
speed on the particles diameter. The dynamic branch shows a rapid growth of the threshold
speed upon a decrease in the particle size.

R (mm)

Figure 1: Dependence of the threshold particle (turbine) speed on the particle radius.
The speed calculated for points in the centre of the 50 mm blade. The calculated
parameters are o, = 932 MPa, 7 = 10 us.

4 Conclusions

This work deals with the problem of erosion damage of engine blades when a blade surface
is impacted with abrasive sand particles at the right angle. The Hertzs classical impact
theory is used for modeling the contact interaction of a particle with an elastic half-space.
To determine the threshold velocity of the particles at which the blade surface does not
incur erosive fracture, the incubation time dynamic fracture criterion is applied. The
constructed model allows to predict the threshold erosive wear of blades at different speeds
and sizes of abrasive particles.

For the development of this work it is expected to consider the influence of different angles
of impact and temperature on the threshold velocity of erosion damage of aero engine
blades.
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Abstract

The paper explores the necessity of taking into account the effect of soft-
ening encountered in rubbers (Mullins effect) during physical and numerical
modeling of industrial rubber articles. For more precise computations, the
Ogden-Roxburgh model is modified by changing constants to functions found
from the analysis of experimental data. The modified model implemented in
commercial package ANSYS allows us to perform a comparative analysis of
changes in the stress-strain state of a car tyre with and without taking into
account the effect of softening in rubbers.

The effect of softening encountered in rubbers was first observed by Bouasse and Car-
riere (1903) for unfilled polymers [1]. Despite this fact, the influence of this effect on
the stress-strain state of real products is frequently ignored when modeling and designing
rubber articles. It is commonly recognized that incorporation of superfine filler particles
into rubbers leads to a remarkable improvement in the strength and fatigue properties of
the material. However, this also gives rise to an increased softening [2, 3|. In the present
paper, we discuss the necessity of taking into account the effect of softening encountered in
rubbers during physical and numerical modeling of industrial rubber articles and consider
a suitable way to modify the Ogden-Roxburgh model for use in numerical simulations
properties.

Experimental data concerning the mechanical properties of filled rubbers were obtained
from cyclic tension tests with increasing amplitude. FExperiments showed a significant
change in the mechanical properties of rubber already in the region of moderate elongations
(up to 1.5) (Fig. 1) [4].
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]

1.0 1.1 1.2 1.3 14 1.5
A
Figure 1: Experimental data obtained for rubber softening under uniaxial loading
conditions. The dashed curve indicates the first cycle of loading, and the solid curves
show unloading and subsequent loading of the softened material when the value of
maximum elongation does not exceed that of elongation achieved during the previous
deformation history of the material; F /Sy — reduced stress; A — elongation

In our investigation, we have used the Ogden-Roxburgh model describing rubber softening
[5]. The strain energy density is split into deviatoric and volumetric parts and can be
expressed as

U= nUdev + Uvol + ¢(77)’

where ¢(n) is the function used to assess the amount of lost energy; 7 is the damage
parameter. The function ¢(n) has the form:

825?) = (m+ AU, Jerf ™ (r(1 = m) = Ufe,»

The damage of the material n € (0, 1] (at n=1, the material is assumed to be undeformed)
is calculated by the formula [3]:

17 [Udev > Uggv]

n= )

1 Uwév_Udev
1—gerf ( MmO, > o Udew < U]

v
The parameters r, m, 3 can be determined using the experimental recession curves (Fig. 1):
r, B are dimensionless; m characterizes the values of strain energy and has the dimension-
ality of energy; r is related to the degree of softening; 3 specifies the slope of the softening
curve vs. the initial loading curve. When the strain energy reaches the value of the pa-
rameter m, the material begins to return to the initial loading curve. The case m = 0 is

where UT = maz(Ugey), erf(z) = -2 fe_“ﬂdw.
0
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unrealistic, because complete softening occurs in this case at indefinitely small deforma-
tions.

The influence of these parameters on the loading curve obtained for softened material was
studied in a series of numerical experiments with MATLAB. The analysis indicates that
the Ogden-Roxburgh model used in such commercial packages as ANSYS and ABAQUS
is not nearly adequate enough for describing specific features associated with a softening
effect encountered in rubbers. In particular, this model cannot be applied to describe the
anisotropy of the softening effect. What is more, in the case of high strain data scattering
a single set of parameters describes the Mullins effect with significant error. In order to
obtain softening curves needed for precise computations, the Ogden-Roxburgh model was
modified by changing parameters to special functions fitted to particular loading curves
for a wide range of deformations.

The method proposed todescribe the Mullis effect (including changes produced in the
Ogden-Roxburgh model) was implemented in the package ANSYS. The developed algo-
rithms made it possible to perform computational experiments devoted to virtual modeling
of the motion of a car tyre on a road with and without taking into account rubber soft-
ening. The experiments demonstrated that the degree of softening was different in these
two cases. Therefore, the stress-strain state of the tyre should be evaluated at each point
of its diameter with account for different degree of softening (Fig. 2). The mechanical
properties of the tyre were assumed on condition that the car tyre was manufactured from
the composite material.

Figure 2: Distribution of the left stretch tensor fields found with (a) and without (b)
taking into account the Mullins effect

Conclusions
Computational experiments show that the softening effect in real rubber materials has a

profound influence on the stress-strain state of a car tyre and therefore it should be taken
into account when developing the design of a car tyre.
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Abstract

During the hardening period, materials based on cement experience defor-
mation due to heat generation and moisture movement or internal consump-
tion of water by cement. All these processes influence the change of material
volume. As a result, these factors can lead to water tightness problems, dura-
bility problems and damage due to frost, which means that numerical simula-
tion of its properties is important problem. So, in order to predict and prevent
these problems, a numerical model should be developed in a proper way. For
example, accurate consideration of heat generation and heat loss should be in-
corporated to calculate the temperature distribution gradients. The first goal
of the research is to present numerical model of temperature calculation and
then using this data to estimate thermal dilation and autogenous shrinkage
during the contraction phase. As is well known, creep also influences on stress
state for hardening materials and is a relaxation factor during the cooling
period. Finally, the aim is to model a creep effect.

1 Introdiction

As is well known early age concrete behaviour may lead to crack initiation within struc-
tures. Scientists have explained it by happening of the high thermal stresses within massive
concrete elements. Such measure as using the cooling of the structure has resulted, in some
cases, in the surface cracks due to the internal restraints. All these processes happen due to
the volumetric deformation within casting concrete structure. and can result in deteriora-
tion and damage in structure or degradation of the serviceability. Meanwhile, the presence
of cracks and their propagation should be controlled in the details. Generally, to predict
and prevent deterioration mechanisms it is significant to model early age deformation in
casting concrete and understand the mechanism of deformation occurrence.

The total deformation in young concrete consists of stress-dependent and stress indepen-
dent deformations. Two driving forces such as thermal dilation and shrinkage are included
in the stress-independent deformation and creep effect makes a contribution in stress inde-
pendent deformation. These deformations depend on the temperature history. There are
two methods of determination of the temperature distribution in a structure. One of them
is to solve the heat transfer equation, another is applying the heat balance. The describing
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of these methods for young concrete could be find in references literature [1] — [3]. In this
paper the heat balance is used for finding of the temperature field.

The empirical equations for estimation of the concrete shrinkage have been developed
in many theses. E.Holt [4] has described the understanding of the mechanisms due to
shrinkage under no moisture movement from or to surroundings (autogenous shrinkage).
H.Hedlund [5] has shown the evaluation of shrinkage in three different ways. For example,
as a function of relative humidity, based on degree of reaction and combining these methods.
In the article, modelling of shrinkage was made by maturity function without moisture
transfer through a structure.

The investigation of creep could be carried out by different methods, such as Rate of flow
method (RF), Effective modulus method (EM) , Method of superposition, Rate of Creep
method (RC), Improved Dischinger method (ID), Trost-Bazant method (TB), Rheological
models (RM) and Double power law (DPL) model. In the paper, the calculations of creep
effect are made by DPL-model.

The main task here is to develop the model for accurate calculations of stress-dependent
and stress-independent deformations.

2 Model for temperature profile

As was mentioned in the introduction the distribution of the temperature is determined by
the heat balance between the heat development due to the hydration reactions and heat
loss with surroundings.

The factors affect the temperature distribution in the young concrete are:

1. thermal properties (heat of hydration, conductivity and heat capacity);
2. geometry and size of structure;

3. boundary conditions (air temperature, formwork, insulation, and etc);
4. initial conditions (fresh casting temperature).

Hydration process could be presented through the hydration degree which is determined
as the ratio of the hydration heat to the ultimate hydration heat.

where «(t) is the degree of hydration at time t, Q(t) is the heat of hydration at time t,
Q. (t) is the ultimate heat of hydration.
Heat of hydration is presented as exponential function in the form [6]

Q) = Qoo - o[~ (7))’

where Qo is the total value of the heat generation, 7 and « are the model parameters,
M(t) is the maturity function describing the effect of the temperature on the rate of the
heat reactions.

Maturity function based on Arrhenius equation is written as [7]

E(T) 1 1

M(t) = fye " (rom5) 4y
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where E(T) is the activation energy and equal to
A+ B - (T —20) for T > 20°C or A for T' < 20°C,

Tey is the reference temperature, T(7) is the function of the temperature, R is the universal
gas constant.

In this paper, it is proposed that the heat loss from structure to surroundings takes place
due to convection. Newton’s law defines the heat transmission to surroundings as

gq=he- (Ts —Ta)

where q is the convective heat flux per unit area A, h. is the convective coefficient, Tg
and T4 are the surface temperature against environmental temperature. Regarding the
different temporary covers the equivalent convective coefficient h/, is found as [8]

;1 n L;
he =35+ D i T A

where L; is the thickness of i-curing cover and k; is the conduction coefficient of i-material.
Regarding the initial conditions, next conditions are used

T(‘:Ca Y, tO) = TO

Finding the temperature profile with regarding the affects described early are made by the
next equation

T = 77z'nit + f deev - f dTloss

where T;,;; is the casting temperature, f dT e, expresses the increase of the temperature
due to the chemical reactions, f dT},ss expresses the decrease of the temperature due to
the heat loss.

3 Model for stress-independent deformation

In the hardening concrete, there are two driving forces involves the time-dependent defor-
mation that influence the crack initiation. If we consider isothermal conditions (T=const),
autogenous shrinkage effects alone, under normal conditions, where temperature changes
occasionally, thermal dilation and autogenous shrinkage operate to produce stresses [3]

Etot = ET + Eas;

where g;— total deformation, e — thermal deformation and e,5— autogenous shrinkage.
Larson’s method can be used to describe the thermal deformation in the details. This
method applies only for contraction phase and does not consider the warm period. Tensile
stress occurs from Ysecond zero stress time oY and after Ysecond zero stress temperature
Y .

Time t9 is more than time ¢; when structure starts cooling (see Fig. 1) and could be ex-
pressed as [9]

Ty — Ty =ky - (T} — T)
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Figure 1: Temperature distribution in hardening period. Tensile stress occurs after
time tQ .

where Ty is the temperature corresponding to time tg, T is the maximum temperature on
the surface of the structure and k2 = 1.41 — 1.36 - (w/b).

ko - factor as we could notice depends on the cement type and has been developed in
Sweden. After calculation T, at a given point of time t3 (t3 > t2), thermal dilation is
found as 3]

er = ar - (I3 — T3)

where a7 is the thermal expansion coefficient.

The thermal expansion coefficient a depends on the type of aggregate and as a literature
indicates is in range of (5.6 — 13)- 1076 1/°C, but if a7 is unknown, in this case, standard
value 10 - 1079 1/°C is used for calculations.

In the hydration process, in spite of the thermal deformation the changes in volume may
exist due to shrinkage which occurs because of the moisture transfer through a structure
or internal consumption of water by cement. Process of a concrete volume change when
moisture flow is negligible is called autogenous shrinkage. It is only a result of internal
chemical and structural reaction of the concrete composition.

The evaluation of the autogenous shrinkage is determined, in this paper, as a time function
based on the hydration rate. The autogenous shrinkage starts to develop is in the interval
from 9 to 24 hours. As a rule, starting time for autogenous shrinkage development is
usually chosen to be 24 maturity hours after casting. The autogenous shrinkage 4, () as
a function of time may be written as [5]

Esh(t) = Esu - 550(75) : ﬂST(T)

where €4, is the final value (ultimate) of autogenous shrinkage,
Bso(t) is the relative time of autogenous shrinkage development,
t is the age of concrete.
Distribution of the autogenous shrinkage as a function of time is expressed [5]
7

Buo(t) = e (=)™
where tgq,¢ is the starting time of autogenous shrinkage development (arbitrary time, but
not before tg),
ts0,Nsn are the empirical constants. For different concrete composition, these values could
be taken from paper [5].
The temperature effects on the autogenous shrinkage may be defined by [5]
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Bsr(T) = ao+ay - (1 — exp(—(T/T1)")) + az - (1 — exp(—(T/T2)*?))
The total deformation from time ¢2 to 3 is figure out in the next form [3|

e(ta, t3) = er + &(t2, t3)

4 Model for stress-dependent deformation

When concrete is subjected to constant loads, further deformations will develop after the
instantaneous deformation. This phenomenon, of the viscoelastic behaviour, is well known
as a creep. Fig.2 shows that the creep is partly reversible deformation. Reversible defor-
mation is relatively small, but it is significant to consider the viscoelastic behaviour of the
immature concrete in order for accurate calculations.

50

40

30 4

20 o

Creep strain (10°7)

2 3 4 3 6 7
Time (day)

Figure 2: Compressive creep and creep recovery of a HPC specimen.

In this investigation, Double power law (DPL) is used and the basic creep of concrete is
determined by the creep function as [3|

T(t,1) = D and g(1,7) = ot (1~ 1)

where t. is the maturity function (or equivalent time), ¢, is the maturity time at loading.
t is the actual time, t’ is the actual time when the stress increment is applied, and ¢g, d
and p are the DPL model parameters.

Deformation reflects the creep could be written in the next way

e= [iJ(tt) - do(t)

5 Simulation results

In this research the infinite wall is considered. It means that only the wall thickness is
considered in calculations. Calculations are made for 28 days. Input data are used for
concrete B65. The wall thickness is equal to 4m, the insulation thickness is equal to
0.012m (see fig.3). Thermal conductivity of wood and for hardening concrete are equal to
0.67 kJ/(m-h-°C) against 5.9 kJ/(m-h-°C). The heat capacity is equal to 0.84 kJ/(kg-°C).
The analyzed concrete wall consists of cement density - 450 kg/m3, water density -
160 kg/m? and the total density of the concrete mix is equal to 2610 kg/m?>. It is supposed
that in 28 days after casting the wooden insulation is removed . In accordance with the
hydration model next parameters are used: a = 2.45,7 = 10.99 h and Q~ = 314 kJ /kg
cem. For calculations of the activation energy A=33.5 kJ/mol and B=1.47 kJ/mol-°C.
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Figure 3: The scheme of the concrete wall.

The total strain involves in the stress independent deformation is calculated by using the
next coeflicients:t;0=120 h, tgqr¢=24h, 15,=0.3, ag=0.4, a;=0.6, aa=0.1, b1=2.9, b2=7,
T1=9°C, T2=55°C. Calculations of the creep effect based on the next parameters:¢q=0.33,
d=0.27, p=0.56.

The modelling of the temperature and deformations are carried out under different envi-
ronmental temperatures T and Ts (see.Fig. 3) where T1=12°C and T5=16°C. The initial
temperature of the concrete wall is equal to 15°C.

Figure 4: Surface of the temperature distribution through a wall .

Fig. 4 represents the changes in temperature in a wall over the time. Various temperatures
in massive concrete occur because hydration, i.e. exotic reactions generated huge amount
of heat. The core of the massive concrete elements become hot due to concrete has low
thermal conductivity and then it cools down due to dominate of heat loss under heat of
hydration. In 28 days the the temperature profile is a linear function.

Graph 5 shows the autogenous shrinkage against thermal deformation. The total strain,
in accordance with the equation - e(to,t3) = (T3 — 1) - ap + €(ta, t3) is a little bit more
than the thermal strain.

According to DPL-model creep function is calculated and shown on the Fig. 6

Proposed model for the calculations of the thermal strain and viscous deformation as a
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creep in the concrete wall allows to make thermal-stress analysis for concrete wall more
accurately.
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Abstract

The Russian space program lunar exploration involves automatic soft land-
ing on the moon surface of the spacecraft (SC) "Luna-Glob". On-board control
system of motion SC is created to implement this task. Integrated on-board
computer system is processed measurements of two sets of inertial units, ve-
locity and range Doppler devices. The output parameters of computer system
are using for control of SC jet engines: correction and brake, two engines soft
landing, four engines correction and stabilization and eight engines stabiliza-
tion. The HILM system of flight control enabled to begin debug stage of the
automatic landing software prior to the creation and assembly of complete sets
of equipment SC "Luna-Glob".

Introduction

According to Russian Lunar space program sl ELuna-GlobsI Ne spacecraft should perform
automatic soft landing on Moon surface. Onboard propulsion control software (OMCS)
is developed for this purpose. Onboard propulsion control software should function as a
part of integrated onboard computer (BIVK) in real-time mode. BIVK performs trajectory
measurementssl € processing and then generates commands for engine control system. De-
velopment and debugging of complex algorithms for onboard devicessI € control is needed
to perform onboard software verification. Usually this problem is handled after spacecraft
had been constructed and tested. This research suggests parallel software verification and
onboard hardware development.

1 Structure of propulsion control system

Propulsion control system is on of onboard control complexsI'€s (OCC) subsystems.
Where:

1 - Electronic unit of drive control,

2 - Pyrotechnics explosion and automatics unit,

3 - Onboard Radio Complex.,

4 - Control Assembly,
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Figure 1: Luna-Glob spacecraft onboard systemssl € scheme

5 - Antenna attitude control unit (operates after landing),
6 - Correcting and braking engine thrust control unit,

7 - Jet engines,

8 - Controller,

9 - Relay command matrix,

10 - Remote terminal,

11 - Thermal regimes maintenance facilities,

12 - The TV shooting,

13 - Power supply system,

Spacecraft propulsion control system includes:

- Integrated onboard computer (incorporating two subsets) includes,

- Measuring equipment:

+ Two subsets of solar sensors;

+ Two subsets of unit positioning BOKZ stars;

+ Two subsets of strapdown inertial unit BIB;

+ Doppler velocity and distance meter DISD;

- BIVK software performing measuring toolsI €s information filtering and processing, cal-
culation of spacecraftsI €s orientation in inertial space and various reference frames, cal-
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culation of algorithm controlling parameters, elaboration of controlling criterions or com-
mands;

- Executing tools:

+ 1 correction and engine brake (KTD);

+ 8 stabilizing engines;

+ 4 correcting and stabilizing engines ;

+ 2 soft landing engines;

- Surface contact detectors mounted on 4 landing legs.

Information from measuring tools goes to 10C via MIL-STP-1553 multiplex data bus
system where I0C is bus controller and all measuring tools are remote terminals. All
controlling criterions and commands made in IOC go via MIL-STP to Control Assembly
which forms real-time commands for electric automatic units performing direct control of
drive and electric pneumatic valves of engine unit. Spacecraft onboard systemssI'€ block
scheme is depicted in Fig 1.

To provide propulsion control systemsI €s functioning onboard computer has to work
within 50 Oés time cycle. In one cycle onboard computer must receive information from
measuring tools, perform its filtering and processing, complete calculations for controlling
algorithms, form controlling criterions and commands and send it to Control Assembly [1].

2 Bl ELandingsI Ne propulsion control mode

sl ELandingsl' Ne session moves spacecraft from Lunar orbit to its surface. The session
includes preparatory operations and some specific parts of propulsion control. That is why
landing session includes three sequential stages: 3-axis stabilization, main braking mode
and precise braking mode. Landing scheme is depicted on Fig. 2.

Expected landing sites are located in the Southern lunar hemisphere in BoguslavskysI €s
crater. Several conditions should be met at the moment when landing legs touch lunar
surface:

- Vertical speed must be in the range of 1 ... 3 m/s,

- Horizontal velocity should not exceed 1 m/s,

- Angle between spacecraft OX axis and gravitational normal vector should not overcome
7Be,

- The direction of the spacecraft center to the earth should be located near the plane of
the spacecraft XY plane.

Propulsion control in this session is performed with the help of onboard computer BIVK
(two subsets), two astronavigation instruments BOKZ (on preparation stage), two subsets
of strapdown attitude reference system (BIB) and Doppler velocity and distance meter
during the terminal part. Spacecraft orientation at every part of landing session is defined
by controlling algorithms with the help of information obtained from measuring tools [2].

3 Experimental testing of software and hardware
models

Planning, organization and realization of every test at every stage of spacecraft 8T ELuna-

GlobsI' Ne unitssl € experimental testing should take in account peculiarity of every single
test in order to obtain maximum volume of information to comply with requirements
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Figure 2: Landiing scheme

specification. A hardware and software modelling stand has been built at Keldysh Institute
of Applied Mathematics in order to meet this objective.
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Figure 3: Testing stand structure

Stand structure depicted in fig. 3 includes hardware model of general MIL-STP-1553
data bus, general Ethernet bus and two technological RS232 channels. All engineering
and simulation models are plugged to MIL-STP-1553 bus. Usage of spacecraft unitsel €
engineering models is limited due to limitations of their usage on Earth surface instead of
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LR [

Figure 4: Engineering models of BOKZ astronavigation instrument and strapdown
attitude reference system (BIB).

open space. That is why some unitssl € engineering models are substituted by software
simulation models.

Every software simulation model is a single PC with software simulating results that should
be produced by unitsI €s engineering model. Information traffic between engineering mod-
els and software simulation models goes via MIL-STP-1553 data bus in real-time mode.
General Ethernet bus and RS232 channels are used to load onboard software and for in-
formation transfer in order to synchronize calculation processes.

Stand depicted in fig. 5 is controlled by a separate PC working as a server. Modelling
results visualization is performed on the other PC 8I'Y it creates 3D graphics depicting
landing process in real-time mode (see fig. 6).

Measuring tools mounting and orientation errors as well as functioning errors within re-
quirements specifications for each tool have been variated during modelling process [3].

Conclusion

Hardware and software modelling allowed to perform propulsion control system software
debugging before building whole Luna-Glob spacecraft which significantly shortens onboard
software testing period. Hardware and software modelling stand developed in Keldysh
Institute of Applied Mathematics has been used for assembled onboard software debugging
in real-time mode with concurrent usage of spacecraft unitsel € engineering models and
their software simulation models.
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Figure 6: 3D visualization of Lunar landing session modelled by hardware and
software modelling stand.

Method for extracting an equivalent Winkler
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of large-diameter offshore monopile foundations
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Abstract
The motivation for this work stems from the offshore wind industry, where
designers are faced with a discrepancy between the available design methods
and the typical dimensions of the offshore wind foundations that call for other
design approaches. Throughout the years, much valuable work has been per-
formed in the prediction of long, slender, flexible piles which are most often
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applied in the field. For the large-diameter rigidly behaving ‘caisson’ founda-
tions, less methods are available. These two types of piles (flexible and rigid)
interact in a fundamentally different way with the soil. The fact that the ob-
served fundamental frequencies of installed offshore wind structures are higher
than designed for, is believed to confirm the underestimation of stiffness asso-
ciated with the often used ‘p-y’ design method.

For the damping related part, being it a more complex mechanism, there
is even more uncertainty. As a result, conservative low damping ratios are as-
sumed during design. Though it is less straightforward to measure the damp-
ing ratios of installed turbines, the published values range from a factor of 1
to 4 with respect to the value used in design. Like for stiffness, empirical re-
lations were derived to estimate damping in the 1970s and 80s based on more
advanced 2D and 3D models in combination with field tests and the previously
mentioned p-y curves. Again, these relations are restricted to flexible piles,
where the pile tip is assumed to be fixed.

To capture the interaction for the currently applied pile dimensions, it is neces-
sary to simulate the 3D interaction between the pile and the soil, and perform
full scale tests. The latter are not yet available, but results of a few campaigns
are expected in the near future. Advanced 3D numerical models are avail-
able, and for the purpose of physical insight and for engineering applications,
it is useful to extract a 1D equivalent model that can mimic the 3D simulation.

In this work, a linear elastic dynamic 3D FE model of a pile-soil system is
used to extract the static and the frequency dependent displacements. The
FE domain is surrounded with perfectly matched layers (PMLs) that absorb
the propagating waves at the boundaries for the relevant frequencies of ex-
citation. The soil properties of a design location are used, which have been
identified using seismic measurements. A method for the derivation of a 1D
equivalent dynamic stiffness (i.e., a Winkler model with distributed springs
and dashpots) is derived thereafter. The results obtained with the 1D model
for the static response and for a dynamic case are compared to the response
of the 3D FE analysis.

1 Introduction

The fundamentally different behaviour between long, slender piles and those with a small
ratio of embedded length L over diameter D is widely recognized. Many parametric stud-
ies have indicated that this L/D ratio, together with the ratio of the pile stiffness over
the soil stiffness is what determines the characteristic response. Pile flexibility factors [1]
and characteristic lengths [2] can be calculated to predict the typical response (whether
rigid or flexible behaviour is to be expected). In general, piles with a small L/D ratio
(L/D < 7 for most soil-steel stiffness combinations) bend in a rigid way, interacting on
a more global scale with the soil, whereas the displacement and moment distribution of
flexible piles can be attributed to local soil reactions. The motivation for the here pre-
sented work stems from the offshore wind industry, where rigid behaving foundations (with
4 < L/D < 7) are designed based on design methods that were developed for flexible long
piles with L/D =~ 30. In general it holds that many more thoroughly tested methods
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have been developed for flexible piles (the most often applied type of pile) than for rigid
behaving piles. Not much full-scale testing has so far been performed on rigid behaving
piles; however, current numerical (Finite Element Methods (FEM)) competences are more
and more capable of capturing the complex 3D nature that characterizes the global soil
reaction [8]. This is not only the case for the static reaction; due to successful mitigation of
reflections at the boundaries, also dynamic analyses can be performed with higher levels of
confidence. Also complicated poro-elastic mechanisms (contributing to both the stiffness
and damping characteristics of the soil-structure interaction (SSI)) have been modeled in
3D numerical models [3]. However, as previously mentioned the full-scale testing database
needs to become available to fully validate the developed models.

The 3D models are well fit to capture a more realistic response for a certain load case.
Nevertheless, their high computational cost makes them incompatible with engineering
design. For instance, in the offshore wind industry up to 10.000 simulations of 10min-time
responses are run for a single design location and iteration. Despite efficient upcoming nu-
merical substructering techniques [4], it is for many designers not yet feasible to incorporate
full 3D numerical models in these kind of design simulations. This is one of the reasons
that a more simple and fast equivalent ‘engineering’ model is desired. The second reason
would be the fact that due to the simplification, often more physical insight is gained in
capturing the complex 3D nature in a 1D model. In this work, we choose to match the
response with a 1D model (and not for instance, a lumped parameter model with discrete
springs at the mudline) as this allows to assess the stress distribution in the embedded
pile, which is also often assessed in design. Besides these advantages, the coupling terms
between the translation and rotation are automatically incorporated.

Before we can build a 3D model, we need to find the continuum (soil) input parameters.
This is shortly discussed in Section 2, where we advocate the use of seismic measurements
(besides the usual geotechnical in-situ testing) to capture the dynamic properties of the
soil. Section 3 gives a brief description of the linear elastic 3D model that incorporates
material and radiation damping, and efficiently deals with the reflective boundary problem.
Then, being the emphasis of this contribution, the translation method of both the static
and the complex (dynamic) 3D modeled response into an equivalent 1D model is given in
Section 4. Then, Section 5 closes the paper with a discussion on the presented results.

2 Soil characterization

In this paper we focus on the linear reaction regime of the soil, as it is this regime that
defines the modal response of the support structure. To extract the linear elastic properties
of a certain site, we suggest to perform in-situ seismic measurements along with the usual
geotechnical testing procedures (i.e. Cone Penetration Tests (CPT) and laboratory test on
borehole samples). The latter are useful for (local) strength parameters, stratification and
density estimation, whereas the seismic measurements capture the true dynamic, small-
strain characteristics of the soil.

We emphasize the advantage of in-situ seismic measurements because of two reasons:
firstly, the in-situ characteristics are always disturbed when retrieving soil samples. Sec-
ondly, depending on the frequency of interest, it might be challenging to test soil samples
in a laboratory without including sample-boundary effects. It is favorable to be able to
capture at least one wave length within a sample, but for the low frequencies (< 1 Hz),
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shear-wave lengths are typically in the order of several hundreds of meters (A = %, with

A the shear wave length, V5 the shear wave velocity and f the frequency of interest).

Multiple seismic measurement set-ups exist, among which are Multi-Channel Analyses
of Surface Waves (MASW), P&S logging, cross/down/up-hole measurements and the Seis-
mic Cone Penetration Test (SCPT). All these tests have their own inversion techniques.
In [5] an inversion method for SCPT data is given.

For this paper, we use a soil profile which was identified using SCPT data (to be pub-
lished in the near-future). The elastic parameters of this profile are given in Figure 1.
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Figure 1: Profiles of the elastic parameters used in the 3D model; density p (left
panel), Young’s modulus £ (middle panel) and Poisson’s ratio v (right panel).

With these elastic continuum parameters (Young’s modulus E, density p and Poisson’s
ratio ) at hand, we are ready to construct a 3D elastic model.

3 3D model

For the large diameter rigidly behaving foundations, we need to incorporate 3D effects; the
interaction between soil and the large foundation mobilizes more global reactions of the
soil instead of local (as is the case for slender piles). This more rigorous model consists of
a 2D axisymmetric domain, in which both the soil as the pile are modeled with solid finite
elements [6]. To avoid reflections at the edges of the domain, Perfectly Matched Layers
(PMLs) (as defined in [7]) are added to the outer boundary of the domain. For very low
frequencies, the PMLs are replaced by elastic layers whose dimensions are large enough so
that the fictitious boundaries do not influence the results. In order to keep the calculation
times small, the size of the elements composing these buffer layers are made successively
larger as the distance to the pile increases. The loading scenario of interest is a horizontal
load F' at the free end of the pile and a bending moment m at the same end. In the more
realistic scenario, these loads can be expressed in terms of radial Fg, tangential Fr and
vertical Fy forces as

2T
F = R/(FR (0) cos@ — Fr (6)sin@) db, (1)
0
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27
m = R /FV (0) cos b do, (2)
0

where 6 is the angle with respect to the horizontal direction of the load F', and R is the
radius of the pile. Assuming that the horizontal force F' is equally distributed along the
perimeter of the pile, then the radial and tangential forces are of the form

F

Fr(0) = ﬁ cos 0, (3)
Fy .

Fr(0) = ﬁ sin 6. (4)

Likewise, the force Fy can be described with the cosine of 6 as

m
Fy () = —pa €08 6. (5)

The Fourier expansion of Fr, Fr and Fy leaves us only with terms of first order, and
therefore the axisymmetric problem needs to be solved only for the first Fourier term, as
explained in reference [6]. Solving this axisymmetric problem is computationally more
efficient than solving a complete 3D problem (much smaller linear systems) and produces
as accurate results (if not better), provided that the true force distributions along the free
end of the pile are as assumed.

For this example, the material damping for both pressure as shear waves was set equal
to a ratio of 1%. The soil profile as given in Figure 1 was used. The embedded pile length
was set on 32m and its diameter and wall-thickness on 5m and 6cm respectively, giving
an L/D ratio of 6.4, which can be considered a rather rigid pile in typical soil conditions.
Of course, also typical steel properties were given to the pile; a density of 7850kg/m3,
a Young’s modulus of 2.1 x 10''N/m? and a Poisson’s ratio of 0.3. The vertical model
boundary (horizontal plane) was set at 50m depth. Figures 2 and 3 give a qualitative
impression of the 3D pile deflection, and soil-stress response respectively.

L L L L L L L L L L
2 0 2 0 10 20 30 40 50 60 70 80 90 100

Figure 2: 3D pile deflection due to lat- Figure 3: A qualitative impression of soil-
eral force stresses in the 3D model
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4 An equivalent 1D model

In this paper, the method for finding an equivalent beam on Winkler foundation is demon-
strated for the case that only a unit horizontal force of 1N is applied at the top of the
pile with a frequency of 0.2 Hz. As the level of the top of the pile in the 3D model is
lem above mudline, a small bending moment is also applied at mudline. We will only
use the averaged 3D horizontal displacement (the centerline of the pile, which is found by
averaging the nodes of the cross-sections). This displacement and its derivatives are used
within the Euler-Bernoulli formulations for a beam. Though the resistance mechanisms of
the soil are quite complex in reality, we will, like often done in engineering models, limit
ourselves to only considering distributed lateral springs. To ensure an equilibrium of forces
at the boundaries, we do allow discrete lateral and rotational springs at these locations.

First, a static reaction is calculated in the 3D model, in order to find the static soil stiffness
ks(z). Afterwards, a forcing at a frequency of 0.2 Hz is applied. It is then attempted to
match both the real as the imaginary part of the resulting 3D deflection in the 1D model
by finding an equivalent dashpot distribution ¢(z), assuming that the stiffness in this case
can still be adequately described by the previously found static stiffness ks(z). Again, we
only consider lateral dashpots, including complex discrete lateral and rotational springs at
the boundaries. A schematic view of the 1D model is given in figure 4.
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Figure 4: Schematic view of the equivalent 1D model

The material damping in the 3D model was set to a ratio of 1%, by making the Young’s
modulus of the soil complex. It was implemented as a hysteretic (frequency independent)
damping, so also the damping term in the equation of motion (EOM) that will be considered
for the beam will be of the hysteretic type. The EOM, considered in the frequency domain,
thus reads

0*u(z)

EI
0z4

+ (ky(2) +ic(z) - w?pA)u(z) = 0, (6)
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in which wu(z) is the complex amplitude of the displacement in the frequency domain, c(z)
the depth dependent hysteretic dashpot value, i the imaginary number (y/—1), w the an-
gular frequency of the applied load, E the Young’s modulus of the steel of the pile, p the
material density of the steel of the pile and A and I respectively the area and the second
moment of area of the cross section of the pile.

The following boundary conditions (BCs) apply:

3

El% _ = F_Kt*opu<o)a (7)

o _ x 0
EI5: = + Kri,, 55 oy (8)

3
EIT4 = Kiu(D), (9)
o _ *x 0

EI153 = —Kr, 5, L (10)

in which the 7 in K, etc. indicates that these discrete lateral and rotational springs
are complex-valued dynamic stiffnesses. The magnitude of these springs can be calculated
directly using the values of the 3D complex u(z) and its derivatives at these locations. This
ensures that the force and moment equilibria at the boundaries are satisfied according to
the Euler-Bernoulli beam theory. The magnitude of the distributed springs and dashpots
cannot be directly computed due to the fact that w(z) often (for many soil-pile-forcing
combinations) has a zero-crossing at a certain depth, which will result in singular values
and negative stiffness. We thus try to find an equivalent k5(z) and ¢(z) by taking integrals of
the EOM over certain parts of the pile. As mentioned previously, first the static distributed
stiffness is found by considering the static displacement of the 3D model. Afterwards, it
is assumed that this ks(z) still applies for the dynamic reaction of the soil. Here, we will
describe the method for finding ¢(z), but ks(z) is found in the same way, (the inertia and
damping terms are set equal to zero, and the spring constants of the discrete springs in the
BCs are real). Note that for the dynamic case only k4(z) is used from the static calculation;
the discrete springs are recalculated based on the complex deflections (equations 7 to 10).
Then, in looking for the magnitude of ¢(z), we assume a ‘free’ polynomial form:

c(z) =po+p1z+ p2Z2 + pgz3 + p4z4. (11)

This expression has 5 unknowns, so we preferably need 5 equations to find these constants.
As indicated, we use integrals of the EOM; 2 global integrals (from pile top (z=0) to pile
tip (z = L)), and 3 local integrals with variable, yet unknown integration bounds. When
taking the integral of the EOM (equation 6) over the full length of the pile (from 0 to L)
and substituting the BC’s where possible, we obtain

3
+ Ela—g
L 0z

- /0 Cf(2)u()ds + pAu? /O ' u(z)dz} /i

/0 ! c(2)u(z)dz = { - Elg?;

_ { — Kju(L) + F — Kyu(0) — /0 Ck(2u(2)dz 1 pAu? /0 ’ u(z)dz}/i,
(12)

However, when computing c¢(z) in this way, it will become complex due to the fact that
u(z) and its derivatives are complex. To avoid this, only the real parts of the left hand
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and right hand sides of the above equation are considered;

L
Re(/ c(z)u(z)dz) =
’ (13)

Re({ — Kju(L) + F — K, u(0) — /0 ' ko(2)u(2)dz + pAw? /0 ' u(z)dz} /i).

This is the case for all the integrals we take, so the ‘Re’ indication will be omitted here
after. The second integral is equal to the first, but multiplied with z. By doing so, we
consider a moment equilibrium instead of a force equilibrium as in equations 6 and 12.
Integrating by parts and substituting the BC’s where possible, we get

/OL ze(z)u(z)dz =

83u 0 82u 0 L 5 L
~2Blo| + Bl 5| — [ zk A -
{ o 623L+ azz]L /oZk (2)u(z)dz + p w/o ZU(Z)dZ}/l

—m—Kr} Ou

N . Ou
{ — LK}, u(L) — Kr i vy,

tip tip &

_ /0 ’ zks(2)u(2)dz + pAw? /0 " zu(z)dZ}/i,
(14)

0

Now, for the other 3 equations, the same integrals are taken, but with variable integration
bounds, focusing on a local part of the pile. The third integral is similar to equation 12
with bounds that are ‘swept’ with a stepsize AL focusing on the top of the pile. Hence,
the lower integration bound z](clt) (‘f for “force’, ‘t’ for top and (17 for lower integration
bound) will start at the top of the pile (z = 0) and the upper will sweep until just above
the tip. So,

A =0 . AL .. (L -2AL),

fit
A =2 4 AL AL L AL

(15)

Similarly, a local integral of the moment (like equation 14) is computed for the top of the
pile, and the 5th integral is also an integral of the moment, but than including the tip of
the pile, and not the top. With the 2 global and these 3 local integrals, we have 5 integrals
that give a linear set of equations in pg..ps (equation 11) and a resulting c¢(z) for every
combination of the integration bounds. All combinations of the 6 integration bounds are
evaluated. Every found ¢(z) is verified to be positive definite, and if so, the corresponding
complex deflection and rotation are calculated according to equations 6 to 10, including
the previously found complex discrete springs and ks(z). For the found deflection and
rotations of the 1D model, the quality of the fit is assessed by considering the cost of the
fit as

- eI
Zﬁzé lusp,i — uip,i > im0 |U§D7i - u/1D7i|
=L =L
23 =0 lusp,il 2> =0 lusp

This cost is calculated for both the imaginary as the real parts of the deflection and rota-
tion separately.

Costyty = Costy, + Costyy = (16)

When following this procedure for finding the static stiffness, kq(z), we get the ‘best’
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stiffness profile as given by Figure 6. The stiffness profiles given in Figure 6 results in a
fit of the displacement u and the rotation (the first derivative of the displacement with
respect to z) u’ as given in Figure 5. This solution was found by sweeping the integration
bounds with a stepsize of AL = 1.92m.
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Figure 5: Static deflection u (left panel) and rotation ' (right panel): comparison
of the 3D and the equivalent 1D model.

Continuing the above described procedure for the dynamic deflection, resulting from ex-
citing the 3D pile with a unit lateral force (1IN, no moment) at a frequency of 0.2 Hz,
the ¢(z) that gives the best solution when sweeping the integral bounds with a stepsize of
AL = 2.13m, is given in Figure 6. This Figure also includes ks(z) to be able to compare.
Please note that the values of ks(z) are an order 100 larger than c(z), and that the unit is
different.
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Figure 6: Resulting ks(z) from the static comparison of the models, and the ‘best’
c(z) for the case of a dynamic excitation of 0.2 Hz.
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The corresponding fit between the imaginary parts of the 3D and 1D complex deflection is
given in Figure 7, and the fit of the real parts of the complex rotations are given in Figure

8.
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Figure 7: Comparison of the imaginary parts of the deflection (left panel) and
rotation (right panel) of the 3D and the equivalent 1D model.
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5 Discussion & Conclusions

From the presented Figures (5 to 8) we see that a reasonable correspondence is found be-
tween the static deflection and rotation of the 1D and 3D model in case a unit horizontal
force is applied at the top of the pile. The cost of the fit of the static displacement over
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the full length of the pile is 0.017, which can be multiplied by 2 to yield the percentage
difference (see equation 16); 3.4%. The static rotations show a 6.8% difference. Similar
matching efforts performed by Varun et al. [8], yielded a difference in static displacement
at the top of the pile of 14.0%, and a difference in rotation at the same location of 8.7%.
If we also only consider the top of the pile, the match in static deflection at this location
is within 1% and the rotation is fitted within 3.4% accuracy.

When the pile is harmonically excited at 0.2 Hz with the same unit horizontal force ampli-
tude, the real part of the complex response matches that of the 3D model with an overall
10.3% difference (10.4% for the displacement and 10.2% for the rotation over the full length
of the pile). However, the fit of the imaginary parts of both the deflection and the rotation
leave enough room for improvement; 30.2% and 36.4% difference in overall displacement
and rotations respectively.

The cause of the discrepancy between the imaginary parts of the complex response will
be investigated. One of the reasons could be that we assume that the static soil stiff-
ness ks(z) (found in the first step where the static models are matched) also applies for
the dynamic case. Possibly, this stiffness needs to be updated for the dynamic loading case.

Another aspect of the presented results that raises questions, is the fact that in order for
the edges of the 3D pile to match the classic Euler-Bernoulli conditions at the boundaries,
negative rotational springs are needed to meet the balance of bending moment (equations
8 and 10). This contradicts our rule of not allowing negative stiffness in the 1D model.
The fact that the soil reaction indeed causes a bending moment at the tip of the pile (and
also distributed over its length) might not be too surprising. However, the need of the
discrete ‘balancing’ springs at the top of the pile where the load is applied, indicates that
discrepancies exist between the 3D pile mechanisms, and the Euler-Bernoulli theory.
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moving plates
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Abstract

We consider a flexible plate moving across a domain, bounded by two par-
allel lines. Velocities of the plate, with which it is entering the domain and
leaving it, are kinematically prescribed and may vary in space and time. The
deformation of the plate is quasistatically analyzed using the geometrically
nonlinear model of a Kirchhoff shell with a mixed Eulerian-Lagrangian kine-
matic description. In contrast to the formulations, available in the literature,
neither the in-plane nor the out-of-plane deformations are unknown a priori
and may be arbitrarily large. The particles of the plate travel across a finite
element mesh, which remains fixed in the axial direction. The evident advan-
tage of the approach is that the boundary conditions need to be applied at
fixed edges of the finite elements. In the paper, we present the mathematical
formulation and demonstrate its consistency by comparing the solution of a
benchmark problem against results, obtained with conventional Lagrangian
finite elements.

1 Introduction

The problem of mathematical modeling of nonlinear deformations of axially moving struc-
tures is both challenging and practically important. Numerous papers deal with the trans-
verse vibrations of axially moving beams and strings, see a review paper by Chen, Ref. [1].
While an extension towards nonlinearly coupled in-plane and out-of-plane vibrations of a
moving plate is presented in Ref. [5], this model is incapable of representing arbitrarily
deformed configurations of the plate. Moreover, the use of Lagrange equations of motion
to an open system with influx and outflux of the mass is not justified by the authors of
the latter reference.

Large axial deformation and bending of a beam, which can move across a fixed domain,
is treated by Humer and Irschik in Ref. [6] using a suitable change of variables. We
apply a similar technique for the quasistatic modeling of finite deformations of a plate,
which is moving across a given domain in the direction z. The velocities of the plate are
prescribed at two boundaries of the domain z = 0 and x = L, see Fig. 1. Rolling of metal
strips, paper production or motion of conveyor belt are a few examples of mechanical
engineering problems, which can make use of model at hand. Non-constant profiles of
the velocities, with which the particles of the plate are entering the domain venty(y) and
leaving it vexit(y), lead to the in-plane deformations. For thin plates this results in various
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Figure 2: Two-stage mapping from the reference configuration to the actual one:
the intermediate configuration is fixed in space

forms of out-of-plane buckling. Accurate simulations using conventional Lagrangian finite
element models are difficult because the boundaries of the domain cross the finite element
mesh and kinematic boundary conditions need to be imposed inside the elements. The
problem is getting even more prominent as the finite element simulations are coupled with
a closed-loop control scheme, which is important for practical applications.

2 Mathematical model

In the present study we assume the velocity ventry, with which the plate is entering the
domain, to be constant. In the future, arbitrary velocity profiles may be incorporated into
the model by using the notion of intrinsic strains and the technique of multiplicative de-
composition of the deformation gradient, see Ref. [7]. The varying velocity profile vexit(y),
with which the material particles of the plate are leaving the domain at x = L, leads to
the time varying deformation. Seeking a sequence of quasistatic equilibrium states of the
elastic structure, we need to minimize the total energy of the active region of the plate,
which is currently residing in the considered domain. Not going into details concerning the
time integration, which is intended to be discussed in future publications, we focus on the
kinematic modeling of the deformation of the plate.

The plane reference configuration 0 < y < w is straight (w is the undeformed width
and » = 24 + yj is the position vector in the reference configuration), see Fig. 2. The
present mixed FEulerian-Lagrangian kinematic description makes use of a fixed intermediate
configuration with the position vector  such, that the mapping of the positions of particles
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from the reference configuration to the actual one r = r(7) comprises two stages:
Uy (7)1,
r =7+ uy(r)j + u.(7)k.

R
Il
<O

+
(1)

Simplicity of this description essentially distinguishes it from the known Arbitrary
Lagrangian-Eulerian formulation, Ref. [2|: neither re-meshing nor transport of mechan-
ical fields between the time steps are required. All fields are functions of the place in
the fixed intermediate configuration, in which a finite element discretization of the field of
displacements w = u,% + uyj + u.k is performed.

We apply the classical Kirchhoff model of a shell with five degrees of freedom of particles,
see Refs. [3, 4, 8]. Expressions for the strain measures require the gradient of deformation
of the plate from the reference configuration to the actual one

F=vrl, 2)
in which
° 0 0
V=il ; 3
ine +Jay (3)

is the differential operator of the reference state. As the finite element discretization is
performed in the intermediate configuration, we need to express F' using the corresponding
differential operator

(4)

the axial coordinate in the intermediate configuration z equals the actual one, and the
transverse coordinate ¢ equals the reference one according to (1). Now, the two differential
operators are related by the gradient of deformation from the reference configuration to
the intermediate one F':

[¢] ~

V=F"v, FT=vi (5)

Finally, total gradient of deformation of the plate with the differential operator of the
intermediate configuration V results in the form

F = %’PT = VrT-F,
(6)
- ~ —1

F= <12 _ 'L'Vux> .

Here Iy = 4t + jj is the in-plane identity tensor, and the expression for the in-plane tensor
F follows from

I = Vi = FT V(i — uyi). (7)

The strain measures of a classical shell

E:%(FT-F—IQ), -

K=FT'.bF

369



Proceedings of XLIII International Summer School-Conference APM 2015

feature the actual second metric tensor b = —Vn, in which n is the vector of unit normal

O
and V = FT .V is the differential operator on the deformed surface. After mathemat-
ical transformations we express the tensor of bending strains with the operator of the
intermediate configuration:

K=F'.K-F, K=VVr-n. (9)

Here we restrict the analysis to pure elastic material behavior. The strain energy of the
plate per unit area in the reference configuration is computed as a quadratic form

1
U:5@%@um%h@EnE+DﬂmKﬁ+JbKuK) (10)
with known coefficients, see Refs. [4, 8]. The total strain energy
L w/2
U* = / / U(det F)~'dgdz (11)
0 —w/2

is integrated in the intermediate configuration using the finite element discretization of dis-
placements w and minimized at each time step of the quasistatic simulation. As discussed
after (16), known velocities of particles veptry and veit determine the time variations of the
axial displacements u, at the boundaries x = 0 and x = L, which means that the material
volume of the active domain is prescribed for each time step. This allows seeking static
equilibrium configurations by minimizing the total strain energy of this material volume,
which is changing during the simulation, but is known for each time step.

3 Time stepping scheme

In a numerical simulation, we discretize the evolution of the system in time and need to
formulate an algorithm of transformation of the solution from one time step t* to the next
one t**1 = ¥ 4 7. In the beginning of a time step, the field of displacements u*(7) is
known in the form of a finite element approximation. Now, each particular material point
moves with the velocity 4, in which the full time derivative is defined for a fixed material
particle as

(...)-z%o

T =const

(12)

The notion of a local time derivative with fixed 7 is relevant for the description in the
intermediate configuration:

0

o) = S

(13)

7=const

The transformation between the full and the local time derivatives can be easily derived by
considering a field w(7,t), which is defined in the intermediate configuration. Computing
11, we take into account that # = #(7,t) changes in time for # = const, and arrive at

= du+ 7 Vu. (14)

Using the first relation in (1) and taking into account that the full time derivative # = 0,
we find

= dyu + Uzt - Vu = dyu + 1,0, u. (15)
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This results in
Uty = Bpug (1 — Dpug) . (16)

The definitions of material and local time derivatives are used to formulate a strategy
for the time stepping. Neglecting the dynamic effects, we consider the time evolution of
the deformation of the plate owing to the prescribed velocities at the boundaries of the
domain. Seeking for an equilibrium state at each time step, we minimize the total strain
energy of the active domain U”. Although the material of the plate is flowing across the
intermediate configuration, this approach is justified as the material volume within the
active domain is fixed for the end of the time step. Indeed, according to the boundary
conditions, discussed below, the displacements at the two boundaries of the domain (19)
are known for the end of the time step ¢t = t**1. This means that the boundaries of the
active domain in the reference configuration are fixed according to the first relation in (1),
and seeking the equilibrium of this material volume is equivalent to minimizing its total
energy.

4 Boundary conditions at a time step

In this section, we discuss the time evolution of the displacements of the plate at the
boundaries of the domain x = 0 and = L. We interpret the velocity at the entry to
the active domain ventry as the time rate of material generation. This is relevant e.g. for
modeling rolling processes, in which the time rate of the material volume flowing across
a roll gap is known. Owing to the deformation, the particles acquire a different material
velocity after entering the active domain. In contrast, veyt is the material velocity, with
which the particles of the plate leave the domain at the entry to the subsequent roll gap.
The analysis in the present paper is restricted to a particular case of constant entry velocity.
The left boundary of the intermediate configuration moves across the reference one to the
left with ventry = const, which means that an infinitesimally thin layer of the plate with
the length ventrydt enters the active domain during the time d¢. The local time derivatives
here are known:

T=0: OF = —Ventryl, OF=0; (1) = U= Ventryt. (17)

We immediately conclude that u; = ventryt and v, = 0 at the left boundary.
At the right boundary we know material velocities, and the local time derivatives follow:

x=L: U=vexitt; (15) = U = vexit(? — Opur). (18)

It is important to notice, that although the material time derivative here is always directed
along x, the line of contact would still travel in the transverse direction because dyu-j # 0
as long as the plate is inclined and d,u, # 0.

In the beginning of a time step t = t*, the local time derivatives dyu are available at the
boundaries x = 0 and © = L. Experience shows, that an explicit time integration scheme
for the boundary conditions with a moderately small time step size 7 leads to accurate
simulation results, which rapidly converge as 7 — 0:

r=0,L: ut ="+ 7o, (19)
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Figure 3: Deformation of a trapezoidal plate, seen from above (together with the
undeformed configuration) and from the side

5 Numerical benchmark problem

While the results of numerical modeling of deformation of axially moving plates will be
reported in future publications, here we test the formulation by seeking the equilibrium
of a trapezoidal plate of the width w and side lengths L and L + u,g, see Fig. 3. The
inclined edge is rotated parallel to the right one by kinematically prescribed displacements
u, and uy such, that the actual configuration is bounded by the lines x = 0 and = = L;
the length of the edge is preserved constant to avoid large in-plane strains. The mapping
(1) is thus possible with the intermediate configuration 0 < z < L, 0 < y < w, which is
discretized using C'! continuous finite element approximation of displacements, presented
by the author in Refs. [8, 9].

The compressed shell buckles out of plane, and the region with u, < 0 is "shadowed" by
the gray initial configuration in Fig. 3. The transverse edges of the finite element mesh
remain parallel in the deformed configuration. This corresponds to the second relation in
(1), as the mapping r(7) features only u, and u,.

The considered parameters of the model in SI system are L = 1, w = 0.4, thickness
of the plate 5 - 1073, Young modulus 2.1 - 10! and Poisson ratio 0.3. In Table 14 we
summarized the maximal and minimal values of the out-of-plane displacements, computed
for various discretizations using the present method as well as the conventional shell finite
elements with Lagrangian description, discussed in the above references. These maximal
and minimal displacements take place at the opposite edges of the plate. We initiated out-
of-plane displacements by applying and then releasing a transverse distributed load in the
positive direction of z axis, which determined the direction of buckling in all simulations.
The current implementation of the mixed Eulerian-Lagrangian finite element formulation
using Wolfram Mathematica is yet restricted concerning the size of the mesh, but one can
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Table 14: Mesh convergence and comparison of the mixed Eulerian-Lagrangian and
traditional Lagrangian frameworks

Discretization, Mixed E.-L. Lagrangian
Ng X Ny minu, Mmaxu, | minwu, maxu,
4x2 -0.07270 0.18577 | -0.07322 0.18138
8x4 -0.05846 0.18427 | -0.05831 0.18256
16x8 -0.05542  0.18319 | -0.05527 0.18259
32x16 — — -0.05490 0.18262

conclude that the results converge to the same solution.
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Modeling of the flow ignition in a planar vortex
chamber

Dmitriy V. Voronin
voron@hydro.nsc.ru

Abstract

The numerical calculations of the flowfield in a planar vortex chamber have
been performed. The model is based on conservation laws of mass, momentum
and energy for nonsteady two-dimensional compressible gas flow in case of swirl
axial symmetry. The processes of viscosity, heat conductivity and turbulence
have been taken into account. It was found that transition of kinetic energy of
gas into heat due to processes of dissipation generates "hot spots" in boundary
layers at the chamber walls. The gas temperature at the spots may exceed the
temperature of gas ignition, while the surrounding regions remain still cold.
It may be the reason of cold gas self-ignition observed in experiments.

1 Introduction

It is known that mixing of a fuel and oxidizer in a cold chamber leads to self-ignition for
some particularly reactive fuel compositions, for example, for fluorine oxidizers [1|. The
most frequently used mixtures of hydrocarbon fuels and hydrogen with air and oxygen ig-
nite only as a result of additional external actions, such as rapid compression by a piston,
compression by a shock wave, a spark, or a contact with a hot body. Spontaneous ignition
of residual hydrocarbon fuels upon their contact with oxygen is known from the experience
of exploitation of oxygen and high-pressure air tanks and pipelines [2]. In these cases,
the phenomenon usually finds satisfactory explanation in the emergence of sparks due to
accidental solid particles rubbing against the wall or by heating of some portions of the
mixture upon its compression by a high-speed unsteady gas flow. For the first time spon-
taneous ignition of widely used fuel mixtures in a nonheated straight-flow chamber of the
vortex type was obtained in paper [3]. The phenomenon had been observed accidentally
in experiments on continuous detonation combustion of mixtures, where detonation was
initiated by an electric discharge or by an explosion of a an electric microdetonator after
the mixture fills the chamber. Examining the streak records of the processes it was found
[3] that the glow in the chambers sometimes appears earlier than the triggering pulse. In
subsequent experiments the regular self-ignition of hydrogen and kerosene was registered
upon their mixing with oxygen-enriched air in a straight-flow vortex chamber. The nature
of the ignition observed remained unclear. The present paper devoted to numerical cal-
culations of the flowfield in planar vortex chamber. The determination of non-stationary
fields of main thermodynamic parameters allows to find possible regions of gas self-ignition.
The geometry and main physical characteristics correspond to experimental data [3].
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2 Problem Formulation

Fa B
H,

d d;
K% Y A
H

B

Figure 1: The scheme of the vortex chamber

Let’s consider a planar-radial circular chamber (Fig. 1). The chamber has axial symmetry
form, where line A is a symmetry axis. The inner volume has the form of a disc of diameter
d; = 204 mm and length H = 15 mm. The central outlet in one radial wall had a length
Hy = 42 mm and served to exhaust the products into atmosphere. The outlet diameter
d2 was equal to 40 mm. Gas components were fed into the chamber through circular inlet
surface B (separating the chamber from the receiver) at an angle of 45 to the surface.
The angle ensured rotational motion of the gas mixture in the chamber. The form and
parameters of the chamber correspond to the experimental facility [3]. At the instant t =
0, the entire chamber is filled by air of density pp and pressure pg. At t > 0, the tangential
injection of air begins from the cylindrical wall » = r; (the inlet surface B). It is required
to find the values of velocity, pressure, density and temperature of the gas as functions of
time. Unsteady motion of viscid compressible turbulent fluid was described by Reynolds
equations [4]:

0Q oU oF

o T Tas ¢ M

where r, z - radial and axial (along symmetry axis) cylindrical coordinates. The vectors

e

Q,U, F,G are defined by the equations

rp 2rpur rpu,
rpUy T(pur +p— Tll) T(puruz - 7’13)
G| rpup | .0 = r(purug — T12) Fe T(ngUZ — T93)
o r(puyu, — T13) r(pus +p — 133)
.- r(E + p)u, — r(u,m11+ r(E+ p)uy, — r(u,113+
upT12 + U T13 + ¢r) ugT23 + U.T33 + q2)

G = (0, pug + p — T2, —purug + 12,0, 0)

here the components of the shear stress tensor have the form

11 = (2/3)pe(3e€11 — divV), 719 = fre€12, To2 = (2/3)11e(3e22 — d’iv‘?),ﬁs = [le€13,
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733 — (2/3)/1,6(3633 — di’U‘?), T23 = He€23.
The components of heat flux vector are

or or

r = —Ae 70z = —Ae -
4 or 4 0z

Here
e11 = Ou, /0r, ez = u, [, e33 = Ou,/0z, divV = ey + e + es3, e12 = Oug/Or — ug/,
e13 = Ou, [0z + Ou, /Or, eas = Dug [0z,

E=ple+q*/2),e=p/((v—1)p),q = ul/2+uj/2 +u2/2

the velocity vector has radial w,, circumferential g and axial u, components; p, p, T and
7 = ¢p/cy are the pressure, density, temperature and the ratio of specific heats, respectively;
e and A, are the effective viscosity and effective thermal conductivity of the gas. p. is a
sum of molecular y and turbulent u; viscosities, , Pr and Pr; are molecular and turbulent
Prandtl numbers.

The law of Sazerland is used for the values of molecular viscosity

M <T>3/2T*+So @)

i T+ Sy

where pi, = 1.68-10"%kg/(m - s), T* = 273, Sy = 110 for air. The processes of turbulence
were described according to k — € model:

dpk .
- +<pV-v>k=v(<u+“t)vk>+P*—pe, (3)
Ok
Ope — B 1t € .
5 TV V)e=v (<u+ a€> \Y4 e) + 1 (CaP" = Cepe). (4)

with values o = 1.0,0. = 1.3,C¢; = 1.44, Ceo = 1.92. Here k is turbulence kinetic energy,
€ is its rate of dissipation, term P* represents the production of turbulence kinetic energy,
P* = 11;5%, 8 = /€ij€ij - Turbulent viscosity was defined according to Kolmogorov-Prandtl
formula:

C,upk?

e = ,Cpu = 0.09.

The following boundary conditions are imposed: on the planar radial walls of the chamber
(z =00<7r <mr ,and z = Hyro < r < ry,ry = di/2,r5 = dy/2) the condition
of gas adhesion u, = u, = uy = 0 and constant gas temperature on it: T = Tp; on
the inlet surface B (r = r1,0 < z < H),p = p*(r1,2,t),p = p*(r1,2,t),uy, = 0,up =
up(r1, 2, 1), up = wi(r1, 2,t). Functions p*, p*, uj, uy depend on the dynamics of air overflow
from the collector to the chamber and are defined according to [3]; at the exit (z =
H + H,0 < r < ry) the conditions of equality to zero of the first derivatives of the
thermodynamic parameters with respect to z, are valid.
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Figure 2: Flow field of the main thermodynamic parameters in the chamber at initial
stage of the processes, t = 1.0 - 107 s.
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3 Numerical solution of the problem

The calculations were performed for the following initial values of air: py = 1lbar,py =
0.1225kg/m3,v = 1.4, urq = u0 = ugo = 0; initial values of air pressure p, and density p,
in the receiver : p,/po = 10, p,/po = 10. The problem stated above, was solved numerically
with the help of the method of large particles [5].

The initial stage of numerical simulations is presented in Fig. 2. Here u = {/u2 + u2 + u2
. It could be seen that a compression wave starts to propagate from the inlet surface B
to the symmetry axis A. The pressure amplitude in the wave is up to 5.92 bar. The flow
friction at the chamber walls results in mass growing of gas at the walls due to processes
of dissipation, and subsequent transition of gas kinetic energy into heat starts. The values
of temperature in generated boundary layers is growing up to 770 K (z = 0), while in the
center of the channel it is equal to 520 K (at the same r and z = H/2). The subsequent

TK

o Ums

Figure 3: The maps of the main thermodynamic parameters in the chamber at
t=>5.0-10"%s.

stage of the processes is presented in Fig. 3. The compression wave continues to propagate
nearly at the same amplitude. The sizes of hot boundary layers are growing along with
temperature values in them. The giant vortex is generated in the chamber at the walls.
Its axes is the axes of symmetry A. The vortex is gradually coming down to the axes A.
In recent simulations the initial pressure in the receiver pr = 10 bar. In the experiments
[3] it may be up to 100 bar. Then the temperature in the boundary layers (in the vortex)
exceeds the ignition temperature T;, = 1200 K. That results in self-ignition of gas in a
whole volume observed in the experiments [3]. When the vortex comes down to the axes
A, and gas masses collide (Fig. 4), the temperature amplitude reaches the value of 1480
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p, bar |

0+02 u,m/s

=9.0-10""%s.

K, that initiates the processes of gas self-ignition even at present p, = 10 bar. But the
maximum of temperature takes place not at the axes of symmetry A but in the heated
spot at the chamber corner (r = ro, 2z = H), where the boundary layer tearing off from the
chamber walls occurs.

Interaction of the heated spot with reflected shock waves (from the symmetry axes A)
and gas acceleration in the spot (due to rarefaction wave) from the outlet surface result in

subsequent temperature growth. At the course of time the temperature values in the spot
exceed 2000 K (Fig. 5).

Dynamics of the maximum values of gas temperature we can see in Fig. 6. The dotted
line in the figure corresponds to the value of ignition temperature 7;,. We can determine
six stages of the processes. The initial stage 1 is a temperature growth from 300 K to
800 K, when the shock wave starts to propagate from the receiver to the chamber through
the inlet surface B. The stagnation period 2 corresponds to the shock wave propagation to
the center of the chamber (the symmetry axes A). The temperature growth at the stage
3 is a result of shock waves collision at the symmetry axes A. Here the gas temperature
at the axes is increased up to 1500 K and exceeds the value of Tj,. That may result in
gas self-ignition in the region. The interval 4 is the processes discharge in the direction
of the outlet surface. The stage 5 is a temperature growth in the tearing off boundary
layer at the chamber corner at its interaction with reflected shock wave. The temperature
here exceeds here the value of 2100 K. The stage 6 lasts till rarefaction wave from the
outlet surface appearance at the corner. To appreciate the influence of turbulence on the
gas self-ignition, the numerical simulations of laminar flow were performed on the base of
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Figure 5: The maps of the main thermodynamic parameters in the chamber at
t=14-10"3s

Navier-Stokes equations (Fig. 7) at the same initial values of the problem parameters. It
could be seen from the figure that for laminar flows the mixture self-ignition may occur
as well. Although the maximum value of temperature in laminar hot spot T — 1370 K is
significantly less than turbulent T = 2110 K at the same instant.

4 Conclusion

The numerical calculations of the flowfield in a planar vortex chamber on the base of
Reynolds equations have been performed. The model is based on conservation laws of
mass, momentum and energy for nonsteady two-dimensional compressible gas flow in case
of swirl axial symmetry. The processes of viscosity, heat conductivity and turbulence have
been taken into account. It was found that transition of kinetic energy of gas into heat
due to processes of dissipation generates "hot spots" in boundary layers at the chamber
walls. The gas temperature at the spots may exceed the temperature of gas ignition, while
the surrounding regions remain still cold. It may be the reason of cold gas self-ignition
observed in experiments. The flow turbulence may play decisive role in possibility of gas
self-ignition.
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Figure 6: Dynamics of the temperature maximum in the chamber.

Figure 7: The temperature maps in the chamber for Taminar flow at various
instants:t; = 1.0-107% s, 5 =5.0- 107% 5,65 =9.0- 1074 s,ty = 1.4 - 1073 5.
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Abstract

A problem of metal particles movement in a tube under action of a pulse
gas flow was numerically and experimentally solved. Comparison of compu-
tational and experimental data was carried out. On the basis of researches
the optimum characteristics of the work of pulse pneumatic transportation of
metal radioactive waste materials are determined. Modeling was performed
within the framework of model of non-stationary two-dimensional motion of
ideal compressible media on the basis of laws of conservation of mass, pulse
and energy in case of axial symmetry. The thermodynamic flow field has been
computed both in gas and solid phases. Processes of particles mutual inter-
actions, coalescence, fragmentation, interaction with a tube walls and motion
have been investigated in detail. Interface borders have been considered as
contact discontinuity surfaces, where a condition of a continuity of normal to
the surface component of a flow velocity vector and the continuity of normal
component of tension tensor were satisfied. Modeling was performed numer-
ically on the basis of the method of individual particles. The comparison of
the computational and experimental data confirms the reliability of numerical
algorithm. The optimum pipeline parameters (optimum nozzle diameter is 37
mm, pressure of gas in receiver chamber is about 8 MPa) are determined, at
which the effective pulse cleaning of pipelines from metal wastes with the least
expenses is possible. It was found that series of pulses is more effective mode
of transportation than a single pulse, having similar total power.

1 Introduction

Significant share in high radioactive waste materials, formed in factories on regeneration of
worked off nuclear fuels in nuclear electric power stations, make metal wastes as fragments
of constructional materials from processing nuclear reactors. One of labor-consuming and
dangerous operations in technological process of processing reactors is the operation on
transportation of firm wastes, as it is necessary to take into account the danger of ma-
terials to an environment and their harmful influence on health of the attendants and
population. The various devices for transportation of high radioactive waste materials are
known [1, 2, 3]. Now most widespread is their delivery to a burial place in containers by the
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Figure 1: The scheme of experimental installation of pulse pneumatic transportation:
1 - receiver; 2 - valve; 3 - nozzle; 4 - cover; 5 - bunker; 6 - metal pieces; 7 - pipeline;
8 - accumulating chamber.

specially equipped automobiles or railway transportation. Such approach alongside with
advantages has essential lacks: in places of loading and the unloadings there are inevitable
losses, that can result in jamming the container, and the repair thus is necessary in view of
a radioactivity. The best transport of firm radioactive wastes represents pipeline, based on
pneumatic transportation and allowing sharply to locate a zone of distribution of radioac-
tive particles, to improve sanitary - hygienic conditions. Such transport has a high degree
of automatisation and provides moving a material in a complex line. Here occurrence of
emergency conditions is possible as well, in case of a stop of work of the device for pneu-
matic transportation at blocking, owing to fall of operating pressure values. Especially it
is essential for materials with high specific density. However, the latter lack is possible to
avoid, using pulsed pneumatic transport [4]. The recent paper is devoted to theoretical and
experimental determination of various modes of operations of pulsed pneumatic transport
devices, which combines the advantages of usual pneumatic transport and is deprived of
the mentioned above lacks. This system is applied now at industrial facilities of "Mayak"
groop. The gas was used as an inflator in the pipeline, as the clearing of a liquid is more
difficult problem. The scheme of experimental installation for research of parameters of
pulse pneumatic transportation is submitted in Fig. 1. A portion of metal pieces was
loaded into the bunker and closed by a cover. The gas (air) was pumped into receiver
chamber, and after opening of the special valve it penetrates in the pipeline (where the
pieces are transported to the accumulating chamber) through a nozzle. In the experiments
the simulators of metal pieces of firm wastes with granular structure were used, which were
obtained at their mechanical crushing in cutting devices. The size of basic groop of pieces
(particles) is about 30-40 mm. A diameter of the pipeline is 250 mm. The purpose of
the paper is a calculation of the various characteristics of the process with the subsequent
determination of optimum parameters values, ensuring fast and effective clearing off the
pipeline: a nozzle diameter, pressure of gas in the receiver chamber and total gas charge.

2 Modeling

Basing on experimental data (obtained with pneumatic transportation device) and knowing
its characteristics, we describe the statement of a model problem. The scheme of simulated
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Figure 2: Isolines of gas velocity in the installation.

flow is submitted in Fig. 2. Initially motionless steel particle or conglomerate of particles
with diameter dy (region 2) is placed within a pipeline having diameter Dy (region 1).
Regions 3 and 4 are the receiver (diameter 2Dg) and the nozzle correspondingly. The
nozzle and the pipeline are initially separated by a diaphragm. All the regions, except for
2, are filled with air. The gas is pumped in regions 3 and 4 for obtaining increased values
of initial pressure there. The initial pressure of gas in region 1 is pg = 1 bar. The whole
system is under condition of dynamic balance and has zero value of gas initial velocity in
all the regions ug = 0. At the instant ¢ = 0 the diaphragm is removed and propagation of
gas pulse from the nozzle within the pipeline starts at constant values of pressure p and gas
velocity (equal to sound velocity Cp) at the nozzle. The mathematical model of flow is based
on the laws of conservation of mass, pulse and energy for two dimensional non-stationary
motion of two-phase compressible medium with obvious allocation of borders between the
phases in case of axial symmetry . The basic equations and numerical method are stated
in paper [5]. The meanings of characteristic constants correspond to the experimental
data described above and are chosen according to [6]. For the firm phase in system of
units gram - centimeter-microsecond the following values of characteristic constants have
been used: a; = 7,78,a2 = 31,18,b9 = 9,591,b; = 15,676,by = 4,634, co = 0,3984,¢; =
0,5306,p9 = 9,0, pg = 7,86; for gas pog = 0,00122,~v = 1,4. A diameter of the pipeline is
Dy = 250 mm, diameter of a particle or their conglomerate is dy = 40 mm. Let’s note,
that the problem was solved numerically in dimensionless mode. One of dimensionless
combinations of the basic parameters of the problem (determining the flow process) was
the ratio d = %’, where d, is the nozzle diameter. Therefore proportional change of the
geometrical characteristics of the problem (at the fixed value of the ratio d,/dp) did not
change a flowfield of the basic thermodynamic parameters. Due to technological features
of pneumatic transportation device [4] the distance [ between the particles and the nozzle
could not be less than 20 cm. According to computation results, at [ > 20 cm the main
characteristics of the process poorly depend on this parameter, since the losses of a pulse
and energy owing to friction of gas at the wall of the pipeline are not taken into account in
the model. Therefore the results stated below are obtained at fixed [ = 35 cm. One of the
important technological constants determining characteristic of pipeline transportation, is
the velocity of particles starting off Up. Usually it is considered as lower value of average
gas velocity in a cross section of the pipe, at which a particle of definite size is not soared
in the flow any more. This hydraulic characteristic of carrying ability of the flow can be
considered [3], as the characteristic of some limiting condition, when the frontal influence
of a flow on a particle causes its sliding along the wall of the pipe, and the elevating force
tries to lift it on some height. According to [3] we have
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Figure 3: Map of velocity u at the centre of the pipe at t = 22, 8us.

Ur = +/agdy/F'r, (1)
P2
a = —

p — 1, Fr = + 126> (2)

Here, p, po are density of gas and particles accordingly, g is acceleration of force of gravity,
dy is a diameter of particles, F'r is Froude number , § is the ratio of the diameter of a
particle to the diameter of a pipe; 11,12 are experimental constants. For the characteristic
geometrical sizes of the problem (as the change of the particle form in course of time from
just splintered to smoothed ones was taken into account and 1; = 0,7+ 1, 35 according to
[3]) the value of Ur varies from 14,4 m /s up to 24,8 m/s. The maximal value of the velocity
of particles starting off Ur = 25 m/s was taken in the numerical calculations stated below.
To minimize the time of obtaining Ur, it is necessary to pick up the optimum size of a
nozzle. The necessity of such a nozzle for submission of gas into the pipeline is caused by
two main reasons. First, the velocity of a gas flow for steady motion of particles in the
pipeline should be 2 — 3 times more than the velocity of particles starting off. Secondly,
used in experiments the receiver has limited volume.

The flow-field of gas velocities in the pipeline at instant ¢ = 2 ms from a beginning of
diaphragm breaking at the initial pressure value in the receiver P = 7 MPa is submitted in
Fig. 2. Twenty ranges of velocities in an interval from 0 up to 750 m/s are represented here.
The length of receiver is 70 cm. In experiments the duration of a gas pulse 7, acting from
the nozzle into the pipeline, is sometimes adjusted with the help of a latch in the nozzle.
The results of such a numerical modeling in the pipeline are submitted in Fig. 3 at 7 = 0,8
ms for longitudinal velocity u at the instant 1,1 ms from the moment of diaphragm break
( P =8 MPa). Here region 1 is gas at initial pressure pg = 1 bar (pg = 0,001225g/cm?),
region 2 is for particles of steel, 3 is a pulse, moving to the left hand side from the nozzle
into the pipeline, with compressed air at P = 8 MPa (p = 0,098g/cm?3). We name an
interval between the beginning of interaction of a particle with the pulse and moment of
reaching the meaning of Ur as the time of obtaining of the velocity of particles starting
off. Its meaning was determined from the generated slides with a step of 0,2 ms, showing
the further stages of the process. For the recent variant such time is equal to 22, 8us. Here
readout of z coordinate is conducted from the nozzle. The required velocity of particles
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Figure 4: Time dependence of achievement of Ut from initial pressure of gas
starting off was determined from a structure of longitudinal velocity at the centre of the

pipe. As it is visible from the figure, by this moment the particle velocity begins to exceed
the meaning of the velocity of particles starting off.

Table 1. Time dependence of achievement Ur from pressure of working gas.
number of calculation | initial pressure of gas, MPa | time for achievement Ur
1 1 -
2 3 46,00
3 4 34,00
4 5 26,00
5 6 23,60
6 7 23,20
7 8 22,80
8 9 22,40
9 10 21,80

Variations of time of reaching Ur meanings are represented in Tab. 1. As it is visible
from the table, at the fixed nozzle diameter d,, € [10,200] mm and P > 6 MPa the
time of reaching the velocity of particles starting off begins poorly to depend on growth
of initial pressure values. As is clear from numerical simulations, at the fixed pressure
of gas in the receiver for meanings presented in Tab. 1, the least time of achievement
of the velocity of particles starting off corresponds there the meaning d = 6,8 . With
the reduction of d , the gas in the pipeline has the velocity insufficient for steady motion
of particles, and at the very large diameter of nozzle, the pulse of gas is short, i.e. the
time of its influence on the particles is insignificant. If dy = 40 mm, then the optimum
diameter of nozzle is 37 mm, that is close to experimental data [4], where it is equal to
35 mm. In Fig. 4 we can see the time diagram of reaching the value of the velocity of
particles starting off Ur from the initial pressure of gas. It is visible from the diagram,
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Figure 5: Influence of the receiver volume and initial pressure of gas on the distance
of particles motion.

that the time has radical changes at pressure values diapason from 3 MPa up to 6 MPa,
but at the further increase of pressure its change are insignificant. Optimum parameter
value for the present scheme is pressure P = 8 MPa, the further increase is inexpedient,
since it will result in the over-expenditure of energy. In subsequent simulations we use this
meaning of pressure. Now we must determine the optimum charge of gas that is necessary
for the pipeline cleaning. The distance of particles motion (at fixed nozzle diameter and
variating pressure and the receiver volume) is important factor here. Let’s note, that as
the distance of transportation we consider one from initial place up to the position of
the inertia centre for the conglomerate of particles after their motion under action of the
pulse of gas. In technological installations that distance is about tens meters. Such range
is achieved, if average gas velocity in cross section is 2-3 times higher than the velocity
of particles starting off. For the comparison with experimental data it was assumed in
numerical simulations, that the value of gas velocity u = 2, 5Ur provides such a distance.
The comparison of experimental and numerical (continuous lines) data is presented in Fig.
5. The deviations of numerical curves from experimental data do not exceed 7 percents. It
is visible from the figure, that with growth of the receiver volume at fixed initial pressure
of gas in it, the distance of particle motion initially grows linearly and at achievement of
some critical volume remains practically constant. At the increase of initial pressure of
gas in the receiver this curve moves above. Thus, there exists an optimum technological
volume of the receiver (about 0,078m?), and its further increase becomes inexpedient. In
Tab. 2 the computation of the charge of gas is presented at the fixed initial pressure P = 8
MPa. It is visible from the table, that there is an optimum technological volume here as
well, that at its further increase the time of achievement of the velocity of particles starting
off varies poorly. As well as in the previous problem we determine the time of achievement
of the velocity of particles starting off Up . In experiments for breadboard models of
pulse pneumatic device [4] not a single pulse was used, but alternation of pulses. For the
checking of efficiency of such an approach, the simulations with two pulses were performed,
when the total duration is equal to one submitted in Fig. 3. All other values of a flow
parameters of these problems are similar. As numerical study reveals, the alternation of
the phases of compression and rarefaction, that is usual for the complex of two pulses,
results in strong distortion of the form of the conglomerate of particles owing to instability
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of interface border that promotes the development of the splitting phenomena. Therefore
alternation of pulses is more effective means of clearing of the pipeline, than having pulse
at fixed velocity and pressure that proves to be true by the experimental data [4]. The
numerical simulations confirm that with increase of gas volume its duration of action is
increased as well, but the meaning V,,; = 0,095m3 is optimal, since at smaller volume
the object exposed to influence of a wave of compression, has not necessary velocity for
steady motion. The results of modeling on revealing of parameters for the optimum mode
of transportation, well coincide with parameters obtained by experimental way.

Table 2. Determination of the optimum charge of gas.
number of cal- | time of | time of action, | volume of gas | the charge of
culation achievement s in a pulse, m® | gas, kg

Ur, us

10 - 26,0 0,088 8,624
11 30,0 32,4 0,095 9,31
12 26,4 36,8 0,106 10,388
13 22,8 38,2 0,15 14,7
14 22,4 422 0,176 17,248
7 22,0 46,0 0,196 19,208

3 Conclusions

The problem of metal particles motion in a pipe under action of a pulsed gas flow is
numerically solved in the paper. The comparison of the numerical data with experimental
ones testifies about reliability of the numerical algorithm. The optimum value of device
parameters are determined (optimal nozzle diameter is about 37 mm, pressure of gas in
the receiver is about 8 MPa and appropriate gas charge corresponds to the values), at
which the effective pulse clearing of pipelines from metal wastes with the least expenses is
possible.
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Abstract

In this work the crack propagation analysis of the compressor blade of aero
engine was performed. During investigations the blade with mechanical defect
(notch) was considered. In experimental analysis the blade was subjected
to resonant vibration. During transverse vibrations, a high stress occurs in
the blade. Pulsation of stress causes the fatigue of material. In results of
proposed investigations both the number of load cycles to initiation and also
the crack growth dynamics was obtained for the blade working in resonance
condition. In second part of work the maximum principal stress distributions
in the vibrated blade were determined using finite element method.

1 Introduction

High-cycle fatigue (HCF) is often concerned with vibration of aero engine components.
Compressor blades have a small bending stiffness and are particularly susceptible to HCF.
During work of engine, blades are excited by an unbalanced rotor. The worst case is when
the frequency of excitation overlaps with the resonant frequency of the blade. During
resonance, large amplitude of stress causes that the blade can be damaged in relatively
short time. The fatigue process is often accelerated by mechanical defects (notches) created
during collision of rotated blade with hard objects suctioned from a ground. If aBrproblem
arises in the compressor section it will significantly affect the whole engine function and
safety of the aircraft.

The broken blade could cause the puncture of the engine casing. Failures of any high
speed rotating components (jet engine rotors, centrifuges, high speed fans, etc.) can be
very dangerous to passengers, personnel and surrounding equipment and must always be
avoided. The failure analysis of the compressor blade has received the attention of several
investigations. The problem of fatigue fracture of the aero engine blades was described in
works [1-10].

The objective of presented investigation is to determine both the number of load cycles
to crack initiation and also the crack growth dynamic for the compressor blade of aero
engine (including artificially created mechanical defects), subjected to resonant vibrations.
Created defects (notches) simulate the foreign object damage (FOD) of the blade. An
additional aim of work is numerical determination of maximum principal stress values in
the blade with the notch subjected to resonant vibration.
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Figure 1: View of blade damaged by foreign object (a), dimension of the investigated
blade with v-noth (b).

2 Experimental investigations

In investigated blade a V-notch presented in Fig. 2 was created. The depth of notch was
about 0.5mm whereas the apex angle 90 degrees. The notch in the blade was created
by machining. The compressor blade was made out of EI — 961 steel (0.11C; 11C'r;
1.5Ni, 1.6W; 0.18V; 0.35Mo; 0.025S; 0.03P) with the following properties (measured in
temperature 20°C): Ultimate tensile strength 900 —1000M Pa, Yield stress 800 —900M Pa,
Young modulus 200G Pa, Poisson ratio 0.3. The high cycle fatigue tests of the blade were
made using the Unholtz-Dickie UDCO TA-250 electrodynamic vibration system, presented
in Fig. 3 at Laboratory of Turbomachinery of Rzeszow University of Technology. The blade
with a notch was horizontally mounted on the movable head of vibrator (Fig. 4). Next the
head of shaker was entered into harmonic vibration. In first step of analysis the resonance
frequency was determined (for first mode of transverse vibration). The fatigue test was
started from frequency close to resonant. During investigations two main parameters were
periodically monitored: vibration amplitude of the blade tip and the size (or existence)
of the crack. For control of amplitude the laser scanning vibrometer POLYTEC PSV H-
400S were used. To measure the length of the crack a nondestructive fluorescent penetrant
method was utilized.

Figure 2: V-noth created on the attack edge of investigated blade.
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Figure 3: View of control systems of both laser scanning vibrometer and the shaker
used in experimental investigations.

Figure 4: Compressor blade fixed to movable head of vibrator.

The control parameters of vibration system and results obtained for compressor blade
are shown in Tab. 1. The resonant frequency (F,e.) of blade was 796.6Hz. As seen
from Tab. 1, the fatigue test started from frequency 2.2Hz higher than F., (798.8Hz).
Just for this frequency, the vibration amplitude A = 1.2mm was achieved. After 12.46 x
10% total number of cycles (N), an amplitude of blade tip decreased from 1.20mm to
1.08mm. During fracture, the bending stiffness of blade is not constant. This information is
important from practical point of view, because decrease of amplitude at constant intensity
of excitation is always related to start of crack initiation process. In present case 2.5mm
long crack (a dimension in Fig. 8) was detected. From N = 12.82 x 10% number of load
cycles, the excitation frequency decreased with different rate. Preliminary, the rate of
change of frequency was 0.025Hz/s. It allowed to maintain the vibration amplitude on
constant level (about 1.2mm). In first stage of blade fracture the intensity of acceleration
of vibrator head was constant to crack length a = 6.5mm. After that the intensity of head
acceleration was increased to 12g and 14¢ adequately. In spite of increase of acceleration,
the blade amplitude was not constant in the final stage of fracture (for crack length a =
6.5 — 19mm).

Obtained results (Tab. 1) showed that the blade with v-notch created by machining, needs
N = 12x 106 total number of load cycles to crack initiation. The crack propagation process
was much shorter. The crack needs N = 1.87 x 10% number of load cycles for propagation
from length a = 0 to final crack size a = 19 mm (at which the blade was broken). Thus,
in presented case the crack initiation process (N = 12 x 105) is a main part of fatigue life
of the blade (N = 13.87 x 10°).
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Table 15: Control parameters of vibration system and results of fatigue test of
the blade.

Initial Final Rate of Intensity Partial Total Total no. Crack Amplitude

freq. freq. change  of exci- no. of no. of of cycles length of crack
of freq. tation cycles cycles (crack prop.) tip
Finit Ffin dF/dt Npart N Ncp a A
[Hz] [Hz] [Hz/s] [g] x10® %106 x10° [mm] [mm)]
798.8 798.8 0 10 0 0 - 0 1.20
798.8 798.8 0 10 3 3 - 0 1.20
798.8 798.8 0 10 3 6 - 0 1.20
798.8 798.8 0 10 3 9 - 0 1.20
798.8 798.8 0 10 3 12 0 0 1.19
798.8 798.8 0 10 0.46 12.46 0.46 2.5 1.08
798.8 789.3 0.025 10 0.36 12.82 0.82 4.0 1.21
789.3 770.0 0.036 10 0.40 13.22 1.22 6.5 1.14
770.0 699.0 0.260 12 0.20 13.42 1.42 9.0 1.03
699.0 500.0 0.370 14 0.32 13.74 1.74 15.0 0.95
500.0 100.0 0.130 14 0.13 13.87 1.87 19.0 0.91

The assumption of work was to maintain the blade tip displacement amplitude (vibration
amplitude) on constant level. However this condition is difficult for satisfy during all
fatigue test. The vibration amplitude in the blade was constant until about N = 12 x 10°
number of cycles (Fig. 6). Just after crack initiation, the blade stiffness decreases and in
consequence of them the lower value of blade amplitude (A = 1.08mm) was observed (at
N = 12.46 x 10%). To maintain the blade amplitude on level A = 1.2mm the frequency
of excitation was next decreased. In the range of N = 12.82 — 13.10 x 10 number of
load cycles, the blade amplitude was close to initial value, but after N = 13.42 x 105 the
vibration amplitude decreased more quickly. The last part of fracture is highly unstable
process. The increase of intensity of vibration (to value of 12¢ and 14g) in finish part of
fatigue (Fig. 7) caused that the vibration amplitude was still not constant (Fig. 6).
Shape of crack in preliminary phase of growth is presented in Fig. 8a. As seen from this
figure, the crack in first phase of growth propagates more quickly along the concave surface
of the blade profile. In Fig. 8a is also distinguished the crack length (a dimension) used to
description of vertical axis of plot presented in Fig. 5. The blade after finish of the fatigue
test is visible in Fig. 8b. The crack direction is not parallel to blade lock. The crack starts
from the notch located 7mm above the lock. The crack in finish part of fracture achieved
the trailing edge of the blade, about 5mm above the lock.

3 Numerical stress analysis of the compressor blade
subjected to vibration

For definition of stress state in the blade subjected to HCF, the finite element analysis
(FEA) was performed. In this analysis the first mode of transverse vibration was consid-
ered. To solve this problem, the Patran program was used to both geometrical and the
finite element model preparation. In Fig. 9a the discrete model of blade with the notch
located Tmm above the lock was shown. In the notch vicinity the finite element mesh was
concentrated (Fig. 9b). In the next part of work Abaqus software were used for stress and
modal analysis of the compressor blade. Results of FEM analysis (Fig. 9c¢) showed that
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Figure 5: The crack length in function of number of load cycles N, (counted from
crack initiation) for blade subjected to resonant vibration (first mode, A = 1.2mm).
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Figure 6: Amplitude of crack tip displacement (vibration amplitude) as a function
of number of load cycles N.

during first mode of resonant vibration the blade are subjected to cyclic bending. Dur-
ing transverse vibration the maximum value of amplitude of displacement (on blade tip)
is equal to 1.2mm. All numerical results are obtained for the same vibration amplitude
(A = 1.2mm) and for left blade deflection at which the maximum principal stress in the
blade was observed. Figure 10a showed that value of maximum principal stress value in the
zone located near the attack edge of blade is about 225 — 280M Pa. The area of maximum
stress (771M Pa) is located in the notch vicinity (Fig. 10b). Maximum principal stress
values in cross-section of blade (in fracture plane) showed that during left blade deflection
the tension stress occurred in the zone near concave surface of blade (Fig. 11). Just in
this region the crack propagate more quickly than in convex profile area. Obtained results
showed that cyclic tension stress in blade cross section is a main reason for crack initiation
and crack propagation of the blade subjected to resonant vibration.

396



Crack propagation analysis of compressor blade subjected to resonant vibrations

9,81m/s]

Intensity of excitation, g [1g

12.0 12.5 13.0 13.5 14.0
Total number of cycles, N x10°

Figure 7: Intensity of excitation (vibration) in function of number of load cycles N.

Figure 8: Fracture of blade with 6.5mm long crack (a = 6.5mm) (a) and the blade
after finish of fatigue test (b).

4 Conclusions

In this study the experimental analysis were performed to investigate both the crack initi-
ation and the crack propagation process of compressor blade with preliminary defect. This
mechanical defect simulates the foreign object damage. The complex experiment was per-
formed in resonance condition. In experimental investigation a modern vibration system
and the laser scanning vibrometer were used. In results of performed work, the following
conclusions were formulated:

1. Foreign object damage is very dangerous for the compressor blades. In most cases
defects obtained in results of FOD (as V-notches) is potential crack origin. After
phase of initiation, the crack propagates from notch inside the structure in relatively
short time.

2. The crack in the blade working in resonance conditions (first mode of vibrations,
A = 1.2mm) initiates after about N = 12 x 10° total number of load cycles.

3. The crack needs N = 1.87 x 10% number of load cycles for propagation from length
a = 0 to final crack size a = 19mm (at which the blade was broken).
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Figure 9: View of numerical model of compressor blade (a), magnified notch area
(b) and values of displacement of blade during first mode of free vibrations, [mm]
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Figure 10: Values of maximum principal stress for the blade (a) and in the vicinity
of notch (b), [M Pal.

4. The crack initiation process (number of cycles for initiate of crack from a = 0 to blade
damage) is a small part (about 13.5%) of total fatigue life of blade (N = 13.87 x 109).

5. Maximum principal stress area in the blade is located on tip of notch. In the blade
vibrated with amplitude 1.2mm a maximum stress on the notch has a value of
771 M Pa. This value is close to yield stress of blade material.

6. Maximum principal stress value (for left deflection) in the blade without defects is
about 3 times lower then the local stress in the notch.

In the case of old aircraft structures, which are operated according to the damage tolerance
method, the information about crack dynamics is very important from practical point of
view. In aerospace engineering, structure is considered to be damage tolerant if imple-
mented maintenance program can stop operation of structure with a small (safe) fatigue
crack. The operation of structures according to damage tolerance methodology can cause
a significant reduction of costs because the aircraft or aero-engine can be safety operated
to the real fatigue limit.
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Figure 11: Values of maximum principal stress in cross-section of blade (at level of
notch), [M Pal).
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Abstract

Expressions for vibration moments (additional dynamic loading caused by
the vibrations of bearing body) during the passage of resonant zone by vi-
bration machines with the flat vibrations of bearing body both with one ar-
bitrarily located vibration exciter and with two self-synchronization vibration
exciters for the different modes of starting are got in an analytical form by
method of direct division of motions. Using approaches of vibration mechanics
of L.I. Blekhman possibilities of improvement of process of running approach
of vibration machines with unbalanced vibration exciters are demonstrated by
using of methods the "double" (in case of one vibration exciter) and "separate"
starting of electric motors (in case of two vibration exciters). It is shown that
the first method is based on using semislow vibrations arising in the resonant
zone. The necessary condition of the successful using of this method is motion
on the rotor of exciter in the moment of the repeated including of engine of
rotary-type vibration moment. The conditions when the separate starting is
effective are shown. Conclusions and practical recommendations that allow to
facilitate starting of vibration machines with an unbalanced drive are pointed.

1 Posing the problem and its connection with the
main scientific tasks

Solutions of problems of run-up and run-down of vibrational systems with inertial drive
is of considerable interest for vibrational technical devices. When inertial vibroexciter
passes the zone of natural frequencies an unset of resonance vibrations is possible which
cause both a sufficient rise of dynamic loads on the rotor of electric motor, on elements of
machine bearing construction and additional losses of power in the system. So, the start
of vibration machine with unbalanced drive needs the power of the drive with sufficiently
exceed the power needed for operating in stationary mode (2-5 times as large by some
data). In addition to that, in case of large machines with the drive from electric motors of
asynchronous type the striking starting current exerts negatively upon the feeding electrical
network.

In order to lower the level of vibrations when passing the resonance zone various means are
used — from vibroexciters with automatically regulated static moment of unbalance mass
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to algorithms with feedback. No doubt, to successful realization of the lasts it is important
to have more thorough conception of dynamics of the occurring processes.

2 Analysis of the latest investigations

The survey of investigations, concerning the passing of the resonance zone by inertial
vibroexciter one may find in [1-3]. In the last years a number of tasks are solved on the
basis of vibrational mechanics approaches, in particular, by using the method of direct
separation of motions. In [3] it is shown by the example of the simplest system with linear
vibrations of the bearing body and one unbalanced exciter that the important merit of
such approach is its comperative simplicity and physical integration of the results.

In work [2] attention is paid to the peculiarity of the motion of the system nearby the
resonance — the availability of the so called inner pendulum and its Ysemislow¥ motions,
which are physical base of the efficiency of some methods of controlling the starting of
vibration machines with inertial exciting of vibration.

A great number of works are dedicated to the use of the phenomenon of selfsynchronization
in vibration machines and devices, they are shown in [1, 3|, and the latest ones in [4-6].
However, no attention was paid to the dynamics of starting of such vibrations machines.
The presented paper is dedicated to generalization and development of the results of works
[2, 7-9].

3 Statement of the task

The majority of vibration machines with unbalanced drive may be idealized in the form
of a system, consisting with a single lifting rigid body, which may execute plane-parallel
motion and is connected with stationary base with elastic and damping elements (Fig.
1). As exciters of vibrations of lifting body mostly unbalanced vibroexciters (disbalanced
rotors) drived by the electric motors of asynchronous type are used. Motion equations of
such system may be written down in the following form (see, for instance, [1-3]):

S
M3z + Bpi + cpr = Z migi (@ sing; + @7 cos ;),

i=1

S
M3+ Byy + cyy = Zmisi(gbicoscpi — ¢? sing;), (1)
i=1

S
J@+ Lo+ cop = Z mieiri (@i cos(p; + 6;) — ¢Fsin(p; +6;)), (s = 1..n)
i=1

Ligi = Li($i) — Ri($i) + muei(@ sin g; + § cos i + 1 cos(ip; + ;) + gcosg;),  (2)
where M, J — are correspondingly, mass and moment of inertia of the lifting body as to
the axis which passes through its center of gravity; x, y, ¢ — are coordinates, determining
the position of the lifting body; ¢; — are the angles of rotation of vibroexciter; r; and 6;
— are polar coordinates of axes of vibroexciters; m;, €; — are, correspondingly, mass and
accentricity of the exciter; I; — is applied to the shaft of the vibroexciter moment of inertia
of the rotating parts of the drive; ¢;, ¢,, ¢, — are horizontal, vertical and rotational rigidity
of the elastic elements; (3, By, B, — are coefficients of viscous resistance; L;(¢;), Ri(¢i) —
is the torque of the electric motor and moment of forces of resistance to rotation; g —is a
free-fall accekeration.
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Figure 1: General diagram of vibrational system with unbalanced vibroexciters.

4 Exposition of the basic material

To solve the set of equate ions (1), (2) we use the method of direct separation of motions
[1, 3]. Set us accept as a zero-order approximation ¢; = wt, ¢; = P;sinwt + Q; coswt
where w = w(t) -II are slowly and ¢; = x,y, — fast changing time functions. Then it is not
complicated to come from the original system of equations of vibroexciters rotors motion
(2) to the equations of their rotation in the resonance zone in the form, obtained in [3]:

liw = Li(w) = Ri(w) + Vi(w), (3)

where V;(w) = m;e;(Z sin@; + § cos @; + r;p; cos(p; + ;).

French quotes in (3) point out at averaging for the 7' = 27 by fast time 7 = wt.

It should be noted that equation (3) differs from classic equation of machine assembly by
presence of item V;(w) — vibrational moment which defines the peculiarity of vibrational
system conduct. Presence of vibrational moment explains both ZommerfieldVs effect and
selfsynchronization of vibroexciters. Determination of the vibrational moment is of main
interest.

It should be noted that equation (3) keeps its form, obtained for the system with linear
vibrations of the lifting body [3] for the examined more general case as well. Only expression
for vibrational moment has more complicated structure, algorithm of its obtaining remains
previous, only computing difficulties grow up.

4.1 Vibrational systems with one vibroexciter Zommer-
fieldVs effect

Certain part of operating at present machines has one unbalanced vibroexciter. It is not
complicated to obtain expressions of vibrational moment in the resonance zone for the
case of vibroexciter, placed arbitrarily as to centre of masses of the lifting body in plane
vibration in the form:

(mew)? ny  ny M?“QTLl

V== g et T 5

I (4)

p B
By =\ =X+ angin, = P, =
q

where p, — are the frequencies of the natural vibration of the system.

Here, if ¢ = x, y, then M, = M, if ¢ = ¢, then M, = Mﬁ—i; in addition to that, n, = f]—“’;}.
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One can see that all items in formula (4) are negative. Hence, vibrational moment is
always braking one, that is, it is an additional dynamic load upon the rotor of the en-
gine, its dependence from frequency is of resonance character and, therefore, an essential
braking exercion is manifested in comparatively narrow range of natural frequencies. In
addition to that, rapid growth of value V(w) at approaching to resonance just explains
the possible Ysticking¥ of frequency in the process of starting (ZommerfieldVs effect) and,
as consequence, the necessity of overrated (from starting conditions) power of the drive
of postresonance vibromachines. Such conclusion follows from diagramic presentation of
dependences L(w) and Mgy, = R(w) + V(w) (fig. 2), abscissas of intersection points cor-
respond to possible stationary modes (curves L describe statical characteristics of electric
engines. Stability of motions is easily determined geometrically by the sign and values of
slope angles tangent to curves L(w) and Mgyy,. It is evident that right slopes of resonance
curve cannot be realized. According to the figure, the presence of several resonance peaks
of the curve of vibrational moment may lead to the emergence (as compared with the sys-
tem of linear vibration of the lifting body) points of curves intersection. So, there exists a
possibility of several stationary modes of motions, having different angular velocities (up
to seven, four of them may be stable). However, there are only two, different in lessence
modes of motion: Ysticking¥ (curves 1) of the system with engine of deficient power in
the resonance zone (motor) on having come in the process of running to this mode, would
not be able to overcome the resonance peak and far postresonance mode with frequency
of electric motor. If the motor power is sufficient, then, as a rule, after some breaking in
the resonance zone, the system rapidly (upsetting) passes to far postresonance modes of
motion (curves 2).

So, to reach by the exciter the working frequency, the moment of the motor should overcome
vibrational moment V' (w) during its running. According to (4), maximal (peak) value of
moment V(w) is as much large as a damping of n, becomes less and higher of the own
vibrations of system p,. Hence, it is important not to overrate the value of rigidity of elastic
elements; the use of elastic suspension may be effective; it is possible to lower resonance
peak values of vibrations as well as the power of the drive by installation of dampers of
maximal vibrations. Expression (3) may be presented in the form of the sum of YpartialY
vibration movements v,, which characterize the impact of vibrations, corresponding to

each of the generalized coordinates: V(w) = >

=7,y

2 . . . L
—FLag = 3% F = mew?. It is natural that maximal breaking exertion is effected
q

by Ypartial¥ vibrational moment which corresponds to the highest natural frequency of
vibrations pgy, so it is often enough to use damper of only suck vibrations.

1 ; C o —
vq where vy = 5Fagsiny,; siny, =

It is clear from formula (4) that start of vibromachine at the absence of working load is
more complicated than at its presence; that to make the start easier it is advisable to
install vibroexciter in the centre of masses of the system or as close to it, as possible. So,
the breaking vibrational moment, resonance vibrations and, correspondingly, the necessary
power of the motor are sufficiently less for centre-drilled system (fig. 3, a) than, for instance,
for the diagram shown in fig. 3, b (in the first case the last component in formula of
vibrational moment (4) disappears). It should also be noted that Yrapid¥ (with frequency
2w) vibrations of vibrational moment do not take place in such system in the steady mode,
which is favorable for the durability of the system.

On the other hand, taking into account the fact that the value of the vibrational moment
depends, first of all, on the velocity of running of the rotor of vibroexciter, to make easier
the start, engines with higher starting moment are recommended (it facilitates, also, the
solution of the problem of lifting the unbalanced mass at first half-turn). At prescribed
static moment unbalance mass should be designed with minimal moment of inertia. So,
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Figure 2: Stationary modes of rotation of vibroexciter: 1 — Ysticking¥ in resonance
zone; 2 — far postresonance mode
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Figure 3: Diagrams of vibromachines: a) with centrally installed vibroexciter;
b) with shifted vibroexciter

constructions of vibroexciters with laid on unbalanced mass are more preferable for chang-
ing the amplitude of vibrations, then those, having regulated static moment. In addition
to this, it is recommended to exclude from the construction (if they are available) synchro-
nizers, mechanical transmissions and so on, using the phenomena of selfsynchronization,
employing controlled electric drive.

Manifestation of Zommerfield¥s effect during the run-up of vibromachine is visually demon-
strated by the results of numerical modelling, obtained for vibrational system (fig. 3, a)
with parameter M = 330 kg; J = 8.02 kg - m?% ¢, = ¢, = 4.5-10° N/m; ¢, = 2.8 - 10%
N-m; m = 10 kg; € = 0.036 m, electric engine — asynchronous, with frequency of rota-
tion n, = 1500 rpm, of power P = 1.5 kW. According to fig. 4, at passing the natural
frequencies zone (t = 0.15 — 0.4 s) dynamic load upon the rotor of electric engine grows
sufficiently (curve 1); one can see that the value of vibrational moment is larger, than in
stationary mode several times as much and its maximal vibrations are compatible with
starting moment of the engine.

Correspondingly, the velocity of running of the rotor of exciter shows down intensively up to
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Figure 4: Changing in time: 1 — of engine moment; 2 — of vibrational moment;
3 — of vibroexciter velocity

short-term stabilization of the frequency of rotation (curve 2), in addition to that, maximal
resonance vibration of the lifting body are excited. Just after passing the resonance the
value of vibrational moment decreases sufficiently fast and its vibrations cover positive
zone, that is it becomes rotating in some moments of time. Then their damping takes
place as to small negative level (determined by resistance to the vibrations of the lifting
body); the amplitude of vibrations of lifting body decreases as fast and the value of rotating
moment of the engine changes from starting to nominal value (curve 3).

As it follows from the diagrams of velocity of rotation of vibroexciter for cases of different
powers of driving electric motor (fig. 5) at replacing motor of power P = 1.5 kW with
motor of power P = 2.2 kW, slowing down of velocity of exciter in resonance zone is
practically absent (curve 3) while its steady postresonance mode of operating becomes
impossible (curve 2 — Ysticking¥ of angular velocity in postresonance zone).

4.2 Double start of vibrational machines with unbalanced
drive

In practical use of such machines the so called method of Ydouble starting¥ is applied for
lowering the level of vibrations during passing the resonance frequencies. Its technical real-
ization is rather simple. Method consists in switching-off and next switching-on the electric
motor in the resonance zone in predetermined moment of time. Theoretical grounding of
the method with account of standpoints of vibrational mechanics facilitates its wider use.
The basis of the method lies in two existing appropriatenesses of motion of the system close
to the region of manifestation of ZommerfieldVs effect: the first one — at switching-off the
motor in the resonance zone vibrational moment effecting the rotor of vibroexciter becomes
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Figure 5: Changing in time the vibroexciter velocity: 1 — P = 1.5 kW,
2 - P =1.1kW (Ysticking¥ of velocity); 3 — P = 2.2 kW

positive, that is, rotating (it follows from the basic equation of vibrational mechanics (3),
written down for the case of stationary mode); the second one — availability of so called
inner pendulum and its Ysemislow¥ motions. So, using the method of direct separation
of motions and accepting as the first approximation ¢ = gpgl) =wt+1, ¢g= ¢+ ¢, for
general system (fig. 1) in case of one vibroexciter it is not complicated to obtain equation

of Ysemislow¥ vibrations of velocity of rotor in the form [2]:

\IJ+2n1\I/+Bsin\Il—Psin2§:0, (5)
. . 2\2 2_,,2
for the system under consideration B = Zq:%yW by; by = ("EC;[) (p3_5§)214n3w4; P =
2 2 2_ 2 . . .
Zq::my,w pg; Pq = (m]‘f/“[ul) (pgffg)imw; 2ny = k/I; k — is a coefficient of damping.

The value ¢ = \/@ is frequency of small free vibrations of the inner pendulum on condition
of slow changing of the frequency of rotation of rotor w. It should be noted that at B < 0,
the stable position of the inner pendulum simply changes; it is look like it turns [2]. The
effect of appearance of semislow vibrations in the resonance zone may be observed in the
fig. 5-7. In addition to that, according to fig. 6, a (curve 1) semislow (with frequency 2q)
vibrations of vibrational moment take place after switching-off of the motor with regard
to the shifted to the positive side level.

Fig. 6, b and fig.7 demonstrate the possibility of realization of running ang coming to
the mode of rotation with frequency, close to nominal of the motor of YunsufficientY
power ( P = 1.1 kW) with the help of method of double starting as one can see, the
necessary condition of successful use of the method is, first of all, effect upon the rotor of
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Figure 6: Changing in time: 1 — of vibrational moment; 2 — of motor moment
(P = 1.1 EW): a) switching-off of the motor in the resonance zone, ts, _orf = 0.3
s; b) double starting of the engine, ts, _orr = 0.3 5, trepsw.—on = 0.48 s

vibroexciter in the moment of repeated switching-on of the motor (in figures tyep sw.—on =
0.48 s) of rotating vibrational moment commensurable with its starting moment. The
abovementioned condition is not complicated to realize with the help of modern means of
controlling the electric motors. Applied recommendations to switch off the motor in the
moment of growing of intensive resonance vibrations of the lifting body and at once (in a
period of time of semiperiod of semislow vibrations t = 2/q) switch it on again.

4.3 Vibrational systems with two selfsynchronizing exciters.
Separate starting

Many modern vibrational machines, in particular, screens and platforms with directed
vertical (horizontal) vibrations are realized by the diagram, shown in fig. 8. Expressions
for vibrational moments influencing in resonance zone upon the rotors of exciters rotating
in opposite directions are presented in the form:

man
vitw = -5 P o )

Vibrational machines with selfsynchronizing exciters permit the possibility of separate (in
turns) start of electric motors, however, it is not applied in practice. Using the approach
under consideration, it is possible to demonstrate possibility advantages of such start.

It is not complicated to establish that vibrational moment in case of running only one of
vibroexciters will equal Viepar(w) = 3V (w), where V(w) is determined by formula (4). It
follows from analysis (4) that if natural frequencies of vibrational system p, differ suffi-
ciently enough (it may always be reached by the choice of elastic elements), then with the
grows of frequency w in the process of running each item (except the one corresponding to
w ~ pq) will be disregardly small. Taking into account the fact that ratio M 72 /2 is for the
dynamic system in consideration, sufficiently less than unity it is possible to come to the
following estimation of the value of vibrational moment, functioning in the resonance zone
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Figure 7: Changing in time of the velocity of vibroexciter (P = 1.1 kW):
1- switching-on the motor in the resonance zone, t5, _o¢f = 0.3 s; 2 — double start
of the motor, sy, —off = 0.3 5, trep.sw.—on = 0.48 s

in case of separate start of its electric motors: Viepar(w) = %Vl(w) So, by corresponding
choice of the parameters of the system at separate start of motors it is possible to attain
the decrease of resonance vibrational moments and, as a result, to attain all connected
with this possible of improvement of dynamic and power characteristics of vibromachines.
In favor of decrease of vibrational moments at separate start of selfsynchronizing vibroex-
citers are the facts that, owing to the differences between their phases, some Ycollateral¥
vibrations of the lifting body occur and that it is necessary at more precise determination of
vibrational moment of the exciter under consideration, to take account of the effect of other
exciters. That is, at calculation of vibrational moment it should be presented in the form
of the sum of two items, one of which (being determined above) represents additional load
, caused by losses of power at vibrations, and the second (noticeably less in the resonance

Figure 8: Diagram of vibrational machine with selfsynchronizing exciters
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Figure 9: Trajectories of the centre of masses of lifting body: a — synchronous
(ordinary) start of motors; b — start of one motor (separate start)

zone, as a rull) is caused by the influence of other vibroexciters. It should be noted, that
the second item represents redistribution of power between the vibroexciters. Formulas
for determination of its value for many of vibrational systems may be found in specialize
literature [1, 3]. The positive effect may be magnified by installation of damper of vertical
vibrations. Besides, in case of using separate start of motoes, the decrease (almost twice
as much) of starting currents is rather important.

It should be noted that somewhat excessive power of electric drive is recommended for
easing the start in case of vibromachines with two selfsynchronizing exciters. In addition
to that, effect of vibrational support of rotation of unbalanced exciter in steady state should
be used, working with one switched off motor. Especially as mode of vibrational support
of rotation is the most stable for the dynamic system under consideration. It follows
from comparison (4) and (6) that dynamic load upon the rotors of electric motors and,
correspondingly, the necessary total power of electric drive in case of vertical vibrations of
the working part of vibromachine will be sufficiently less than at elliptic trajectory.
Results of simulation confirm the advantages of separate start. Thus, for instance, accord-
ing to fig. 9 (Mr2/J = 0.52), in case of such start resonance amplitudes of vibration of
masses centre of the lifting body are sufficiently less than those at synchronous start of
the motors. In addition to that amplitudes of horizontal and turning resonance vibrations
grow. However, their amplitudes are far from maximal values of amplitudes of vertical
vibrations.

5 Findings

Thus, the majority of mechanisms of behavior of inertial vibroexciters and vibrational sys-
tem in general at passing the resonance zone may be explained on the basis of approaches
of vibrational mechanics. On this ground practical conclusions and recommendations im-
proving dynamic and power characteristics of vibromachines with unbalanced drive may
be obtained. Methods of double and separated start are effective for easing the start of
postresonance vibromachines with unbalanced drive.
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