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The 2nd conference on Continuous Media
with Microstructure (CMwM2015) was held
on March 2-5, 2015 in tagow, Poland,

in memory of
Professor Krzysztof Wilmanski

who regrettably passed away on 26/08/2012.

We dedicate this book of CMwM2015
contributions to him.



Preface

This book is a collection of papers dedicated to the memory of Prof. Dr. Krzysztof
Wilmanski. It contains the written form of many contributions to the 2nd
International Conference on Continuous Media with Microstructure held in Lagéw,
Poland, March 2-5, 2015 (Fig. 1).

CMwM?2015, also announced as an ECCOMAS Special Interest Conference, was
organized by the Polish Academy of Sciences, Poznan University of Technology,
Berlin University of Technology, and the Polish Association for Computational
Mechanics. Many friends and colleagues of Prof. Krzysztof Wilmanski eagerly
accepted the invitation of the conference chairpersons Bettina Albers (at that time:
TU Berlin) and Mieczystaw Kuczma (Poznan UT). Professor Krzysztof Wilmanski
regrettably passed away on August 26, 2012 but would have celebrated his
75th birthday on March 1, 2015. The 1st conference CMwM took place in Zielona
Gora, Poland, in 2010 to celebrate the 70th birthday of Prof. Wilmanski. At this
occasion he received the first part of the book Continuous Media with
Microstructure. That book contains further information about him, especially a
photo, his curriculum, and his publication list (Reference: Albers, B. (ed.):

Fig. 1 Participants of the 2nd International Conference on Continuous Media with Microstructure
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viii Preface

Continuous Media with Microstructure. Collection in Honor of Krzysztof
Wilmanski, Springer, Berlin, Heidelberg, 2010, ISBN 978-3-642-11444-1).
CMwM?2015 was a conference with an intimate atmosphere, attended by nearly
40 scientists from Brazil, Czech Republic, Estonia, Georgia, Germany, Italy,
Poland, Russia, and the USA, who gave 35 presentations.
The general lectures were delivered by

Tadeusz Burczynski on Intelligent optimization of media with microstructure,
Carlo Giovanni Lai on Measurement of damping ratio spectra in soils from the
exact solution of Kramers-Kronig equations of linear viscoelasticity,

e [-Shih Liu on A mixture theory of porous media and some problems of
poroelasticity,

e Martin Ostoja-Starzewski on Continuum mechanics beyond the second law
of thermodynamics,

e Jorg Schroder on A FE*-homogenization scheme for the analysis of product
properties of two-phase magnetoelectric composites, and

e David M.J. Smeulders on Electrokinetic experiments in porous media for energy
applications.

The contributions to the book concern various aspects of extension of classical
continuum models and of engineering applications of continuum theories. In par-
ticular, the contributions deal with the following subjects:

continuum mechanics,
thermodynamics,

porous and granular media,
engineering applications.

We would like to kindly thank both the participants of CMwM2015 and the
contributors to the current book for the nice cooperation and for their commitment.
Furthermore, we are grateful for technical work, especially the transformation of
some contributions into LaTeX, by Benedikt Preugschat. Last but not least we
appreciate very much the pleasant collaboration with Springer, especially with
Christoph Baumann who accepted the publication of this book.

Essen Bettina Albers
Poznan Mieczystaw Kuczma
October 2015
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Krzysztof Wilmanski (1940-2012)

Ingo Miiller

When I first met Krzysztof Wilmanski in 1977 he was one of the bright young
scientists in the Institute of Fundamental Technological Research of the Polish Acad-
emy of Sciences. This was the time of the cold war and it was not altogether easy
for us westerners to meet colleagues from beyond the iron curtain. But among all
people from the east it was still easiest to meet Polish scientists. Because, indeed,
the wise elder scientists at the helm of the Polish Academy—among them Professors
Nowacki, Olszak, Fiszdon, and Sawczuk—held some influence in political circles.
And they knew that good science requires free and easy communication between sci-
entists. Also they believed in mechanics as an essential part of the natural sciences.

Therefore they sent their young mechanicians abroad, to the east and to the west.
Still, it was easier for them go east. Thus, long before I met him, Krzyszt of Wilman-
ski had been in Moscow, where he tried to join Professor Sedov’s research group.
Somehow that did not work out well. He was disappointed and left after a few months.
Next he went to Baltimore where at the time—in the late 1960s—Professors Trues-
dell and Ericksen conducted a lively group of graduate student and post-doctoral
fellows at the Johns Hopkins University. He was well received there and worked
successfully. Thus in a manner of speaking he finished his scientific education there,
an education which had started in civil engineering.

Strangely, although I had been at Johns Hopkins before Krzysztof and again after
he had left, we never met there. However, we had been exposed to the same unique
scientific atmosphere, created by professors Ericksen and Truesdell at the height of
Rational thermodynamics; and so, —even without actually meeting—, we became
members of a loosely knit group which, much later, some unfriendly person dubbed
the “Johns Hopkins gang”.

1. Miiller (<)
Technische Universitit Berlin, Strafle des 17. Juni, 10623 Berlin, Germany
e-mail: ingo.mueller@alumni.tu-berlin.de

© Springer International Publishing Switzerland 2016 1
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2 1. Miiller

After Johns Hopkins Krzysztof went to Iraq. There was a program, haggled out
between the Polish government and some oil-rich left-leaning Arabian states in the
near east, by which Polish professors could obtain a well-paid teaching job—in
Iraq, or Syria, or Libya—for 1 or 2years. So, Krzysztof went to Iraq for 2 years.
Scientifically that stay was little fruitful, later he would complain that he met a mix
of ignorance and arrogance in his host faculty. But the job was profitable money-wise.
And so on a side trip to Saudi Arabia Krzysztof acquired a nice new red BMW.

All of this was before Krzysztof and I met.

When we did meet [ was a young professor in Paderborn, Germany, recently
returned from the United States. The occasion was the founding of ISIMM, the
International Society for the Interaction of Mechanics and Mathematics which took
place in Kozubnik in the south of Poland. That society was to further facilitate
scientific relations between the East and the West and many of the grand old men
of mechanics were there. Well, with the exception of the Russians; they feared a
conflict of interest with [IUTAM, the International Union of Theoretical and Applied
Mechanics which was the forum for east-west interaction officially recognized by
the Soviet government. But everybody else who was somebody in mechanics and
applied mathematics was present in Kozubnik: Sneddon, Chadwick and Spencer
from Great Britain, Fichera, Graffi and Grioli from Italy, Kirchgéssner and Kroner
from Germany, i.e. West Germany. And of course all the Polish tycoons of science
were there. Krzysztof Wilmanski and myself were in the junior crowd, along with
Robin Knops, Costas Dafermos, Carlo Cercignani and many others. Little did we
think at the time that we should in the future become officers of the Society; and yet
that happened: Between the years 2000 and 2004 Krzysztof and [ were president and
secretary of ISIMM.

On the last day of the meeting, a Saturday morning, a decrepit Russian-built
bus was to carry the participants back to Warsaw airport. However, the technological
decline of the East was already far advanced and so the bus wouldn’t start; an essential
part of the ignition system was broken. Henryk Zorski, Krzysztof Wilmanski and
I myself were watching when the driver gave up his efforts and announced a 3-h
delay, because he had to send to Kattowitz for a spare part. Naively I asked Zorski
whether he thought that the needed part would be available in Kattowitz. “Oh, no”,
said Henryk, always the cynic, “nowhere in Poland but there will be a spare bus.”

I'myself was spared the bus ride, because Krzysztof offered to take me in his BMW.
Looking back I now realize that the long ride in close companionship was to soften
me up, so that I should support Krzysztof’s application for a Humboldt scholarship
which he was preparing. Really that effort on his part was quite unneccessary. I would
have supported that application anyhow, after all: One member of the Johns Hopkins
gang and the other. But the trip as such was not uneventful. Indeed, the pot holes
of Southern Poland yanked a shock absorber clean out of the body of the BMW.
There was a tremendous noise in the back and when we reached Krakow it became
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imperative to find a workshop—at noon on a Saturday in a socialist economy! I
considered that hopeless. However, Krzysztof was unfazed and thus he proved not
only a keen scientist but also an ingenious organizer of an everyday calamity. He
developed a train of thought by which the dairies of the town of necessity are on
a 24h schedule, —including Saturdays—, that they need lorries for the collection
and distribution of milk and that the lorries, given their state of repair, need a dairy-
owned workshop for repairs. So, we inquired about dairies, found the appertaining
workshop and there was a young mechanic who welded the shock absorber back into
the place where it belonged.

Time had been lost, though, and so Krzysztof regretted that he could not show
me the tomb of Marshall Pilsudski whom he admired very much for having chased
out the Russians from some small eastern part of Poland in 1918, or so, and for a
short while. Krzysztof was a fervent Polish patriot and remained that throughout
his life, even after—much later—he became a German citizen. In fact sometimes
he surprised me with his Polish view of events in German history. Actually, if the
truth were known there seem to be few events in the histories of the two countries
which are viewed in the same light from the two sides of the Polish-German border;
excepting only, of course, Russian attempts for domination.

Anyway, the application for the Humboldt scholarship was successful and so,
early in 1979, Krzysztof showed up in Paderborn. This started a year of intensive
and successful collaboration between the two of us, mostly on shape memory alloys.
And that was before anybody else in continuum mechanics recognized the importance
of these materials for the understanding of large deformations in solids. So, when I
moved to Berlin in that same year, Krzysztof came with me and we continued our
work. For me and, I believe, for Krzysztof as well this was a highly satisfactory
period of joint learning and research, which we would have liked to continue. But
politics intervened, cold war politics.

As some of you may know, the Humboldt foundation gives stipends for no more
than 1 year. But, upon application this period can be extended for up to another year.
So, naturally Krzysztof and I applied and we got the extension. But cold war tactics
was against us. Krzysztof was in trouble with the Polish authorities when he applied
for keeping his passport. At that time the official communist doctrine about Germany,
dictated by the Russians, was that there were three Germanies: West Germany, DDR
and Westberlin. So Krzysztof in joining me in Berlin had violated the rules laid down
in his passport which allowed him to visit West Germany only. He had to be punished
and he was not allowed to stay on in Berlin. Friends back in Paderborn offered him
an office but, although they meant well, they worked on different subjects. So our
collaboration suffered; all of this was in the days before e-mail which might have
helped us a lot.

And so began Krzysztof’s veritable scientific odyssey in Germany and between
Germany and Poland: Paderborn, Berlin, Warsaw, Berlin, Hamburg, Berlin, Essen.
This odyssey lasted 14 years instead of the requisite ten. During his Warsaw period
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the two of us organized a Euromech conference on shape memory in Jabtonna near
Warsaw. In Hamburg Krzysztof became an expert on plasticity, in Essen he developed
an improved theory of porous and granular media and in the end in Berlin, at the
Weierstrass Institute, he concentrated his research efforts on wave propagation in
soils, in close collaboration with civil engineers: Wet soils for off-shore wind turbines
and dry soils for tunneling.

A high pointin his itinerant life, perhaps, was Krzysztof’s invitation to a year’s stay
at the Wissenschaftskolleg Berlin. That august institution—the Institute of Advanced
Studies—had heretofore never invited natural scientists—it thrives on political and
social “sciences”. However, in 1984 I got the unexpected possibility to invite two per-
sons from the natural sciences and they were Ronald Rivlin and Krzysztof Wilmanski.
The three of us spent at least 1 day a week together in intensive discussion.

This was the time when a disaster concerning the stability of rheological fluids had
overwhelmed Rational Thermodynamics, the theory of Coleman and Noll: According
to that theory the free energy should have a maximum in equilibrium when everybody
in thermodynamics knew for a century that it has to have a minimum. Rivlin was
overjoyed, because he disliked Coleman and Noll for their close association with
Truesdell. I myself did not care much, since I worked on Extended Thermodynamics
which was untouched by the disaster. And Krzysztof suggested that we look into the
problem and perhaps understand its reason. So we studied the papers by Dunn and
Fosdick and by Joseph on fluids of nth grade and we came to the conclusion that it
is not legitimate to approximate the constitutive functional of the history of some
field by a few time derivatives of the field at the present time. The procedure leads to
instability. Rivlin did not appreciate the result since it cast doubt on the usefulness of
the Rivlin-Ericksen tensors, with which he was strongly associated. And Fosdick—
when asked—was also unenthusiastic, because he maintained that stability would
miraculously reappear far from equilibrium; a clear case of wishful thinking. So
Krzysztof and I were frustrated; we did write a paper and published it in Rheologica
Acta to show that the free energy indeed has a minimum in equilibrium as it should
be. And there was some interest, —at least we received a lot of reprint requests. But
the paper did not really catch on. And, if the truth were known, our arguments lacked
the systematic clarity necessary to be convincing. Indeed the problem of a proper
thermodynamic theory of non-Newtonian fluids remains unsolved to this day.

Years later, when Roger Fosdick celebrated his 60th birthday, Krzysztof and I
addressed the problem again from the point of view of the kinetic theory of rheological
fluids. Somewhat maliciously we offered that study for Roger’s Festschrift. But then
it turned out that neither of us could attend the anniversary meeting and so our paper
remained unpublished except as a preprint report of the Weierstrass Institute.

So let me pull our main conclusion out of oblivion in this present eulogy for
Krzysztof: Considering a solution of Hookean dumbells—a standard model of
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rheology—we derived a differential equation between the deviatoric stress and the
deviatoric velocity gradient, viz.!

1¢6 ny1¢ 8\ ou,
=22 = (14 2222 ) e |
( +2mt) ra "0( T onzne) ox,. 0

A is the elastic constant of the dumbell spring. ¢ is the Stokes friction coefficient of
a dumbell mass in the solvent and 7; is the viscosity of the solvent. 1 is defined as
Ny + %nkT% with n as the number density of dumbells. The equation is known as the
Giesekus equation in rheology, but our derivation was marginally more systematic
than Giesekus’s so that there was a tiny little bit of originality.

All the coefficients are positive so that in regard to stability the equation is fine:
If the velocity gradient vanishes, the stress will exponentially approach zero and if
the stress vanishes, the velocity gradient relaxes to zero.

So far so good. The argument, —based on reliable molecular considerations—,
shows us what the constitutive relation between the stress and the velocity gradient
should look like in a rheological fluid. And this does not have the form assumed by
Rational thermodynamics. Indeed, in Rational Thermodynamics the stress should be
alone on the left-hand-side and it should be given by the velocity gradient and its
time derivatives. Such a form may be obtained by shifting the operator 1 + %%;—l
from the numerator on the left-hand-side to the denominator of the right-hand-side

and then approximating it—rather daringly—as follows
1¢4
S 2)

In this manner we obtain

tie oo (14 (T 1) 122 dus 3)
<ij> ~ 1o o 28t 3xj>.

Now, however, this equation leads to instability. Indeed, if the stress vanishes, the
velocity gradient grows exponentially (!) which makes no sense. Thus Krzysztof
and I showed in our paper where the instability comes from and how it should be
avoided. The fallacy lies in the daring approximation which is inherent in the a priori
assumption that the stress should be determined by the velocity gradient and its rate
of change.

IThe complicated time derivatives are Oldroyt derivatives. But for the present brief review we may
consider it as just an ordinary time derivative.
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Later, —due to the demands of subsequent jobs—Krzysztof left that interesting
field and turned to more practical tasks, primarily in wave propagation in porous
media as mentioned before. The primary objective was diagnostic, viz. the diagnosis
of hidden irregularities in soils. For this work he finally found a secure and stimulating
environment in the Weierstrass Institute in Berlin, where he spent the 10 years before
his retirement in 2005.
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But that was by no means the end of his scientific career. Krzysztof’s passion for
science and academia did not allow him to stay idle. So he accepted an appointment
at the newly founded University of Zielona Goéra in Poland where he spent the last
years of his life in scientific research, teaching and administration. The faculty in
Zielona Géra was lucky to have him, a man of vast experience gathered in many
countries in a lifetime devoted to science.

At the end—still working and publishing and full of enthusiasm and energy—he
had to succumb to the perfidious sudden attack of the disease that threatens all of us.

I have mourned him, and I am sure we all did, those of us who knew him.

Berlin, 05.05.2015 Ingo Miiller
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Virtual Power and Pseudobalance
Equations for Generalized Continua

Gianpietro Del Piero

Abstract In this paper the balance equations of linear and angular momentum are
deduced from some regularity properties of the system of contact actions and from the
law of action and reaction. This approach provides a simple and unifying formulation
of the theories of non polar and polar continua. It also allows for a direct deduction
of the classical plate and beam theories as special Cosserat continua, obtained by
dimensional reduction induced by appropriate geometrical constraints.

Deduction of Balance Equations

1. The traditional, generally accepted approach to Continuum Mechanics is based

on Euler’s balance laws of linear and angular momentum. During the second half
of the past century, this approach was revisited a number of times. In 1963, W.
Noll showed that the Euler laws are in fact a consequence of the postulate of the
indifference of power [12]. Later, Gurtin and Martins [9] and §i1hav3’/ [14, 15]
came to the conclusion that the same laws, until then regarded as balance equations
between distance and contact actions, are in fact regularity assumptions on the
system of the contact actions alone.
This conclusion also originated from an idea of Noll. In [13] he showed that, if a
system of contact actions is skew-symmetric,' it is also additive on the boundaries
of disjoint sets.” If this is the case, the contact action over the boundary of a part
IT of the body, which may also be seen as a volume action,

I'This assumption corresponds to Newton’s law of action and reaction.

2That is, if IT and [T’ are disjoint sets with a portion S of boundary in common and if Q(S) =
—Q(—S) is the contact action interchanged across S, the contact action on d(IT U IT') is the sum
of the contact actions on 317 and on 911’
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F(I) = —0(@1), (D

is additive on disjoint sets.’ In the presence of sufficient regularity, a surface
density s can be associated with Q and a volume density b’ can be associated
with F, and the preceding equation can be given the form

/b*(x) dv = —/ s(x, d1T) dA. (2)
I7 olIT

A system of contact actions which admits both surface and volume densities is
called a Cauchy flux, and Eq. (2) is called a pseudobalance equation. The reason
for the name is that, though it looks like a balance equation, this is not a balance
equation, but only an identity between two different representations of the same
contact action.
The pseudobalance equation is all what is needed to prove the dependence of
s(x, 8I7) on the normal n to 317 at x,* and the linearity of this dependence.5 That
is, to prove that there is a linear transformation on the vectors, the Cauchy stress
tensor T, such that

s = Thn. 3)

Thus, rather than a consequence of the balance of linear momentum, the exis-
tence of the Cauchy tensor is a property enjoyed by all sufficiently regular skew-
symmetric systems of contact actions. This reduces the importance of the role
played by the Euler balance laws, which are usually considered as a fundamental
postulate of mechanics. Indeed, to define a classical continuum it becomes con-
venient to take as primitive the concept of external power, which is an integral
involving the inner products of the external actions of contact s and at distance b
by a field v of virtual velocities®

Pexl(nav)z/b'\/dv—'-/ s-vdA. (4)
7 oIl

In particular, a rigid virtual velocity field is a vector field of the form

v(ix) =a+ o X x, (5)

3The minus sign on the right is just matter of convenience.

“The dependence of s on the normal was conjectured by Cauchy, and was currently called the
Cauchy postulate. Only in 1959 Noll proved that this conjecture is true, under the assumption that
the internal actions have a local character [11]. Since then, the Cauchy postulate has become the
Noll theorem.

SThis is the tetrahedron theorem of Cauchy.

6 Alternatively, one can take as primitives the concept of virtual velocity and the existence of two
types of actions, distance and contact.
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with a and @ arbitrary constant vector fields. Assuming the indifference of power
under rigid virtual velocity fields,

P (I1,a) =0, Py, x x) =0, (6)

the balance laws of Euler

/de+/ sdA =0, /xxde+/ x xsdA =0, @)
n ar n ar

easily follow. With the aid of the relation (3) and of the divergence theorem,
the surface integral in (4) can be transformed into a volume integral, called the
internal power

P (IT,v) = / ((b+divT)-v+T - Vv)dv. (8)
7

The indifference conditions (6) applied to this integral yield the local forms of
the balance equations
divl +b=0, T=T1". 9)

Equating the two expressions (4), (8) of the power, the equation of virtual power
Py (IT,v) = Py (11, v) (10)

is obtained. This is not an equation between two different powers, as it is frequently
asserted,” but only an identity between two different expressions of the same
power.

Substituting the local forms (9) into the internal power (8), a reduced form for
the power is obtained

P,.q (11, v):/ T -VyvSdv. (11)
I7

This reduced form characterizes 7 as the unique active internal action present
in a classical continuum, and Vv as the corresponding generalized deformation
velocity.

2. The framework introduced above is easily extended to the generalized continua. A
generalized continuum is a continuum whose description involves a finite array
{€%} of primary variables (state variables), which can be scalar, vectorial, or
tensorial. Coupled with dual variables 8%, 0 of the same tensorial nature (bulk
and surface external actions), they determine the external power®

7In fact, on this assumption is based of the “method of virtual power” developed by Germain [7, 8]
and others.

8Here and in the following, repeated indices are summed.
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Pou (I, v, V“)=/(b~v+ﬂ“~v")dv+/ (5 vto® vy dA,  (12)
I7 a7

in which the v* are the virtual velocities of the state variables. If the contact
actions o are Cauchy fluxes, each of them has its own pseudobalance equation

/ o%(x,dIT) dA = —/ B (x) dv, (13)
aI7 2

and from it, with the aid of Noll’s and Cauchy’s theorems, follows the existence
of a linear transformation X'¢ such that

oc% = X%. (14)

The divergence theorem then allows the passage from the external to the internal
power

Pint(IT, v, V%) =/ (b+divT) - v+T - Vv+ (B +divZ) 0¥ + 2. V1) dV,
17
(15)

from which the balance equations are deduced imposing the indifference to rigid
virtual velocity fields. But, unlike in classical continua, the rigid virtual velocities
are not uniquely defined, since their definition depends on the physical nature
of the state variables. In what follows, we consider two classes of generalized
continua, polar and non-polar, with different definitions of rigid virtual velocities.
In a non-polar continuum, the state variables describe rearrangements of matter
at the microscopic level. A rigid virtual velocity involves no rearrangements, that
is, the corresponding virtual velocities v* are zero. Therefore, the indifference
conditions are

P...(I1,a,0) =0, P11, Wx,0) =0, (16)

where W is the skew-symmetric tensor associated with the rotation vector @,
defined by the relation
Wa=o xa, (17

for all vectors a. In a polar continuum, the state variables introduce further degrees
of freedom for the deformation. Then a rigid rotation is a simultaneous rotation of
the macroscopic deformation and of the state variable. In the case of tensorial vari-
ables,” the virtual velocities v are tensor fields, and the appropriate indifference
conditions are

Pext(nva’O)ZOv P...(I1, Wx, W)ZO (18)

9This case includes the micromorphic continua [6] and, in particular, the micropolar continua, also
called Cosserat continua.
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Thus, the polar and non-polar continua have the same translational indifference
condition, but different rotational indifference conditions.

3. An example of a non-polar continuum is met in the theory of gradient plasticity.
This theory is based on the Kroner-Lee decomposition

Vf=FF?, (19)

according to which the macroscopic deformation gradient V f is supposed to be
the composition of a microscopic rearrangement F'7 and of the local deformation
F¢ necessary to restore the macroscopic deformation V f. This decomposition
defines a generalized continuum described by a single state variable, the tensor
F?. For it, the relation (14) has the form

S = Tn, (20)

where the second-order tensor S is the contact action associated with F7 and
the third-order tensor T is the corresponding internal action. Denoting by L” the
virtual velocity of F7, the external and internal powers take the form

Pm(H,v,L”)z/(b-v+B'L”)dV+/ (s-v+S-LP) dA,
n ar

P (IT, v, LP) = / ((b+divT) - v+ T - Vv
7

+(B +divT) - L? + T - VL?) dV. (1)

The indifference conditions (16) yield the same restrictions (9) of the classical
continuum, and therefore the reduced form of the internal power is

Proq(IT, v, LP) = / (T-Vv¥ 4+ (B+divT)-L? +T-VLF)dV. (22)
I1

In plasticity it assumed that the Cauchy stress T is a function of the elastic part
F¢ of the decomposition (19). From this decomposition follows the relation

Vy=L¢+L" (23)

between the corresponding virtual velocities. Thus, the reduced power takes the
form

Proa(IT, v, L?) = / (T-D°+ TP LP +T-VL)dV, (24)
I

where D¢ is the symmetric part of L¢ and T? is the plastic stress

TP =T + B +divT. (25)
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The last equation and the balance equation (9); are the differential equations of
the equilibrium problem of gradient plasticity.!® The formulation of the prob-
lem is completed by a set of constitutive equations between the internal actions
T, T?, T and the corresponding generalized deformations, and by appropriate
boundary conditions.

. In a polar continuum, quite frequently the state variables are supposed to be

vectorial, and in this case they are called the directors. The number of the directors
depends on the nature of the continuum. For example, the liquid crystals have
just one director, in crystal plasticity the number of the directors coincides with
the number of the slip planes, and a micromorphic continuuum is characterized
by a triple of linearly independent directors. Just as the macroscopic deformation
of the body is described locally by the deformation gradient V f, the microscopic
deformation of a micromorphic continuuum is described by a second-order tensor
F™, the microscopic deformation gradient. Thus, at each point of the continuum
the microdeformation has the same geometric structure of the macrodeformation
undergone by the whole body.!!
In the microdeformation, the directors d“ are mapped into the vectors F"d“.
Denoting by

v = L"d* (26)

the corresponding virtual velocity, substituting into (12), and setting
B=pB"®d*, S=0"®d", 27

the external and internal powers (21) are re-obtained, with L™ in place of L”.
With the indifference conditions (18), the balance laws are

divI +b=0, T+T"=({T+T™", T"=B+divT. (28)

That is, the symmetry of the Cauchy stress 7' required by the balance laws (9) of
the non-polar continua is now replaced by the symmetry of the tensor 7 + 7.
As a consequence, in the integrand function of (21), one has

T-Vv+B+dvT) - L" =75 . v+ 7W . wyW . pm
=75 .S W g W ppm o pm 7S g S opmpm
(29)

10We emphasize that (25) is a consequence of the pseudobalance equation (13) and not a new
balance equation. In the literature, it is named balance of micromomentum, microforce balance,
equilibrium equation for the macrostress tensor, and is presented, at least tacitly, as a new axiom
of mechanics.

"Ericksen and Truesdell [5], Mindlin [10] and Eringen [6].
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where
Ln=rm—wyWw (30)

is the virtual velocity of the directors with respect to the body already deformed
by the macroscopic deformation. The reduced power then takes the form

P.oq(IT,v, L™) =/ (75 -VvS+ 1" . L" +T-VL™)dV. 31
I7

For a micromorphic continuum, the differential equations of the equilibrium prob-
lem are (9); and (28)3, and the constitutive equations are relations between the
internal actions 75, 7™, T and the generalized deformations vvS, L™ VL™. The
Cauchy stress is not symmetric, and its skew-symmetric part 7" does not appear
in the expression of the power. It plays the role of a reaction, determined by the
relation (28),, TV = —T7"W,

5. ?In amicromorphic continuum, the deformation of the directors may be subject to
geometrical constraints. For example, the micropolar continua are micromorphic
continua for which the only deformation allowed to the orthonormal triple of
directors is a rigid rotation, variable from point to point. Thus, if R”U™ is the
polar decomposition of F”, the constraint acting on a micropolar continuum is

F" =R", U™ =1. (32)

In this case the virtual velocity L™ reduces to its skew-symmetric part W™, and
in the external power we have

B-L"=B" W'=c.0w, S-L"=8S"V-W'=m-w, (33)
with w, ¢/2 and m /2 the vectors associated with W™, BV and §% by the relation

a7)

1 1
W"a =w X a, Bwazzcxa, Swazimxa. (34)

The external power then takes the form

Pexl‘(ns v, CL)) = /

(b'v+c-w)dV+/ (s~v—|—m-a))dA, 35)
mn

oIl

with o the vectorial measure of the virtual rotation of the directors, and ¢ and
m the volume couple and the surface couple. If s and m are Cauchy fluxes, they
have the representations

12For reasons of brevity, from here on most of the statements are given without comments and
proofs. More detailed treatments can be found in the paper [2] and in the forthcoming lecture notes
[4]. For plate and beam theories, see [3].
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s = Thn, m= Mn, (36)

with T' the Cauchy stress and M the couple stress tensor. With the aid of the
divergence theorem one obtains the internal power

Pine (I, v, ) = / ((b+divT) - v+T - Vv+(c+divM) - o+ M - Vo) dV.

n
(37)
The indifference conditions now give

divT +b =0, divM +c+2t =0, (38)

with ¢ the vector associated with the skew-symmetric part of 7'. Substitution into
Eq.(37) yields the reduced form

Prea (1, v,w):/ (T%-vvS =2t -9+ M- Vo) dV, (39)
7

where

1
0=w- Ecurl v (40)

is the vector measure of the relative rotation W — Vv" . The equilibrium problem
now consists of the differential equations (38), of constitutive equations relating
the internal actions 75, t and M with the generalized deformations Vv5, ¢ and
Vw, and of a set of boundary conditions.

The constrained Cosserat continua are obtained by imposing the supplementary

COIlStraint 1
[ 1 s 41
w = 2 curl v ( )

which requires that the relative rotation ¢ be zero.'? For such continua the indif-
ference conditions still have the form (38), and the reduced power is

1
PrealIT, v) = / (15 - vvs + 5M - Veurl v) dV. (42)
I1

Here, T3 and M are the only active internal actions. The rotation  formally dis-
appears from the list of the geometric variables, though its effects are still present
in the product M - Vcurl v.'* As a consequence, 7 is not anymore an active internal
action, and therefore it is not anymore determined by a constitutive equation. In

13This constraint corresponds to the Cauchy-Born hypothesis, according to which the directors
follow the macroscopic deformation.

14The presence of a microstructure which does not appear explicitly in the expression of the power
characterizes this continuum as a continuum with latent microstructure [1].
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the equilibrium problem, ¢ is eliminated from the differential equations (38) with
the aid of the identity
divT" = —curl ¢, (43)

thanks to which the two equations merge in the single, higher-order equation
1
divT®s + Ecurl (divM +c¢)+b =0. (44)

Of course, the boundary conditions must be re-formulated accordingly.

6. Other geometrical constraints lead to dimensional reduction, providing thereby
the classical theories of plates and beams, viewed as two- and one-dimensional
Cosserat continua. Assume that the body in its reference configuration has a cylin-
drical shape, and let {e, ¢*} be an orthonormal triple of vectors, with e directed
as the axis of the cylinder. The constraint

V(x) =V3(x1,x2)e, w(x) =a)a(x1,x2)e°‘, o€ {]a 2}3 (45)
allows for a virtual velocity v parallel to e and for a virtual rotation w about an

axis orthogonal to e. It also requires that both v and w be constant in the direction
e. Under these constraints, the external power (35) reduces to

Pori(I' v, ) = / (byvs + cawa) dA + / (5373 + mawy) A6, (46)
r or

where the volume element 7 is replaced by its perpendicular projection I” in the
direction e, and d/ is the line element on the boundary line 01".

In the relations (36), by effect of the constraints, the stress tensor 7;; degenerates
into the vector of the internal shearing forces Q,, and the couple-stress tensor
M;; degenerates into the 2 x 2 tensor of the internal moments Mg

§3 = Qctnou my = Motﬂnﬂ- (47)
Then the internal power becomes
Pini (I, v3, wg) = / ((q + Qua)vi+ QuVie
r
+(Ca + Maﬂ.ﬂ)wa + Maﬂwa.ﬂ) dA, (48)

with the component b5 of the body force now viewed as a transverse load g. The
indifference conditions (18) provide the balance equations

Qot,ot +qg= 0, Mozﬁ,ﬂ + Co + €ap Qﬁ =0, (49)
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which, in turn, lead to the reduced power
Prea(I', v, 0) = /F(Qa% + Mupwa,p) dA, (50)
where
Qo = V3,4 + €apip (51)

are the rotations of the directors relative to the deformed surface I". Thus, the
active internal actions are Q, and M,g, and ¢, and w, g are the correspond-
ing generalized deformations. The equations (49) are the equilibrium equations
of the Reissner-Mindlin plate theory. Here, this theory has been deduced from
that of the three-dimensional micropolar continuum, simply by imposing the
constraint (45).
Moreover, the Kirchhoff-Love plate theory is obtained by imposing the additional
constraint

$a = 0. (52)

Indeed, with this constraint, in the reduced power (50) the first term cancels, and
wyq, g 1s replaced by ey, v3 6. Introducing the modified moment tensor

M:ﬁ = eyonot,Bv (53)

which is the one currently used in the constrained plate theory, the reduced power
takes the form

P,ed(l", V) = —/ M:ﬁv&yﬁ dA. (54)
r

The active internal forces are reduced to the tensor M;“ﬂ, and the associated
generalized deformation is the curvature tensor —vs ,g. As a consequence, the
vector O, must be eliminated from the balance equations (49). This gives rise to
the unique, higher order equation

M;fkﬂyyﬁ + C;y +q =0, GR)

where ¢}, = ey is the modified external couple. This is the equilibrium equa-
tion of the Kirchhoff-Love plate theory.

In a quite similar way, it can be shown that the constraints
v(x) =v(x3), wx)=ow(x3) (56)
provide the Timoshenko beam theory, and that the additional constraint

Wy = —eupV/p (57)
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leads to the Euler-Bernoulli beam theory. For a detailed treatment, the interested
reader is addressed to the paper [3].
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Hypocontinua

Gianfranco Capriz and Pasquale Giovine

Abstract Earlier proposals for a theory of continuous bodies for which the tacit
axiom of enduring permanence of material elements fails to apply (continua called
appropriately ephemeral) are briefly reviewed and, in some detail, corrected. The
consequent derivation of a simpler class echoing that of hypoelastic bodies introduced
by Truesdell is preened and put on surer footing for possible progress.

1 Preamble

We pursue here the same topics of a paper with selfsame title [6], but the emphasis
is on some critical issues within the theory of ephemeral continua [5, 8] (issues of
relevance for the derivation of balance equations here) and on consequences of the
latter on energy balances. For the reader who did not chance on those earlier papers
meant to pacify some acid controversies [11, 12, 14, 24, 25] their essential traits are
briefly recalled below.

The term ‘ephemeral continua’ was proposed by one of us to designate sparsely
granular or molecular bodies (such as are gases) for which, when they are modelled as
continua, the tacit axiom of permanence of material elements fails to apply. Of course,
the scales involved in the two instances, referred to above, are hugely different;
nevertheless, the same mathematical structures are convenient in the analysis of
some issues when dealing with either. Consequently we happen to use some words
(for instance, the term molecule) ambiguously. Then, more fields are needed to report
events, as occurs when dealing with non-simple bodies; the peculiarity here is the
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involvement of a symmetric non-negative definite tensor, the Reynolds’ tensor, which
could be interpreted as a density of rebounds due to molecular collisions.

Hypocontinua are a very special class of ephemera, for which the evolution equa-
tions have formal analogy with those of Truesdell’s hypoelastic media (to which one
chapter is dedicated in each of two treatises of the Encyclopedia of Physics, volumes
III/1 and II1/3 [22, 23]), hence the name. True, the sources of the two proposals
may seem to be foreign rather than akin, as we remark more clearly in the following
Sect. 3. Hypocontinua may even seem to imply a repudiation of the main inducement
for the introduction of ephemerality, as a decisive constraint seems to restore oblig-
ations ensuing from the tacit axiom, in the standard theory, of perpetuity of material
elements, an axiom refuted at the outset in that introduction. However, the collateral
structure implied by the Reynolds’ tensor is safeguarded, so that, in the end, links
are found to be stricter than expected.

We start by recalling the essential introductory moves one takes when staging
ephemerality. Actually this preamble contains also, by the way, a number of clarifying
remarks for a better understanding of some details of the proposal; so its length
exceeds that required by a bare summary.

The space where bodies are modeled coarsely is still the three-dimensional Euclid-
ean space & of places x; the coarse image of a body at an instant t is still a fit region
A, in & [19]. But, when aspiring to a more circumstantial local view, one imagines
the whole physical space split into minute cubic boxes ¢, briefly called loculi, of edge
8 (conventionally as in molecular dynamics) and asserts to be able to explore with
an appropriate enlarging device the matter in each box. The partition is irrelevant at
the coarse scale; fading sight narrows each loculus to a pinpoint so that any ¢ can be
designated by the image x in & of the latter: c¢(x). The imagined magnification of any
¢ must be, in principle, so great as to trace granules or even molecules in it. At the
same time 6 must be large enough for the loculus to contain a sufficiently populous
cluster of molecules: meaning and avail must be ensured for statistical estimates
beyond averages; in fact, the cluster in each box and at each instant 7, is declared to
form a grand canonical ensemble.

A heavy restriction is accepted here: molecules are, under all magnifications,
modeled as points, not otherwise marked but for their instantaneous placement within
each c(x) and for the velocity of each. That restriction, unfortunately but for initial
simplicity, excludes the use of the model for important physical objects such as
mixtures, even only binary when they must be separated into two different clusters.

The coarse view of events is modeled within & and is narrated via the geometric
and analytical tools adopted in the standard theory of simple continua. Loculi do not
find leeway within &’; each one is asserted to expand within its own local euclidean
space &y, occupying there the cubic box of edge §. Any sub-place in ¢(x) is identified
by a vector y issued from the center of mass of the cluster, center mirrored by x
within &

Finally, the context which the model inhabits is the Cartesian product of Euclidean
spaces: & x &,. Of course, one must always have in mind that the whole physical space
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is one, though mathematical convenience leads us to imagine it split into separate
minute fragments placed into distinct spaces. Thus also the viewer of the two scenes
is the same: when independence of the observer is rightly imposed on some quantity,
be it macro or micro or nano, the rotation tensor entering the requirement is unique.

Some delicate issues must still be sorted out. Molecules may exit or enter a loculus
not to disappear into or appear from the exterior of the box within its local space. They
must, somehow, be pictured to enter in or emigrate from boxes placed in adjoining
spaces. To bypass such hurdle, one avoids to pursue cross-boundary paths; rather, one
restricts oneself to measuring rates of trespass, a process which may be performed
remaining within the box.

As we have mentioned already, a sharp view is presumed to allow us to distinguish
sub-places y within ¢(x). We may then imagine further that, by an even sharper view,
we could explore a neighborhood of each y, as one does in standard kinetic theory,
but now at one remove down. That exploration should let us measure the velocities w
of all molecules in each neighborhood and determine their distribution ® (t, x; y, w)
within the vectorial space ¥ of velocities; i.e., the number of molecules per unit
volume @ d7¥, having velocities within the infinitesimal ball (w + dw) around w.

Remark that, as in the kinetic theory but now within the neighborhood of y, we
disregard knowledge of the sub-place of each molecule, but keep note of its velocity
w, to decide finally about the frequency ©.

Actually, reference to © is mainly of introductory value here and would only
be relevant to establish eventually later possible links with thermodynamics via an
adapted Boltzmann equation. Here, one needs only refer to number density 0 at y:

0(r,x;y)=/ O, x; y,w)ydvV (D)
v

and to the average velocity w, aty

wi (T, Xx;y) = 9_1/ wO(t,x;y,w)dV; 2)
v

we may assume that our exploration around y has given us them directly.
Thus, in particular, the numerosity w(t, x) of all molecules in ¢(x) at time T would
be

w(t, x) :/ 0(t,x;y)dvol 3)
c(x)

and we are led to the first step in the invention of a continuum to be associated with
the molecular (or the minutely and sparsely granular) cluster of specks, each of mass
. The continuum would have a density

(1, %) = u8 > w(t, x). 4)
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For the same time and place, the obvious choice for a gross velocity v is the filtered
velocity:

v(t, x) :8_3/ wydvol. ®))
c(x)

Such artificially created fields were called aeolian, i.e. of the wind produced by
the molecular flow, because they could, eventually, be read experimentally by an
appropriate anemometer.

The support of the field v(z, x) belongs to the four dimensional space-time 7 x &
(T the axis of time), say, and it is a cylinder with %, an instantaneous cross-section
at time 7, within the interval of interest, say [0, T]. For any x € %;, we can feign
a streak line x = x(t, X) within the cylinder by integration backwards (i.e., by a
retrogression similar to one described in Chap. 3 (iv) of [10], but here in space-time)
from t = 7 to T = O of the differential equation

0x(t,X)
ot

=v(t, %), X(1,X%)=X; (6)

where we have used the sign of partial derivation (although x has only the rdle of a
parameter here) to avoid confusion with later total derivatives.

Thus we have achieved the description of a gross motion of a “fictitious’ continuous
body, non material but based nevertheless on the collective properties of the motion
of the molecules. It is not preposterous to assume that the field v be so smooth as to
lead to smooth streak lines and to a one-to-one, also smooth, correspondence between
the present place x(t) along one of those lines and the initial place x, = x(0, X) on it.
Finally, we have created the premises for the adoption of the axiom of permanence
(here of “fictitious’ rather than ‘material’ elements) quoted in the beginning paragraph
of this section. Hence, we are allowed (within obvious provisos) to import concepts
and results from the standard theory; such as the placement gradient F":

a ’
F(z,x) = 0% @)
d0x,
(where, from now on, x(t, x,) := x(t, X(0, X))) and the equation valid for it
. oF oF
F(t,x).=—+(— |)v=LF, ()
ot ox
where
L= v )
T oox’

and the superimposed dot signifies total time derivation along the streak-lines.
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The availability of the field of filtered velocities v allows us to introduce the
peculiar velocities c, of agitation within each loculus

(T, x;y) :=we(T,x;y) — (T, X). (10)

It has the disadvantage of being observer dependent: for two observers rotating one
with reference to the other at a rotational velocity g, the peculiar velocities would
differ by (eq)y (e being the third order Ricci’s tensor). True, here |y| is extremely
small, being of an order just above that of molecular distances; thus, |g| should be
extremely large to cause trouble. Biscari and Cercignani have studied the apparent
effect of observer rotation on Fourier law of heat flow [2].

Nevertheless, we strive here to avoid the blight. Success is assured because, con-
trary to the restricted presumptions in the kinetic theory, we are supposed here to
know, by (1), the number density 0 at any sub-place y in each loculus. Therefore we
can calculate:

(i) the instantaneous Euler’s inertia tensor for unit mass Y for all molecules in ¢(x):
Y(r,x) = w_l/ 0y ® ydvol, (11
c(x)

(ii) the instantaneous tensor moment of momentum for unit mass K again for all
molecules in ¢(x):

K(t,x) = a)_l/ 0y ® cydvol. (12)
c(x)

We have already chosen to issue the vectors y from the center of mass of molecules
in ¢(x) and their total momentum per unit mass is simply wv so that:

/Gydvolzo, / Ocydvol = 0. (13)
c(x) c(x)

Now, with an effort of fantasy, let us imagine a fictitious element of a continuum,
not strictly material but nonetheless characterized by the concrete behavior of local
molecules. An element which: (i) occupies, at time 7, the place x; (ii) has density
p as per (4); (iii) translates with velocity v(t, x); (iv) moves along the streak-lines
obtained via integration of (6); (v) has a distribution of mass leading to a tensor
moment of inertia Y (7, x) with positive determinant; (vi) suffers a rate of change
of that distribution conditioned by a tensor moment of momentum per unit mass
K(z,x).

In our analysis we do not ask finally for information deeper than the one deriving
from the list above, except for a last quantity summarizing consequences of local agi-
tation. That agitation apart, the local motion of molecules are intended as described,
at a middle scale, by a distortion of affine type at a rate B (a kinetic tensor) as familiar
from the theory of pseudo-rigid bodies [10], a rate which links Y and K:
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K =YBT (14)

(a superimposed 7 meaning transposed).
As Y is supposed to be invertible, B(t, x) becomes also available. Then one may
split w, into three addenda by the introduction of a new peculiar velocity c:

c(t,x;y) = wy(t,x;y) — v(t,x) — [B(T, X)]y, (15)

which, contrary to c,, is observer independent.
At first, we do not pursue a detailed knowledge of the fields c; but, rather, as
announced, we introduce a new tensor H based on c:

H(t,x) = a)_l/ 0c® cdvol, (16)
c(x)

which, multiplied by p, leads to Reynolds’ tensor measuring, as declared in [10], ‘the
apparent stress due to change of moment of momentum’; in fact pH has the physical
dimension of a stress (also of an energy density, of course), but, in our opinion and
in accordance with the declaration just mentioned, it is a kinetic quantity gauging a
contribution to the time-rate of change of K. Hence we are led later to suggest for it an
evolution equation to replace, in a sense, one proposed in the theory of hypoelasticity
for the tensor of Cauchy’s stress [21].

Because ¢ may be interpreted as the average relative velocity of the molecules
belonging to the bunch in the immediate neighbourhood of y within c¢(x), it could be
imagined also to be the relative velocity of a fictitious sub-element presently at y.
Consequently, one must account for a sub-local relative momentum and an associated
kinetic energy not yet accounted for at the mesolevel. The adjective ‘relative’ is
there to insist that the value is measured by an observer translating at the rate v and
deforming at the rate B or, rather, by an observer who has already discounted those
kinetic circumstances. So, the instantaneous total relative momentum over c¢(x) and
the associated tensor moment vanish:

/ 6 cdvol =0, / 0y ® cdvol =0. 17
c(x) c(x)

In contrast to (17), the relative kinetic energy tensor per unit mass (16) vanishes
only exceptionally. Our efforts above assure us that such energy, often transmogrified
as of thermal gender, be observer independent.

As our aim, at the moment, is only the simplest continuum model of partly disor-
derly flow, all we need, essentially, from the deeper analysis, is the evaluation of the
so far hidden contribution of the inertia associated with irregular motions inside each
¢(x), inertia which needs to be added to the time-rate of change of K yet to be mea-
sured mesoscopically as mentioned above. To achieve that aim, the variable y under
integral sign in (12), must not be simply taken as the mark of a free place in ¢(x), but,
rather, as the mark of a place occupied instantaneously by a fictitious sub-element,
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hence, as such, subject to time change. Its time-derivative equals the relative velocity
c of the sub-element. The result is that the term to be added is exactly H.

Itis worth to evidence the independence repeatedly quoted in an even more explicit
guise by mimicking, for the affine middle picture, results already recalled, for the
gross view. Precisely, we may seek a double vector G(t, x) having the role which the
placement gradient F has; i.e., by compounding an orthogonal double vector and a
symmetric positive definite tensor (for F, they would be an orthogonal tensor Q, say,
and the square root of the left Cauchy-Green tensor C such that F = C'/2 Q).

The principal axes of ¥ could offer the middle scale ghost reference, the eigenval-
ues could be measure the main changes in length and the orthogonal double vector
R could specify the rotation of axes from an initial frame:

Y = 8°GGT, G=68"Y"R. (18)

The velocities ¢ are measured by an observer sitting on a frame moving as specified
by R; hence unrelated with other observers moving or otherwise.

A final remark should have been inserted even earlier, really: the analogy with
well-known gross results is so strict than an equivalent form of (8),i.e. L = FF~!, is
mirrored at the middle scale by a direct relationship between B and G; but for detail
we refer to [3] and remarks within the next section.

2 Balances

We continue our digest of essential traits of earlier essays, adding some clarifying
remarks. The proposed model is an apparently standard continuum with additional
or alternative entities: (i) streak lines, rather than trajectories of material elements;
(ii) aeolian, or wind, velocity v, tracing those lines; (iii) corresponding displacements
and displacement gradient F, strictly akin to standard but differently significant; (iv)
time-dependent fields of distinct local affine deformation embodied by the field of
the double vector G, in a vague analogy of those required in theories of elastic-
plastic behavior; (v) fields of moment of inertia ¥ and moment of momentum K,
as in many theories of multi-polar or pseudo-rigid bodies; (vi) fields of a kinetic
tensor H, analogous to one representing anisotropic kinetic energy within theories
of granular bodies and in certain theories of turbulent flows; (vii) the field c(z, x; y)
describing a sort of sub-locally averaged agitation of molecules within each loculus.
One point needs to be evidenced: the fields Y and K (leading to consequent fields
B and G) are defined at each instant t through totals over loculi of fixed location and
size. The time-derivatives used to measure inertia must be evaluated following the
contrived aeolian motion. Moreover, the molecules which instantaneously occupy
one loculus tend to invade, in reality, an irregular, ill-defined set which, in approxi-
mation, we take to be obtained from the original loculus by deforming it at the rate B,
with a volume change rate tr B. At the same time, the fictitious wind elements change
shape at the rate L, hence change volume at the rate trL, with an incongruence

o=trL —trB. (19)
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To meet the two challenges one must:

(i) involve tensors of Piola type Y?, K? instead of Y, K; for instance
Y = (detX)G™'YGT, (20)

with ~ . .
X = FG™"', so that (detX) (detX)™' = o (21)

(i1) take over an adapted Oldroyd derivative [20], marked here by a superimposed
little circle:

0 =1 ~yP AT p Y7 P
Y ;= (detX)” ' GY' ' G', where Y' = a7 + (grad,Y" )v. (22)
T
Explicitly
Y=Y —-BY —-YB! +oV. (23)

Such rate could be called retrovected, in contrast to the convected rate used by
Truesdell in [22] (see (99.10)).

To come to the effective time-rate of change of K, the decisive remarks preceding
and following (17), regarding the influence of deep irregular motions inside ¢(x), must
be brought to bear: we must add to K the tensor H. This presence of H, modeling,
as already remarked, deeper effects on the value of inertia, is critical when deriving
corollaries; for instance in a new approach to the theory of a-8 Navier-Stokes fluids
[7]. Because preconditions and aims are different, the addendum is absent in all
theories of continua with affine microstructure; that absence makes those theories
inadequate, in our opinion, to cover aspects of turbulence [13].

There is a crucial difference from formal analogy in the expression of the time-rate
of H. Strictly, as in the reasoning above that led us to add H to the Oldroyd derivative
of K, we should have conceived the velocities ¢ appearing in the definition of H
as the sub-velocities of fictitious sub-elements and, consequently, we should add
terms containing the time-derivatives of c. Arbitrarily we evade the consequences of
these circumstances and thus achieve closure of an otherwise infinite set of fields and
corresponding balances. The problem and its gratuitous evasion is common with the
very successful theory of extended thermodynamics and we recommend to accept
the evasion, pending a check on how plausible appear, nevertheless, corollaries.

A finer point, in the time-derivation of H, which escaped our earlier analysis, must
be brought to bear. The rate of change of the bunch of molecules belonging at an
instant to a loculus influences the rate of change H only in sofar its expanse changes
not its shape. So that rate reduces to

(detX)"'[(detX)H] = H + o H. (24)
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Actually a surprising circumstance is met later when evaluating the density of
kinetic energy rate associated with the motion of our complex body: the terms involv-
ing H in the expression of tensorial moment of inertia contribute exactly the addenda
missing above to complete the full Oldroyd derivative of H:

H=H+0oH— BH — HB", (25)

as we shall see.

There remains the question of which time-derivative is appropriate for the vector
v and the scalar p, also originally defined via totals over loculi, hence affected by
volume changes but not by meso-affine distortion. If we substitute v ®@ v for Y in (23)
and cancel terms containing B, as G is now effective only through its determinant,

the cogent conclusion is that

1
V=v+ 70V (26)

(contrary to ¥ = v+ ov adopted in earlier papers [5, 6] by a forced analogy with the
simplest theory of bodies with variable mass, but wrongly).

The same rule applies to the bivector G, for which, in an indicial notation, only
the first index connects with the aeolian referral:

o . 1
G=G+500. 27

The result is transferred to the affillation between B and the time-rate of G
announced at the end of Sect. 1:

o . 1
B=GG'=GG' + 501, (28)
where [ is the identity tensor.
An important corollary is the identity which is usually named balance of moment
of inertia: )
Y=0 or Y—BY—YB' +06Y =0, (29)

because

. : ] .
¥ = (GGT) = 2sym [(GG + 501~ B) GG } = 0. (30)

Similarly, if we substitu}e pl for Y in (23), cancel again terms containing B, but
substitute (det G) for (det X), we obtain

p=p+puB. €2y

The balance equations require now fundamental decisions on the general math-
ematical structure which is adeguate to express totals and densities of molecular
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compulsions (both internal and at a frontier). The details of such decisions (i.e.,
the expression of constitutive laws for volume densities and stress and compulsive
hyperstresses) are, justly, deferred to later specific studies; the generalities (e.g., the
choice of volume and area densities only and the dependence of the latter on geo-
metric properties of the frontier) will, however, open the ground for, and condition
radically, each successive particular theory.

For momentum, the formal validity of Cauchy’s structural proposal is accepted
here. To an ample extent that proposal was proved right, in the present context, by
Noll in [18], when he was seeking, as we are here, a continuum theory on the basis
of a statistical approach.

An extension of Noll’s analysis to cover, at least largely, the requirements for the
balance of tensor moments was provided in [3].

The balance equation for H is written in formal analogy with the previous two.
But the choice of terms expressing production is delicate and risky. We are groping
here in the no-man’s land near the border between mechanics and thermodynamics
and there hazards abound: there may be the need, disregarded here, to involve energy
distributions directly, not buried within averages and variances.

In conclusion the set of proposed balance equations reads:

e conservation of mass: 5
8—'0 ~+ div (pv) —op = 0; (32)
T

e balance of momentum
ov 1 .
P 37 + (grad v) v + EGV = pb+divT, 33)
T
e balance of moment of momentum
0K T )
P rm + (gradK)v) —BK — KB +0K+H|=pM —A+divm (34)
T

or

dB g
0 |:82GGT (3_ + (gradB)v) + H:| = pM — A + divm; (35)
T
e balance of agitation
oH -
P |:8_ + (gradH)v + 0H1| = pJ — Z +divj. (36)
T

The equation of conservation of moment of inertia (29), sometimes added to the
set, is not listed above because, in our context, it is an identity, as mentioned already.
As we have remarked before (24), there was a misconception in earlier papers
in the choice of the time-rate of H. The strict analogy pursued then with the option
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appropriate for K does not seem to fit physical circumstances and would lead, anyway,
to unacceptable corollaries (for instance when deriving the kinetic energy theorem).
So (36) above must substitute the lame laws earlier proposed (5.7) of [8] and (17) of
[3].

As for the right-hand sides, the meaning of b and T in (33) is the standard one. pM
and the third-order tensor m express, in (34), respectively, bulk and contact external
compulsions, whereas A is intimate bulk self compulsion. Formally, the right hand
side of (34) is identical to one accepted for bodies with affine microstructure and for
multipolar continua [15].

The right hand side of (36) is suggested in analogy of the former right-hand
sides without specific justification, temporarily, with obvious presumptions regard-
ing pJ, Z and third-order tensor j to account, respectively, for external or intimate
bulk compulsions and contact compulsion. However, the suggestion would merit
reservations or, at least, qualifications; perhaps even downright changes with the
involvement of the distribution &.

The sign affecting A and Z is formally irrelevant; it is a conventional choice that
gives them here the stamp of pressures rather than tractions. The choice must be
borne in mind when explicit constitutive laws need be set forth.

It is not straightforward to compare the set of 19 balance equations above with
anyone of the numerous suggestions promoted to bridge the gap existing between
standard continuum mechanics and the dynamics (eventually thermodynamics) of
granular media, including the theories inspired by the kinetic theory of gases. Some
differences are easily discounted: for instance, a number of Authors adopt a so-called
14 moment set where only the trace of H appears and (36) is substituted by its scalar
version.

The main obstacles are found in:

e our separation of macro and meso motions with the consequent crucial role
assigned to the tensor meso moment of momentum;

e the entry of H as an essential ingredient in the associated inertia plus the possible
effects of suffusion;

e our favouring the interpretation of Reynolds’ tensor as a kinetic rather than dynamic
field and our exclusion of temperature in view of its uncertain status in an approach
based fundamentally on densities rather than distributions.

The contrast is obvious with extended thermodynamics (see [17], for instance);
its 20 moment set contains, besides a set of 10 equations mirroring our (32), (33),
(36), constitutive choices apart, an evolution equation for temperature, while the
remaining nine equations are moments, but foreign to K.

Vice versa, the strictest link for (36) is with the so-called Reynolds’ stress equation,
where explicit constitutive rules for Z and j are also displayed. They involve, however,
beyond variance H, also third-order moments (or skewness) which we declared
explicitly to exclude, as to insure full closure. Finally, the entrainment inertia is
ruled by —L, rather than B as in (36), the meso-scopic motions asseverated by us
being ignored.
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In any case some useful notions introduced over the years by many Authors for
the closure problem in turbulence modeling (essential references are in the tract [9]
available on the web) could be borrowed here to specify, more readily, constitutive
casts, in particular for our Z.

Actually the main attention, at first, was addressed in the literature to special
steady incompressible streams and hence to a direct link of H with the gross wind
motion; for instance, Boussinesq already recommended that the deviator of H be
taken proportional to D = symL by a constant eddy (kinematical) viscosity. A
vaguely similar outcome would arise in a skeletal version of (36) canceling some
terms (including J and j) and assuming Z linear in D.

A prompting by Truesdell (see (99.11) of [22]) involving, if brashly interpreted,
a time-rate of H and therefore nearer to our (36), could be construed, in our present
parlance, for the eddy viscosity to be, rather then a constant scalar, a fourth-order
tensor operating on D.

A significant outcome of the set of balance equations is the associated kinetic
energy theorem. But, before we proceed to recall that theorem, we must muse upon
a remark in Sect. 3 of [5] which evidences the fact that the kinetic energy W of the
cluster of molecules in each c(x),

1 1 ~
W=— dvol/ w®w@d”//:—/w®w0d”1/, 37
20 Jew ¥ 20 )y

with 4 = / ® dvol,
c(x)

cannot be determined in terms of filtered variables based on number densities alone:
the distribution ® has a direct role. Besides, the enormous body of results from the
kinetic theory, stemming from the Boltzmann equation, proves, by implication, that
® might be essential also to specify compulsion densities, be they volumetric or
tactile.

Roughly, a parting of the ways occurs: either one restricts ambitions to what a sort
of extended mechanics can offer by widening the range of descriptive parameters (as,
here, where G and H are added) or one faces thermodynamic complexities, where
the account of each local setting involves distribution functions directly not only
through their filtered versions.

We take here the first way out and hence refer to (32)—(36); the consequent reduced
kinetic energy tensor W per unit mass (already mentioned in [5]) is introduced as

follows: |
W=— 6w ® wdvol, (38)

2(,() c(x)

and found to be equal to

~ 1
W:E(v®v+BYBT+H) (39)
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whereas its Oldroyd derivative is equal to

2 1 . 1 = 1
W= 0By H) + 35 BYB) + 350 (v @v+H). (40)

By multiplying both members of (33) on the left by v and taking the symmetric
component of the resulting tensors. Acting with B on both sides of (35) and again
taking the symmetric component. Adding term by term the two results plus (36) mul-
tiplied on each side by 1/2 and integrating the result over any fit region b belonging
to A, the theorem of tensor kinetic energy follows

2 1
/,odeol = / 0 [sym(v ® b+ BM + 5J1| dvol
b b
1
+/ [sym[v ® Tn + m(Bn)] + Ej n] darea 41
b
1
- / [sym(LTT + BA +bm') + EZ} dvol,
b

where n is the unit vector normal to db, the exponent # means minor right transposition
(for a third-order tensor) and b := gradB (see Eq. (11) of [6]).

The usual interpretation applies of the three terms of the right-hand side; external
bodily compulsions, the first; external compulsions across the boundary, the second.
Finally the last term is figured to measure the tensor power of internal compulsions;
its density is then

—sym(LTT 4+ BA +bm' +27'Z). (42)

Now, our mathematical model of events must mirror rigorously the physical fact
that, per se, any kinetic behavior of the frame, on which the observers sit, must have
no influence whatsoever on their evaluation of the power density expressed either by
its tensorial form (42) or, at least, by the trace of (42)

—(L-T+B-AT +b-'m+2"'2). (43)

But their reading of L and B are both changed by the addition of the same skew
tensor as a consequence of a rigid rotation of their frame, a rotation which leaves,
instead, b unscathed. Additional effects may ensue from certain choices of consti-
tutive laws for 7, A, m, Z and j. Vice versa a cute constitutive rule might correct
other unwanted influences. Thus, we must delimit somehow the choices open to the
mathematical modeller of constitutive laws for 7', A, m and Z, specifically regarding
the variables involved in these laws.

For instance, if U(U) and H(H) are fourth-order tensor functions only of the
variables indicated with U := e[(F” gradG)"] a density of dislocations (see Sect.4
of [5]); then both

Z=[UW)U and Z =[H(H)]D (44)
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are acceptable constitutive laws for Z as they are both indifferent to observer motion.
The first was suggested in Sect. 8 of [5]; the second is an interpretation of Truesdell’s
proposal for hypo elastic bodies. There is a radical difference between the two choices
(44), of relevance later: if H does not reduce to a constant tensor (i.e., if its dependence
on H is excluded), the power may end up by depending non-linearly on time rates. Of
course such event may occur also, for instance, if Cauchy’s stress contains a viscous
term (i.e., a term proportional to D by a constant viscosity). Another remark regarding
H must be premised. It has the physical dimensions of a stress. Its semitrace str H
(i.e., the second order tensor obtained from H by contracting the first two indices)
acts in the way that 7 and A do. We may expect it to show up similar behaviour
throughout.

To simplify discussions we will deal below only to conditions where the following
axiom applies:

Constitutive Axiom C1. Constitutive laws are each, separately, observer indepen-
dent. The variables involved may only be F and G, L, B, b and H and their gradi-
ents, in appropriate groupings, each observer independent such as F' F, GG, FT G,
D = symL, symB, skw(L — B), FT gradG.

Such axiom is insufficient to make the power (43) observer independent due to
separate presence of L and B. The decisive additional axiom which ensures the desired
property is

Axiom Al. The constitutive laws for 7" and A satisfy identically the condition

skwT = skwd, or (TT +A) e Sym. 45)

Artificial counterexamples would assert for 7, A and m the properties above, but
would relax the constitutive law for Z to read

Z =[HH)]L or Z=[H(H)]B. (46)
Then it would still be possible to achieve the asked for property of (43) by requir-
ing, instead of (45)
1
(TT +A+ EstrH) € Sym. 47)

No restriction ever ensues for the semi-deviator tensor,
1
sdevH :=H — §I®strH, (48)

neither here nor later when, within the next section, we introduce a specific constraint
with the consequence, then, that no reactive component arise.

Because of the importance, for ephemeral continua, of tensor powers, one is led
to propose, more severely, that independence from the observer be asserted even
for the full tensorial version, though always accepting constitutive Axiom C1. As
already remarked, definition implies that a rigid rotation would not affect b. Also
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the sought tensorial property would necessarily imply the restricted scalar one and
hence (43) which may be then presumed. Then the only obligation which remains to
be satisfied is

sym[W(TT +A)]=0, VW e Skw. (49)

Acceptance of (49) implies, as already remarked, that of (43); therefore 77 + A
is symmetric. Then (49) can be rewritten as

WIT +A) + T +AHWT =0 (50)

or
W(TT +A4)—TT+AW =0. (51)

The definition itself of skew matrix assures us that the only symmetric tensor
which commutes with a skew tensor is a spherical tensor, say «/. We conclude with
Axiom A2: the constitutive laws for 7 and A satisfy identically the condition

T+AT =al, (52)

with « a scalar function. The requisite advanced sometimes that 7' coincides with
—AT is a sufficient, but not necessary, condition to satisfy (49).

3 Hypocontinua

The matter we comment on in this section was already treated specifically in [6]
and, by the way, in Sect.9 of [5]. Briefly the term hypocontinuum was introduced
for bodies the evolution of which is ruled by balance equations obtained from (32)—
(36) when a perfect constraint is introduced to force B to coincide with L. The
adjective ‘perfect’ meaning, as customary, that the internal compulsions 7, A, m, H
are each the sum of an active addendum (7%, A%, m?, str H*) and of one reactive to
the constraint (7", A", m’, str H") and the latter satisfy (45) separately; furthermore
their power is identically null for any motion allowed by the constraint:

1
D- |:T’ + @+ 5ster] +gradL-'m" =0, VD,H,gradL. (53)

The constraint cancels the primary freedom attributed to ephemeral continua as the
wind streak lines end up by coinciding with paths of material elements; however, a
‘tensorial pressure’ pH due to agitation within each element remains and it is this
latter phenomenon embedded in the model which allows the link with hypoelasticity.

The detais are given in the papers quoted above presuming, we repeat, that con-
dition (45) be transferred separately to active and reactive stresses under an axiom
stronger than Axiom Cl1:
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Constitutive Axiom C2. The second choice (44) is excluded. The variables
involved may be F and G and their gradients (thus L, B and H are disallowed).

Consequently, in particular, conspicuous viscous effects are left out. The resulting
system is as follows:

d
2P 4 div (pv) = 0, (54)
ot
v [ LToL ;
p\— +Lv)—divipé | — + (gradL)v | FF (55)
T aT
= pb — div (oM") + div [sym(T* + A?) + pH — (divm*)"],
0H ..
P |:¥ + (gradH) v] = pJ — Z +divj. (56)

A comment on (55) is weighty: the term pH is placed in it on the right-hand side
within the square brackets as though it were an addendum to stress, whereas, in our
delivery, physical dimensions apart, it is of kinetic origin and essence. The reason
for the choice of placing is later uniformity with Truesdell proposal; however, the
choice evidences, in our opinion, an ambiguity inherent in that proposal.

The complexity of this system, even if largely reduced when compared with the
general one, is staggering: (55) involves up to third-order mixed derivatives of v,
together with the left strain tensor FFT. We have also already remarked in [6] that
boundary conditions associated with (55) are outlandish as inertial effects may be
expected to be relevant at the frontier. However, most terms added to the standard
equation of Cauchy are forced, by the constraint, to be, generally, very small: |y|
is of the order of §, whereas |c| may be of order of |v|. Thus terms containing Y,
those relating to moment of momentum and the corresponding compulsions may be
disregarded; they would become significant only if |c| were of the order of §~!. Thus,
one may be content with the much simpler equation:

P (2—: + Lv) —div(pH) = pb + div [sym(T“ + A)]. (57)

If Axiom A2 is allowed instead of Al and hence the condition (52) ensues and
is transferred to the active stresses, then (7% + A“) recedes to a spherical tensor o/
and (57), (56) become formally similar to the set valid for hypo elastic materials (see
(99.11) of [22]), except that here the kinetic quantity pH 4+« takes, more agreeably in
our opinion, the place that straight stress has in (55); in fact, the significance attributed
to the field ruled by the second balance equation is the fundamental discrepancy
between the two approaches.

Thus, the partial formal concurrence appears to be more incidental than essential.
Truesdell’s goal could be interpreted as an attempt to model a self-mutant simple
continuum (i.e., a body constitutively mutant via the history of its own deformations
as specified by the first placement gradient). Instead our results issues of a non-simple
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continuum the behaviour of which is influenced to a large extent, (in the end, here,
exclusively, through constraints) by a tensor —pH with the dimension of a stress but
generated by a deeper disorderly behaviour of a cluster of specks.

However, Truesdell constitutive choice conflicts with the acceptance of Axiom
C2, an assumption which is imperative to obtain (55). The contrast might be framed
within a, so far, sidestepped issue: how do we configure the cogency to induce a
mutated response; does it imply a contribution to intimate power, additional to that
generated by microstress (and, possibly, by meso-iperstress), thus appearing in the
kinetic energy theorem or is it due to a powerless kinetic urgency.

In our presentation of hypocontinua the answer is affirmative for the first choice in
the dilemma and one may wonder how much different our results would be, having
accepted a linear dependence of Z on D (our interpretation of Truesdell proposal
rendered explicit by the second of (44)) with the fourth-order tensor H symmetric in
the first two indices and in the last two, that is: Hyj;,, = Hjij, = Hyjy (so that H is an
operator of anisotropic eddy viscosity).

The scalar internal power density of compulsion can be easily obtained from (42)
introducing the constitutive law (44), together with the constraint L = B:

— (%tr (HD) + L - (T + AT) + grad L - ’m) ) (58)

The sums of active and reactive compulsions are introduced in the system (33),
(34), (36) and an appropriate combination is sought (but, as we shall see, without
success) to achieve again a format where only active compulsions appear. Because j
and the semideviator sdev H of H do not enter (43), we exclude that they may react
to constraints, so they are fully active. Finally, the arbitrariness of D requires

1
T +A" + 3 strH = 0. %59)

By substituting these results in balances (33), (35) and (36) the resulting field
equations are:
ov . , | 0L T
p|— +Lv)—div]ps | — + (gradL)v | FF (60)
ot at
= pb — div (pMT) + div [sym(T" +AY + pH — (divm®)” — str Hr] ,
oH 1
P |:8_ + (gradH) v:| = pJ +divj* — HD — 3 (I ® strH") D. (61)
T
Thus it is not possible, under the circumstances, to obtain a set of balance equations
which are ‘pure’, in the sense that no reactive compulsion appears in them. Such

failure should not surprise as it was already met when incompressibility was imposed
on a linearly viscous fluid (see Sect.4.6.2 of [16]).
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Such obnoxious analytical conclusion could be understood as the consequence of
some shortcomings of the mathematical model. Each model requires qualifications,
obviously, and we have already remarked above that our evaluation of kinetic energy
of the cluster of molecules within a loculus in terms of filtered variables alone is
deficient; also the closure of the set of statistical entities beyond H is an arbitrary
restriction. However, the main obstacle here appears to be, in both cases quoted, the
presence, in the expression of power of internal compulsions, of a term quadratic in
the disfigurement rates (D and H). Compounded with the constraint, that available
power must imply deeper physical effects which might escape chronicle via the fields
directly involved here so far. For instance, the distribution ® is supplanted here by
less specific number densities and the surrender may be prejudicial.

4 Extended Mechanics

We list, in this concluding section, a number of advances which we attribute to the
field of continuum mechanics (with the canon: geometric setting and consequent
kinetics; dynamic balances; constitutive laws with attendant analytic discipline of
initial and boundary conditions) in the territory of thermodynamics still afflicted
by doubts and disputes (see, typically, [1]) even if, nevertheless, vastly successful.
The list is open-ended and merely suggestive of topics which seem to us to merit
attention, as already predicated, for instance, in [4].

A significant outcome of the set of balance equations (33), (35) and (36) is the
associated kinetic energy theorem (41). It could be imagined as due to the conjoining
of two theorems, one merely issuing from (33) and formally involving only standard
quantities

1
E/[,o(v@v)‘ + o v®v]dvol :/,0 sym(v ® b) dvol (62)
L L
+/ sym(v ® Tn) darea — /sym(LTT) dvol
al L

and the other counting contributions due to the new fields entering our extended
mechanics

1 —_— 1
> / p(BYBT +H) dvol = /,0 [sym[B(M —H)]+ z]] dvol (63)
b b
1 1
+/ Hsym[m(Bn)] + E,]n] darea —/ [sym(BA +bm’) + EZi| dvol,
3b b

both valid separately.
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Under becoming assumptions of smoothness and in view of its validity for any
choice of b, (63) may be replaced by a prerequisite on densities

P (BYBTO + H) +2sym(BA + bm') + Z (64)
= p{2sym[B(M — H)] +J} + div[(m + 'm) @ B + j] ,

where the tensor product @ between tensors of the third and the second order is so
defined: (m @ B);j; := m;By.

Then we could interpret (64) as the balance equation for the whole meso energy:
i.e., comprising also the affine (in particular the vorticose) contribution beyond the
sole energy of agitation H. In fact, nominally, (64) could substitute (36) within the
set of balance equations.

Such perspective would become particularly suggestive if the medium were per-
fect in the sense that a potential energy exists from which all compulsions can be
derived so that the whole left-hand side of (64) may be written as the time-rate of
an internal meso energy. The matter is discussed in some detail in [5], see especially
the final part of Sect. 8. There are already precise hints in the literature regarding A
and m; a suggestion for Z advanced in [5], Sect. 8, was already quoted; clearly the
presence of viscous effects as specified by (44), must instead be excluded. Finally
(64) would mimic outwardly the first principle of thermodynamics, and a class of
‘thermal’ phenomena could be dealt with within our extended mechanics.

The mimicry would become much more striking if one descends to the special
case of hypocontinua and simplifies (64) accordingly or starts again but from (55),
(56) rather than the general set:

2 1 1
/devol:/p[sym(v@b—i—BM)—i——Jj| dvol+/ I—jn (65)
b b 2 an | 2

+ sym {v ® [sym(T* + A*) + p(H + §°LFF") — (divm*)" | n}} darea

1 .
—/b [EZ + sym [L (sym(T* + A%) — div m“)]] dvol.

Then, receding to traces of all tensors involved and again assuming perfection of
the material involved, the equation would appear strikingly similar to that expressing
the first principle of thermodynamics. The kinship should not surprise: we caused
meso energies to emerge beyond those measured along the gross flow, though still
in terms of explicit additional geometric and kinetic parameters.

Of course the power of hyperstress would involve the introduction of hyperstrains
and their time rates. Precisely:

e the third-order tensor of wryness #
Wi = Gy Fj;' Gl (66)

and of torsion b
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1 t
(= E(W_W); (67)
e plus the second-order tensor of density of dislocations u

usp :=eacp Fip Gip,c (68)

(see Sect.4 of [5]).

These variables, together with the standard choice C = FTF and some kindred
ones such as GT' G and G’ F, would be invoked to construct a promising extended
hyperelasticity via an internal energy specified in terms of them in elaborate analogy
of Chap.2 and, in particular, of paragraph 82 of [22]. The last integrand in (65)
expresses the rate of change of internal energy density.

Within the latter, some kinetic quantities have an important role, such as

e the deranging (L — B), the symmetric part of which measures the slippage of
Eckart-Truesdell, whereas the skew part gives the difference between vorticities
e an intensity of microvorticity,
both observer-independent. For details we refer again to Sect. 5 of [5].

The most critical handicap in the proposals above is the acceptance of Constitutive
Axiom C2 and consequent endorsement of balance laws (54), (55), (56). For instance,
even the alternative laws (60), (61) involve the sofar unspecified reactive term H’;
we might guess that the escape from the dilemma will impose the introduction of
new fields necessarily exiting from the field of mechanics proper.

We attempt below a, perhaps whimsical, route which seems to lead us near to a
scale measuring intensity of deeper energies.

To begin we must promote the acceptance of a pseudo distribution «* based on
the field, within ¢(x), of meso kinetic energy

1
0, = —tr(BYBY + H), with «, = / tr (BYB + H) dvol, (69)
Ky c(x)
the integral of which over ¢(x) is unity.
Then, proceed to find the subset ¢ of ¢ where the quantity (69) above is less than &

(0 < & < 1). The derivative a* (€) of (K,;l J.. s dvol) is such that o (£ )d£ gives the

value of the fraction of molecules with energy within the interval [§k,, (§ + d&)k.];
thus a connection is established with standard developments and with the challenges
on the road to a definition of temperature.

These matters touch on many hotly debated controversies and are left for a length-
ier future essay.
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Some Remarks to Higher Order Frames
Occurring in Continuum Mechanics

Miroslav Kure$

Abstract Frame bundles are described with respect to their role in continuum
mechanics, the structure jet groups are studied and some expressions in local coordi-
nates are derived. Itis introduced the general (r-th order) microstructure configuration
and it is suggested what needs to be investigated in subsequent research.

1 Introduction

Samuel Forest published in [4] the following nice table representing a hierarchy of
higher order continua.

Name No. of d.o.f.| d.o.f. References

Cauchy 3 u Cauchy (1822)

Microdilatation| 4 u, x Goodman and Cowin (1972); Steeb and Diebels (2003)
Cosserat 6 u, R Kafadar and Eringen (1971)

Microstretch 7 u, x, R| Eringen (1990)

Microstrain 9 u, C* Forest and Sievert (2006)

Micromorphic | 12 u, x Eringen and Suhubi (1964); Mindlin (1964)

The meaning of the symbols is as follows: u is the displacement field, x is the
microdeformation tensor field, C¥ is the right Cauchy-Green tensor, R is the special
microdeformation, namely the rotation.

Certainly, it would be beneficial to have a unified and effective theoretical descrip-
tion of all such cases. In this paper, we show that a very elegant way is to use dif-
ferential geometry. Using it, a lot of successful and understandable interpretations
have already been created, for an example in the book Material Inhomogeneities and
their Evolution: A Geometric Approach [3] of authors Marcelo Epstein and Marek
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Elzanowski, in the lecture notes Introduction to Continuum Mechanics [7] of Panayi-
otis Papadopoulos or a number of scientific papers as e.g. Continuum dynamics on
a vector bundle for a directed medium [8] by Yamaoka and Adachi. Here, we are
trying to unify the geometric approach and use a truly modern language of fibered
bundles which is systematically developed in the monograph Natural Operations in
Differential Geometry [6] of Kolar et al.

Besides this unifying language there are also some of our calculations (principal
morphisms between frame bundles with different structure groups, the form of ele-
ments of Toupin subgroups) completely new in terms of the explicit expression. We
are convinced that local coordinate expressions are necessary to be truly effective in
applications. Nevertheless, the paper is much more something else: an outline of the
program. The program of an investigation in special higher order principal bundle
morphisms—it is shown here that it is a powerful theoretical background.

2 The Configuration

Let B and S be two smooth manifolds (dimB = b, dim S = s, b < s) and
Kk:B—S§

a smooth embedding (i.e. an injective smooth mapping such that « (B) is a submani-
fold of S and the (co)restricted mapping B — « (B) is a diffeomorphism, see [6]). We
will call B the body, S the space and « the configuration. As B and S are manifolds,
they are endowed with local maps ¢ : U, — R? (U, € B,t € I)and ¢’ : V; — R®
(V; € 8,7 € 1)." The maps provide local coordinates: let points P € B have coor-
dinates (¢/),j =1, ..., b and points p € S have coordinates (x'),i =1, ..., s. The
local coordinate expression of the configuration k is a map

iR RS

such that
kool = q)f oK

and it is expressed by

X =1 (E).

n classical situations, we meet the case dim B < 3 and S = R3 where B can be covered by a single
map, so both index set / and I are singleton. Let us mention as a curiosity that some authors, cf.
[51, consider local maps inversely—as mappings from the real space to a manifold, which is not a
problem.
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Of course, it is an infinite number of configurations in general. One of them is
labeled as significant, so called reference configuration

ko :B— S.

We will now assume that different configurations are smoothly parameterized. Let
us consider one-dimensional manifold 7 (with local maps (pZT W, >R, W; CT,
7 e I giving a local coordinate  to a point of T') and a smooth map

X:BxT—3S§S

endowed with the property that its restrictions to specific ¢ are configurations, in
particular
X‘f:f(] = KO‘

Usually, ¢ is interpreted as time and the map x is called the motion. Its local
coordinate expression is
x'=x'"(¢.n.

The velocity and acceleration vectors are expressed by

) d i ) d2 i
vi=X and o= L.
dr dr?
Let us consider the position vector r with respect to the reference configuration
Ko,asr:Bx T — S,

XL = x'(E, 1) — X' where X' = x'(&, t);

such a position vector is called the deformation of B with respect to the reference
configuration i in time t. Then the deformation gradient of B is

i dr
e

Now we will add to the body its microstructure. Classically, the microstruc-
ture is expressed by k linearly independent vectors, k < s, called directors (cf.
e.g. [8]) assigned to points p € «(B) € S. Thus, we consider frames over points
of k(B) € S, in particular we do not exclude the case k > b. It seems well-
reasoned, because, for example, two-dimensional plate materials are placed in three-
dimensional space, their thickness is neglected, but a rotation of their particles is
required three-dimensional. This is illustrated in the Fig.1. In this situation, we
introduce frames by a strictly geometric way in Sect. 2.
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Fig. 1 Three directors (blue, \ bk b

red and black) determining 1NN YT

rotations of particles of a EN R Y B ‘rr ‘ ’q '

two-dlrpensu?nal body in the o 4 > : {" u

three-dimensional space L Y S A
rA A L

3 Frame Bundles (of the First Order)

Let us consider smooth mappings from R” (b = dim B) to B such that the rank of their
tangent maps in 0 = (0, ..., 0) equals b, i.e. we consider immersions. We define the
first order frame bundle P'B over B as the space of 1-jets of such immersions from
R? into B, i.e.

P'B =immJj (R", B).

1-jets in question, i.e. elements of P!B, form a principal bundle over the base
manifold B. Analogously, we have the bundle P'S over S. These bundles disposes of
right actions by general linear groups GL (b, R) and GL (s, R), respectively. Now,
we take principal bundle morphism (a fiber bundle morphism which interwines with
group actions)
K:P'B— P'S

over the base map «. This morphism will be called the Cosserat configuration. In

local coordinates, P!B has induced local coordinates &, E; s ]]_ =1,...,b, P'S has
induced local coordinates x, x;’f, i,i=1,...,sandthe morphism K is expressed by
X =K(E)
x =K, &).

Let us express K. First, we take a fixed homomorphism H, : GL (b,R) —
GL (s, R) by the following way. The element 8 € GL (b, R) will be embedded to
GL (s, R) and multiplied by a fixed ¢ € GL (s, R) from right. The result will be
denoted by o € GL (s, R). It means o] = Hyi(B) = ﬁ,i(p;{‘ fori < band o/ =
HY ) = ¢iforb <i<s.
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Hence K needs to satisfy

Ki(' 8 = K[(€, E)of = K)(& . E) B¢l + K, (5. EDg!
P=<bb<qg=<y).

If ¢ is the identity, we have (p{C = 8{,‘ (Kronecker delta) and the formula transforms
into

K. §B) = Ky (€. eDpl  (i<D)
K §B) =K(@EF.&) (b<is<s).

We recognize Kl’ as linear in EJJ for i < b and as constant in f;‘]f forb <i<s.?

4 Jet Groups: Toupin Subgroups

A group G is called a split extension of a group N by a group H 1if N is a normal
subgroup of G and G contains a subgroup H such that H = H, NN H = {e} and
NH = G. Alternatively one says that G is a semidirect product of N by H. The
notationis G = N x | H [2].

Alternatlvely, given any two arbitrary groups N and H and a group homomor-
phism? 7 : H — Aut N, we can construct a new group G = N x | . H through its
operation * defined by

(1, Hy) * (2, Hy) = (7 (Hy) (n2) , Hi Hy)

Then pairs (7, ez) form a normal subgroup N of G isomorphic to N, while pairs
(e, H) form a subgroup H of G isomorphic to H. This semidirect product is con-
sistent with the definition above, namely N x | . H = N x |H.

r-jets of smooth maps R” — R”" with non-zero Jacobian determinant in 0 =
(0, ..., 0) and sending 0 to 0 together with the jet composition form a group which
is called the r-th jet group and denoted by G, for details see [6]. Moreover, for
0 < s < r, we have a canonical epimorphism 7/ ~* : G, — G5. (We consider G° as
the trivial group.) Let us write B, ”* = ker 7" ~*. Groups B; 7% are normal subgroups
of Gy, see [6], Proposition 13. 11

Thus, in the sense discussed above, we have G/, = B/~ x | Gl.

2thus not depending on SJ/ .

3such a group homomorphisms can be induced by an action (left or right) of H on N, for details
see [6].



50 M. Kure$

We remark that G! is nothing but the general linear group GL (n, R) for which
a structure of subgroups is extensively studied for many years and includes i.a.
triangular and diagonal subgroups orthogonal and symplectic subgroups, etc. So, let
M be a subgroup of (ep—1, Gl) (e.g. induced from classical groups just mentioned),
me M andleth e B’_’I Then elements bmb~! generates the conjugate subgroup
T = bMb~! of G/ which is called the Toupin subgroup of G, associated with M
and b.

For a subgroup K of G/, let n,’ﬁl denote the restriction of 7"~ to K. Then, for

ae Grll, we will examine the fiber ( ’%1) (a).

First, for a Toupin subgroup 7', we observe (n'”l) (idg1) = idr. This leads to
the following definition. We say that a subgroup K of G/, is the generalized Toupin
subgroup of G/, if it has the property that ( ’_’1) (idg) is singleton.

In [3], authors proved for » = 2 that exist

o generalized Toupin subgroups of GJ, which are not Toupin subgroup;
e one-parameter subgroups in G, which are not generalized Toupin subgroup.

Now, we present the form of Toupin subgroup in local coordinates. First, we recall
that fora = (a}, ’k) b= (b’, b’k) € G the composition ¢ = ba = boais given by
¢ = (cl, ci) = (b, at, b, day + bjd! ). We easily find that for b = (8], bj,) € B,
its inverse b~ (5’, —b’k) Then for h = (h’ 0), where (h’) represents a subgroup

of G,
bhb™" = (., bj,, hih] — hib},).

We immediately see that for hjl = 8]? we obtain the identity as required.

5 Frame Bundles (of a General Order)

We define the r-th order frame bundle P" B over B as the space of r-jets of immersions
from R? into B, i.e.

P'B =immJj (R”, B).

l-jets in question, i.e. elements of P'B, form a principal bundle over the base
manifold B. The structure group of P"B is G; which acts smoothly on P"B on the
right by the jet composition, i.e. P"B is a principal Gj-bundle. We generalize the
Cosserat configuration by the following way. A principal bundle morphism

KX P'B— P'S
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over the base map « will be called the general (r-th order) microstructure configu-
ration.

We note that P’'B has induced local coordinates &/, Ej] y e Ej] 7 Gt iijr =
1 1
1,...,b and P'S has induced local coordinates x‘, x;f y e x;? ; Iy eyl =
1 Leedp
1,...,s.

For the expression of %", we take (analogously as for the Cosserat configuration),
a fixed homomorphism J7;, : G, — G¥, again, first by the embedding of the element
of G, to Gy and then by the right multiplying by an element ¢ form Gj. We are
leaving to readers to calculate the coordinate expression of 2" now.

6 Higher Order Deformation Bundles and Reductions
of Jet Groups—Interesting Challenges

In the Sect. 1, we introduce the deformation gradient for the configuration k. Evi-
dently, deformation gradients are 1-jets.

Analogously, deformation gradients for the case of the Cosserat configuration
K are represented by nonholonomic 2-jets and the question whether these jets are
semiholonomic or even holonomic can be (and is) discussed. In general, deformation
gradients of the general microstructure configuration .2~ form certain nonholonomic
(r + 1)-jets and emerging challenges are similar: what represent jets of special types
(semiholonomic, holonomic, but not only), in particular, due to the constitutive equa-
tions of the material?

Fig. 2 There are numerous
applications of Cosserat
theory concerning
rectangular structure of
blocks; this figure is taken
from the paper [1] of Dieter
Besdo

17450000

30450000

30950000

32250000
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Different, but no less important issue is a research of subgroups of jet groups G/,
similarly as it has been done in the case of Toupin subgroups. Of course, it leads
to the phenomenon of material symmetry. Even an uninformed layman anticipates,
when he had looked at Fig.2, that there are situations when a total freedom in all
possible ways of the motion is not the best to study; when the whole linear or jet
group does not act, but operates only some suitable subgroup. We recall that if we
have a principal G-bundle Y and an inclusion of a subgroup H into G, a reduction of
the structure group (from G to H) is a principal H-bundle Z such that the pushout
Z xpy G is isomorphic to Y. Note that these do not always exist, nor if they exist
are they unique. Despite the complexity of the problem of reductions of jet groups,
it is hopeful that it will not just pure mathematics, but also interesting results for
continuum mechanics.

Acknowledgments The research is supported by Brno University of Technology, the specific
research plan No. FSI-S-14-2290.
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On the Origin of Balance Equations
in Simple and Complex Continua:
Unified View

Paolo Maria Mariano

Abstract Here I discuss the way we can derive balance equations for continua with
active microstructure, furnishing a unified view on available models and a tool for
constructing new ones. I indicate how the requirement of invariance under isometry-
based changes in observers of the power of the external actions alone over a generic
part of the body is a tool to derive standard and non-standard action-reaction prin-
ciples, the representation of contact actions in terms of stresses, the possibility of
nonzero microstructural self-actions, the balance equations, demanding a very lim-
ited number of assumptions. In presence of material mutations, which suggest to
take into account multiple reference shapes for a body, we need to extend the proce-
dure by introducing the notion of relative power. Its invariance under isometry-based
changes in observers furnishes once again the results listed above and in addition
the balances of configurational actions. Finally, I indicate how we can consider the
covariance of the second law of thermodynamics and summarize what we can derive
from this concept, and how.

1 Preamble

Here I copy down (changing the title) the talk I delivered in the 2015 meeting ded-
icated to Krzysztof Wilmanski in Lagéw, Poland. The occasion notwithstanding,
however, I do not have significant personal recollections of him, for I met him just
once in Hungary. The contribution of his memory is then just cultural, for I discuss
topics in continuum mechanics, the field of his interest, and is free of anecdotal and
emotional issues. Independently of these aspects, however, I think that a concrete
way of remembering a scholar several researchers in his field considered as a refer-
ence is to continue seriously our work, having as a guide a positive and constructive
ethics, an ethics of respect for people, ourselves, the work itself.
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2 Reasons for Thinking of the Origins of the Balance
Equations

A conceptual hierarchy in the skeleton of models in continuum mechanics emerges
from fundamental treatises on the matter and is perhaps the primary legacy of the
Truesdellian school (see [1, 36, 42, 44-46]). Such a hierarchy involves the descrip-
tion of the (geometric) shape of a body and its changes as a first step, followed by
the representation of the actions and the pertinent balance equations, with the final
assignment of the constitutive structures, restricted a priori by the need of not violat-
ing an expression of the second law of thermodynamics, which we commonly call
Clausius-Duhem inequality, although neither Clausius nor Duhem never wrote it in
the way we shape it nowadays, at least as far as I know. Each step in the hierarchy
is independent of what follows it, while it depends on what preceeds it. The second
part of such a statement requires some specifications, above all when we refer it
to the balance equations. At a first glance the declared need of clarification would
appear even superfluous for one could think instinctively just of reproducing directly
in terms of fields the balances of momentum and moment of momentum met in the
mechanics of discrete mass points, imagining this way to exhaust the problem. The
choice is related to the way we describe the shape of a body and is successful in
the traditional setting where we just indicate the place in space the body occupies.
We can justify such a statement by thinking of the notion of force that we have in
mechanics. A force is a model of what alters the state of a body motion (this way
we include the rest state). Its action is measured by the power needed to generate
such an alteration. Consider a mass point. Its shape is described by a point in space
and the variation of its shape by the velocity. We measure the velocity and the power
needed to move the mass point. The power evaluated over a specific velocity is a
number. As a functional, it is linear in the velocity, which is a vector. In this setting
a natural model of a force is something that gives us a number, once evaluated on
the velocity, and is linear in the velocity itself: a covector, indeed, that we identify
commonly with a vector when we refer to Cartesian frames. When we represent
the shape of a continuous body only through the region in space it occupies, each
point—now a material point—is endowed with three degrees of freedom only. Then
the velocity field alone describes the instantaneous (incoming) changes in shape. At
each point the velocity is a vector: the related interaction between a mass point and
a “neighboring” one, along a prescribed direction, is then naturally described by a
force: what we call tension. This is a way of understanding Cauchy’s hypothesis of
absence of local couples exchanged between neighboring material points of a con-
tinuous body. In other words, we are thinking of a body as a cluster of infinitely many
indistinct material points, connected by bonds not transmitting couples. And this is
the traditional approach to the continuum mechanics of deformable bodies.

To describe adequately—the adverb referring to the level of accuracy in our mod-
elling activity we want to reach—some mechanical phenomena, however, we need
to go beyond (even far away) the traditional format of continuum mechanics. An
example is that of liquid crystals. Consider the nematic phase: we have a material



On the Origin of Balance Equations ... 55

composed by stick molecules endowed with end-to-tail symmetry. Describing the
shape of the body just in terms of the place in space it occupies does not allow us
to account for the way such molecules are organized from place to place. We can
consider the local molecular arrangement by attributing to every point the preva-
lent direction of molecules in a small neighborhood of it (see [11, 12]). In this way
we endow every point of the region in space occupied by the body with additional
degrees of freedom (those describing the local arrangement of the molecules), which
are collected at each point in an element of the projective plane, a direction indeed.
We can opt for considering a second-rank tensor, precisely a dyad between two unit
vectors, instead of a direction alone, to give a more refined approximation of the local
distribution of molecular orientations (see [9]). And the list of possibilities for the
sole nematic phase does not end here [13]. The examples also are not limited to the
realm of liquid crystals: vectors may describe the local polarization in ferroelectrics
o magnetoelastic crystals (see, e.g., [3]), or collect the degrees of freedom exploited
by the atoms in quasicrystals to assure the intrinsic long-range quasi-periodicity of
the atomic clusters (see [20, 41]); the structure of the normal superfluid Helium
requires the introduction of a complex field, while its isotope can be described by
using elements of a manifold with dimension five; second-rank tensors are useful to
depict the independent micro-deformations in polymers [10]; triads of unit vectors
can be used in the dimension-reduced models of rods—here I use the word rod in a
wide sense also for beam, shaft, column, etc.—and shells, as shown first by J. L.
Ericksen and C. A. Truesdell [14]. The list can be extended but the present examples
suffice to illustrate the scenario, which finds a unified format when we affirm that we
describe the shape of a body by selecting the place it occupies in space and adding to
each point descriptors of its microstructure selected in a differentiable manifold .#
(chosen without boundary as a matter of convenience), which we call the manifold
of microstructural shapes. This view has been proposed first in solid-state physics to
account for structural material complexity [27, 28]. First, G. Capriz coupled it with
finite strains [4].

The rate of change in shape of the body is then given by the velocity field and the
rates of the material morphology descriptors (a section of the tangent bundle of .Z,
if we think in geometrical terms). Standard tensions appear as entities developing
power in the velocity, i.e. the rate of relative change of place between neighboring
material elements, while other actions are power-conjugated (in the sense explained
for tensions) with the time rates of the material morphology descriptors and their
spatial variations. In other words, when we affirm that a material element of a con-
tinuous body is placed at x and its microstructure is described by v € .#, we are
impliciting considering the material element as a system, a sort of box with an inner
structure described coarsely by v. This is a step forward the traditional approach
in continuum mechanics: there the use of the sole placement x as a descriptor of
a material element implies considering it as an indistinct mass point, the simplest
possible structure for a system. It is in energetic contact with its neighbors, and
the circumstance generates the standard tension. In the extended view, we include
additional mechanisms. Consider two material elements at x and x + dx along a
certain direction. If we freeze the microstructure and move far away the material
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elements (two in this view) one another, we generate the common tension as in
the standard format—this is the sole mechanism appearing there. However, we can
imagine (1) to vary the microstructure of each material element in the same way or
(2) to determine its inhomogeneous changes in space. In the first case a local inner
action (microstructural self-action) appears within each material element; when eval-
uated over the rate of v it furnishes the power needed to develop the relevant mecha-
nism. Its geometric nature depends on the nature of v. In the second case an additional
contact action appears: it is of first-neighbor-type.

In all special cases, so in the unified theory, we face the problem of establishing
appropriate balance equations, which involves all the actions just mentioned. Not
always we find evident how the balance equations should be. Or better, we are not
sure that acting by analogy with well-established practice in the traditional format of
continuum mechanics or the mechanics of mass points could lead us to correct results.
Correctness refers to the way we are able to describe the interaction mechanisms
implied in our initial choices in the description of phenomena pertaining a given class
of bodies. For these reasons it appears useful to discuss in terms of a model of models
about the origin of the balance equations in continuum schemes, for we would like
to have some first principle to derive such equations, according to Ockham’s razor,
i.e. with the best economy of hypotheses.

This is what I discuss in this article. What I essentially claim appears in the list
below.

(a) When a body does not undergo structural mutations that alter the one-to-one
correspondence between any current configuration and the reference one (an
alteration occurring when fractures appear along a motion, e.g.) the requirement
of invariance of the external power alone with respect to changes in observers
that are isometric in the three-dimensional point space and with a certain general
form specified later on ./ is a way of deducing balance equations with a restricted
number of assumptions. The result is not new: it dates back 2002 [21], it has
been anticipated in [6], with a restricted view on changes in observers on ., and
is an extension of what has been proposed in 1959/1963 [35] in the traditional
format of continuum mechanics.

(b) In presence of structural mutations such as fractures or evolution of volumetric
defects, imagining possible multiple reference shapes (differing each other by the
defect pattern) and introducing the pertinent notion of relative power (as defined
in general in [23] and proposed in conservative setting first in [8]), we find that
the requirement of invariance of such a power under changes in observers of the
type occurring in item 1 above furnishes the balance equations of standard and
microstructural actions, supplemented by the configurational balances. Such a
procedure requires a restricted number of assumptions and can be adequately—the
adverb intended in Ockham’s sense—accepted as a first principle.

(c) For stronger requirements of invariance, involving a larger class of changes in
observers (those not necessarily based on rotations and translations of the frames
in the ambient space), another way applies for a first principle to derive from a
unique source all the ingredients of a continuum model. In fact, the mechanical
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dissipation inequality (the isothermal version of the Clausius-Duhem inequality,
a way of expressing the second law of thermodynamics) is not only a direct
source of a priori constitutive restrictions and the expression of the mechanical
dissipation, but also it can furnish from a unique invariance requirement

(i) the existence of the stress (and that of the microstress describing the
microstructural contact interactions),
(i1) the existence (and the need, indeed) of bulk inner microstructural self-
actions,
(iii) pointwise standard, microstructural, and configurational balance equations.

3 Remarks on the Geometric Language

If we choose . to be a differentiable manifold with finite dimension, we may con-
struct a model of models unifying all special proposals we know, with the exception
of the varifold-based description of crack nucleation proposed first in [18], in which
at each point we add through measures information on the possible defect pattern
crossing the point itself. In this last case, in fact, we select descriptors of the material
morphology belonging to infinite-dimensional spaces. In contrast, once we accept
the finite-dimensional choice (it suffices in the majority of cases and can be also cou-
pled with the infinite-dimensional choice, as in [17], although we can’t do much in
the latter case), we could naively think of embedding .7 into a linear space, as Whit-
ney’s theorem [47] permits to do for all finite-dimensional manifolds. We could even
select . to be a linear space, adding geometric constraints when they are suggested
by the physics at hands. This choice is the one pursued by P. Germain in proposing
the principle of virtual powers as a primary source for deriving balance equations
[16]. We could comply with it for it does not require knowledge in geometry more
extended that the elementary tensor calculus in Cartesian (or Euclidean if you want)
frames, identifying this way covariant and contravariant tensor components, so not
distinguishing from vectors and covectors as I do here. In this way we would reduce
the effort just to the replica of standard integral balances, dressing slyly them with
new names such as pseudobalances or something similar, and affirming that what
distinguishes one case from another is just the algebraic choice of the descriptor of
the material morphology, besides the assignment of constitutive structures, and for-
getting that the geometric structure of .# plays a non-trivial role in both the unified
theory and its special cases.
Such a choice offers itself to immediate criticisms:

e Although a finite-dimensional differentiable manifold .# can be always embed-
ded into a linear space by Whitney’s theorem, already mentioned, the embedding
is not unique. If .# is Riemannian, its embedding can be even isometric but
it remains not unique. Moreover, the dimension of the target space depends on
the regularity of the emebbedding itself (the pertinent theorems are in [31, 32]).
Consequently, the resulting model would depend on the embedding, which is not
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addressed by stringent physical instances. Also, if we would choose the manifold
of microstructural shapes itself as a linear space, we would exclude from the ten-
tative of constructing a unified scheme the cases in which the descriptor of the
microstructural morphology belongs naturally to a non-linear manifold (examples
are among those mentioned above and we can add the case of continua with dis-
tributed spins, when we describe them by resorting to unit vectors, for the unit
sphere is a nonlinear manifold).

e As we shall see in the subsequent sections, even in the case in which ./ is a linear
space, the assignment a priori of an integral balance of microstructural actions,
although possible, is superfluous, as we shall see in the first theorem below.

Mechanics is geometry (see, e.g., [39, 43]). Mechanics is also analysis on the
geometric structures (see, e.g., [19]). We have not to be afraid of the mathematical
formalism for it is just a language both qualitative and quantitative, the sole language
of this type, which may light up the inmost aspects of the mechanical behavior of
materials, provided we have the appropriate care in clearly linking mathematical
objects to the image we have of the physical phenomena. In fact, the only thing we
have to be afraid of is a feeble attention to the conceptual connection between the
physical significance and the mathematical tools used. This is matter of intuition
level and deepmess of analysis, and we cannot buy such aspects if we do not have
them by instinct and do not cultivate them. The rest we can learn having at disposal
time and appropriate treatises.

4 Balance Equations: Ways to Get Them

4.1 A Summary of Possibilities

We list here various manners at our disposal to get balance equations in continuum
models of the material behavior. They are divided in two groups.
In the first group no list of state variables comes into play.

We can assign directly pointwise balances.

. We can assume the form of integral balances, deriving by localization—i.e. by
presuming that they hold for any subset of the body with non-vanishing volume
and appropriate regularity (it is the Euler principle)—their pointwise counterparts.

3. We can presume the validity of the principle of the virtual power, after the

assumption of the structure of external and internal (or inner) powers.

4. We can presume the expression of the external power alone and require its

invariance under rigid-body-type changes in observers.

5. In presence of material mutations—in the sense mentioned above—the notion

of external power requires an extension to that of relative power for which

we require the invariance with respect to a class of rigid-body-type changes in
observers, including alteration of the reference space.

DN =
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6. We can get balance equations from discrete schemes through homogenization
procedures (see, e.g., [37, 38])—a fruitful and challenging sector here is the
evaluation of the continuum limit of the Boltzmann equation (see [40]).

The second group of possible paths involves the choice of the list of state variables,
so that we put on the same conceptual level the derivation of the balance equations
and the (at least preliminary) assignment of the constitutive equations.

7. We can evaluate, in fact, the first variation of some energy, even including
dissipation potentials.

8. We can impose a balance of energy and require its covariance in the case bulk
forces can be dissipative.

9. We can assume an appropriate version of the Poisson brackets, even including
dissipative brackets (they are connected with a dissipation potential).

10. We can decide a version of the second law of thermodynamics (even including

the relative power) and require its covariance.

4.2 Remarks on the List Above

When we choose to follow one path, among those listed above, to determine balance
equations in a setting extended with respect to the traditional format of continuum
mechanics, we should not forget some aspects related with the nature of the proce-
dures in the list.

#1 Pointwise balances are the final target of the discussion about balance equations.
Prescribing them in analogy with the standard instances is a direct jump to the
end. In doing it, beyond the structure of the equations, we presume also the
representation of the microstructural contact actions in terms of microstresses
and self-actions, without having proven the analogous of Cauchy’s theorem for
the standard tension, a theorem based also on the boundedness of the bulk actions,
the knowledge of the integral balance of forces, the action-reaction principle. In
some cases it is hard to do better—-meaning with less assumptions—but if we
choose this way, we have to remind that we are not sure about the effectiveness
of the result: analogy, in fact, is not always a secure path.

#2 The assignment of integral balances demands less assumptions, indeed, and
allows to try to prove Cauchy’s type theorems. If we consider .# as a non-
linear manifold—the general unifying choice, indeed—prescribing an independent
integral balance of microactions would be highly questionable mathematically.
We would write, in fact, integrals involving integrands taking values on the
cotangent bundle of ., which is a non-linear space (unless .# coincides with
a linear space) and is the target space of the integrand, so the definition of
the integral itself would be questionable. Moreover, if we consider .# to be
coincident with alinear space, we can see that such a balance would be essentially
superfluous, as I show in the first theorem below.
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#3

#4

#5

#6
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When we adopt the principle of virtual power, we are prescribing the weak form
of the pointwise balance equations, the form used in computational procedures.
The choice implies also the presumption of the expression of the contact actions
in terms of stress. The proof of a Cauchy’s type theorem would require the use of
the integral balances, rendering superfluous the virtual power principle. In other
words, in the principle of virtual power we presume a priori all the ingredients
appearing in the balance equations without proving the existence of the standard
and microstructural stresses and the possible self-actions. There is also a subtle
connection between integral balances and the principle of virtual power, or virtual
work, depending on whether we use the velocity or the displacement, as shown
in 1979 by Antman and Osborn [2].

In 1963, W. Noll suggested to impose the invariance of the power of all external
actions (the external power then) on a generic part of a body with respect to rigid-
body changes in observers in the ambient space as a natural source of the balance
equations [35], promoting to the level of principle a previous result by G. Piola.
Among the possibilities in the first group of the list above, this one demands
least assumptions and can be used when the reference place is fixed once and for
all. Such a procedure can be extended to the multi-field setting sketched above
and is a tool for deriving clearly balance equations in both integral and pointwise
form, as I explain below. The extension of such a procedure to complex continua,
which requires to think non-trivially of the notion of observer and its changes,
has been proposed first by G. Capriz and G. Mazzini in 1998 [6] considering,
however, the sole case in which the special orthogonal group SO (3) acts on
A . In tackling later the question and discussing further the notion of observer
in such a setting, in 2002 P.M. Mariano has overcame that restriction [21]. A
significant special case is the application of such a procedure to the dimension
reduced models (i.e. the direct models) of rods and shells (see for details the
pertinent long chapter in [24]).

The idea of the relative power is an extension of the previous procedure when
macroscopic structural changes in the body suggest to adopt multiple reference
shapes (see [23] and for its introduction in conservative setting [8]).

In the second set of possibilities listed above, the word covariance appears
repeatedly. It is structure invariance with respect to diffeomorphism-based
changes in observers.! In conservative setting, covariance appears in the Nother
theorem. Consider finite-strain elastodynamics of simple bodies. The Nother
theorem is based on the invariance of the Lagrangian density with respect to the
action of families of diffeomorphisms on both spatial and referential coordinates.
In the last case, the one involving the referential shape, the diffeomorphisms
considered must be isocoric: two different observers must perceive the same
type of material. To satisfy such a requirement, transformations of the reference
shape must be material isomorphisms and as such, according to Noll’s definition

1A diffeomorphism is a one-to-one differentiable map with differentiable inverse. A rotation fol-
lowed or preceded by a translation is a special diffeomorphism. A homogeneous deformation is
another special diffeomorphism. And so on ...
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#7

#8

#9

[34], they have to preserve locally the mass, i.e. they must be isocoric. And this
aspect does not depend on whether we are thinking of solids or fluids. Classes
of changes in observers and those of admissible motions are not necessarily
coincident, in fact, as it is well known from elementary courses. The result of
the Nother theorem in finite-strain elastodynamics of simple bodies is that the
required invariance of the Lagrangian density implies an equation involving the
energy-momentum tensor and including standard and configurational balances
as special cases. Standard balances are associated with the actions of diffeo-
morphisms over the ambient space where we place the current configurations.
Configurational balances are determined by the changes of the reference shape
(the material manifold, precisely) induced by diffeomorphisms, which have to
be also material isomorphisms.

In conservative setting, we can describe motions in terms of the Hamiltonian,
either through the Hamilton equations or to their weak form represented by the
Poisson brackets, which can be supplemented by appropriate dissipative brackets
where there are effects that can be associated with a dissipation potential (see
[29D).

In presence of dissipative bulk external actions, not necessarily associated with a
dissipation potential, covariance appears in the Marsden-Hughes theorem [26].
In its original version it is referred to the finite-strain elastodynamics of simple
bodies. The attention focuses on the expression of the first principle of thermo-
dynamics in isothermal conditions: the balance of mechanical energy. A require-
ment of covariance for it-here intended as structural invariance of the principle
with respect to diffeomorphisms acting on the ambient space—implies the rep-
resentation of the standard tension in terms of the stress tensor (i.e. Cauchy’s
theorem), the pointwise balances, the a priori constitutive restrictions on the
stress.

A immediate question arises: What about the presence of dissipative parts of
the contact actions? In other words, since the Marsden-Hughes theorem is a
variation of the Nother theorem and a step toward the presence of dissipative
structures, what should we imagine for phenomena involving irreversible strain
(as in plasticity) or dissipative stress components (as in viscoelasticity)? For
finite-strain plasticity, a 2013 theorem furnishes the answer (see [22]). Versions
of it apt for traditional viscoelasticity and the multi-field setting for materials
with complex microstructure, sketched above, are possible and I summarize at
the end of these pages the essential steps leading to the expression pertaining to
the multi-field setting discussed here.

Multi-field Setting for Continua with Active
Microstructure

In the title of this section, I use the word active to underline a distinction. Every
material, in fact, has its microstructure, which is the way molecules are entangled or
atoms are arranged in some ordered clusters. When in traditional linear elasticity we
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specify the symmetries of the constitutive elastic tensor, we are furnishing informa-
tion on the material microstructure, in fact. Homogenization procedures allow us to
account for even complicated arrangements of the matter, without going far beyond
the traditional setting of continuum mechanics [30]. I have already mentioned, how-
ever, examples in which microstructural events have macroscopic influence in a way
that we can barely or about nothing describe in the terms of the traditional format
of continuum mechanics. These bodies are those that we can consider with active
microstructure, and we can call them complex bodies in short. I have also described
in words the way we can tackle the problem of representing their mechanics in a way
that unifies, among other things, existing models. Some (standard) formal structures
render more concrete the ideas presented so far.

The geometric environments we need to introduce are a differentiable manifold”
M , which we consider finite-dimensional and without boundary, and two isomorphic
copies of the three-dimensional Euclidean point space, namely &> and &3. These
two last spaces differ at most by a translation and a rotation. We select in &3 a fit

2Consider a set .# endowed with a topology, which is Hausdorff, i.e. for any pair of distinct elements
of ./, say v and v2, we may find non-intersecting open neighborhoods .# (vy) and .# (v ) containing
vy and vy, respectively. We affirm that ./ is a topological manifold when it is locally Euclidean,
i.e.every v € ./ has an open subset of ./, % (v), containing it, which is homeomorphic to an open
subset ¥ of R”, meaning that it is possible to define a one-to-one mapping ¢ : % — ¥ of %
onto ¥. We call coordinate chart (simply chart) the pair (%, ¢) and atlas the set § := {(%, ¢i)}
of charts such that U; % = .#, fori € I , with 1 some index set. In other words, § determines a
covering of coordinate systems over the whole .. In particular, we affirm that ./ has dimension
n when all %; are mapped onto sets ¥ C R" with dimension n. If for all i,j € I, the change of
coordinates between charts is of class C¥, i.e. @io <p/.’ L. UGN — ViNY; S R", with o indicating

map composition, is C* with 1 < k < +o0, and for any chart (%, ¢) such that ¢ o gofl and gjop~!

are CK, for all i € I, we get (%, ¢) € §, we affirm that . is a differentiable manifold of class C*,
simply a differentiable manifold when k = +o0. A function f : 3 — ./, with J some interval in
R, defines a curve over .#. We affirm that it is differentiable near s € J when, with (%, ¢) a chart
around v(s), the map ¢ o f is differentiable in the common sense. The derivative of the function f
at s is what is called the tangent vector to v at . . Infinitely many smooth curves crossing v can be
defined over .#. The derivative of each of them defines a tangent vector to .# at v. Infinitely many
smooth curves may have the same tangent vector at v. If so, they agree near v. The circumstance
allows us to think of tangent vectors in terms of equivalence classes of functions. More precisely,
we affirm that functions /4 and h, smooth curves on open sets containing v, have the same germ
when they agree in some neighborhood of v. In particular, if 2 and & are smooth, the set H, of
the equivalence classes h,, defined by the condition fo have the same germ, and called themselves
germs in short, is naturally endowed with the structure of an algebra over R by the operations of
addition, scalar multiplication and multiplication of functions. In this setting a tangent vector v at
v € . can be defined to be a linear derivation of the algebra H,, i.e., for all 4, h € H,, and o € R,
we have v(h+ ocfz) =vh)+ Av(il) and v(h- fNL) = h(v)v(il) + iz(v)v(h). Such properties point out
that the set of all tangent vectors to .# at v, indicated by 7',.#, and called the tangent space of .#
at v, is a linear space. The union, varying v in .#, of all tangent spaces of ./ is called the tangent
bundle of .# and in general is not a linear space. For any T),.#, the set of all linear functions over
it, a set indicated by T ./ is called the cotangent space of .# at v (its elements are commonly
called covectors). The union of all cotangent spaces of .# is the so-called cotangent bundle of such
a manifold and in general is not a linear space.
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region 4 (itself a connected manifold in &%) as a macroscopic reference shape for a
body. From % we define macroscopic body shapes that we consider deformed with
respect to Z by means of differentiable orientation preserving maps (deformations)
X —> y 1= u(x) € &3, with x a generic point in . The distinction between &> and
&3 renders significant the standard requirement that isometric changes in observers
in the ambient space leave invariant the reference place %, although they alter the
frames assigned to the whole space. It can be also accepted for Z is just a geo-
metric environment where we measure how lengths, volumes and surfaces change
under deformations, and we use it to make the comparisons defining what we can
call defects, at least at macroscopic scale. Consequently, physics does not force us
to consider 4 occupied by the body at any instant of any motion. We have just to
require that it could be occupied by the body; no more. This choice renders more
precise—for the reasons just discussed—the traditional distinction between Lagrangian
(referential) and Eulerian (actual) representations of fields—adjectives attributed to
maps defined over Z and u(%), respectively—because in the standard format refer-
ential and actual places of the body are included in the same space, although they are
endowed with different coordinate systems. My insistence on such an aspect aims
to prepare the ground to the discussion on the notion of observer in the next section.
We commonly indicate by F' the spatial derivative Du (x) of u, evaluated at x € A,
and call it deformation gradient, according to the traditional jargon. Consider three
linearly independent vectors {e;, e,, es} atx. They constitute a vector basis in the tan-
gent space (see footnote 2 for the definition) of & at x. The dual counterpart of such a
basis is made of other three vectors {e', e?, e*} defined to be such that e - ex = §f,
with 8% the Kronecker symbol. At y = u(x) consider other three linearly indepen-
dent vectors {€, €, €3}. They constitute a vector basis in the tangent space of u(%)
at y = u(x). With respect to these bases, we have F = Fj;é,' ®et = 3” (x) & et

Lower case indexes refer to coordinates on u(%), while capital indexes label coor-
dinates over 4. From a geometric viewpoint, F maps tangent vectors to 4 at x onto
tangent vectors to u(%) at y = u(x). To summarize this standard statement we write
F € Hom(T %, T,u(%)). The proof is elementary. Consider a curve on % given by
a smooth map s —> x(s) € %, with s a parameter ranging in [—s5, 5], § > 0. The
tangent vector at s = 0 is t := dx(‘) |s=0. The deformation determines another curve
s —> u(x(s)) € u(A) over the deformed shape of the body. The tangent vector to
the deformed curve at s = 0 is given by | := d”(m)) ls=0 Du(x(O))dx ls—o = Ft.

Notice that Du(x) is in principle different from the gradient Vu(x) = ( )Ae, R eq4.
The relation between the two is established by the metric in %, once we assign
it. Let g be such a metric. We have Vu(x) = Du(x)g~'. Vu(x) and Du(x) can be
identified when we refer to Cartesian frames so that the metric is the second-rank
unit tensor. By F* we indicate the formal adjoint of F. By definition F* belongs to
Hom(Tu(%), T} %). Its relation with the transpose of F, namely F T is defined by
the metric g in the reference place # and the one, call it g, in the ambient space.
Formally, we have FT = g~ F*g (see [24] for the proof).

A differentiable field x — v := V(x) € .# furnishes geometric information
on the structure of the matter at finer spatial scales, translating them at macroscopic
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scale. We call it morphological descriptor map. We write N for its spatial derivative
Dv(x), so we have N € Hom(T %A, T,.#). N* indicates the formal adjoint of N and
itis N* € Hom(T} .4, T} %).

In this setting, motions are pairs of time parameterized families of deformations
and morphological descriptor maps:

x, ) — y:=u(x,1),

(x,1) —> v :=v(x, 1),

with ¢ the time, ranging in some interval of the real line. We assume that such maps
are differentiable in time, at least with piecewise differentiable first time derivative
(the assumption can be relaxed for the morphological descriptor map if we do not
consider the possibility of microstructural inertia). We write then

. du(x, 1)
YT T
and
. dv(x, 1)
Vi= —
dt

for the pertinent time rates in Lagrangian representation. y is the macroscopic veloc-
ity, while v indicates the time rate of the microscopic features represented by v. We
presume time differentiability for the first spatial derivatives of u and ¥ and write F
and N for the pertinent rates.

6 Observers and Their Changes

Definition 1 An observer is a collection of coordinate systems (atlas, in short) over
all the geometrical environments necessary to describe the morphology of a body
and its motion.

In the multi-field setting considered here an observer is then the collection of
(i) an atlas in the physical space, (if) an atlas on the manifold of microstructural
shapes, (iii) an atlas in the reference space, (iv) a time scale. Changes in observers
are then transformations of one or more among these coordinate systems. The physics
at hands addresses choices.

An axiom implicitly adopted in standard treatments is that two different observers
must perceive the same type of material. Consequently, changes of the atlas in the
reference space must be also material isomorphisms—the traditional notion introduced
by Noll in [34] requires to be extended to such a setting but, in any case, the condition
requiring the conservation of the referential mass density persists, so that, according
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to the axiom just mentioned, changes of frames in the reference space must be
isocoric, independently of the circumstance that we analyze solids or fluids, as I have
already recalled. Commonly, such an axiom of permanence of the material typology
under changes in observers is not rendered explicit but it is implicitly used in the
Nother theorem, the Marsden-Hughes theorem and, above all, when we compute the
horizontal variation of the elastic energy in finite-strain elasticity.

6.1 Synchronous Isometry-Based Changes of Observers
in Multi-field Setting

Consider smooth maps t — a () € R? and ¢ > Q(#) € SO (3) and define a
change in observer in the physical ambient space & by

yr—>y =a®+Q0® - ),

where yj is an arbitrary fixed point. Then y and y’ are the places of the same material
point evaluated respectively by the two observers, say ¢ and ¢, differing one another
by rigid-body changes of place defined, at the instant ¢, by the translation a (¢) and
the rotation Q (f). Being an element of SO (3), in fact, Q is orthogonal and with
determinant equal to +1; it describes finite rotations in the three-dimensional point
space. By computing the time derivative of y’ and pulling back from &’ to & the
velocity y', we define a new velocity y* to be

V=0 =c®) +q@) x (y—y) + 7, (1)

a standard relation in which ¢ := Q@ and g is the axial vector of the skew-symmetric
tensor Q7 Q.

Changing coordinates in the physical space alters also the perception of the
microstructures. They are, in fact, in the physical space. Their separate representa-
tion on the manifold .7 is just a model choice, a matter of convenience. To account
for such a circumstance, in order to establish classes of changes in observers com-
patible with the physics at hands, we define a /ink between changes in observers in
the physical space, determined in general by elements of Diff (6, &), the space of
diffeomorphisms of &? onto itself-rotations and translations are special cases (see
footnote 1)—and transformations of the atlas on the manifold ., given by elements
of Diff (A, #), the group of diffeomorphism mapping .# onto itself. Formally,
we introduce a family of differentiable homomorphisms

{x . Diff (£°, &%) —> Diff (. ///)} .
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When the change in observer in the physical ambient space is of rigid-body type,
as above, the set just defined reduces to

{r:80(3) — Diff (A, #)}.
In this case, the counterpart of y* is given by
V=049 (v)g, 2)
with &7 (v) € Hom (R*, T,,.#). When SO (3) is not included in Diff (., .#) and
the set {A} is not empty, by indicating by v, ) the value of v after the action of

A (Q) € Diff (#, . #) (once again the explicit expression of v,(p) depends on the
tensorial nature of v and A (Q)), <7 (v) is given by

dV)L(Q) d)\, (Q) |
dr dq %

o (v) =

withq (f) € R? the value of asmoothmap ¢ — q (¢) suchthat Q (¢) = exp (—eq (¢)),
e Ricci’s symbol. Otherwise we get

dv
o (v) = d—(;‘ lq=0 -

For example, when ./ coincides with R?, we find &7 = v x. The choice of the relation
(2) points out that the microstructural descriptor is insensitive to rigid translations in
space of the whole body. In fact, v at a point describes what is inside the material
element placed there: it brings information about the inner structure, which translates
with the point and changes independently of the translation itself. The relation (2)
is also compatible with the basic structure of the unifying scheme for the models of
continua with microstructure, which requires to maintain ./ as general as possible,
i.e. not necessarily coinciding with a linear space and being endowed with a metric
structure.

Isometry-based changes in observers pertain also to the space where we select the
reference configuration. Let w the value at x and 7 of a vector field over the reference
space. An observer in this space is a frame of reference. When we rotate and translate
such a frame (remind: it pertains to the whole space), in the new frame we evaluate
a new field with values w'. The pull-back of w’ in the first frame (the first observer)
gives a transformation rule analogous to (1), a rule defining w*, namely

whi=c (1) +q @) x (x —xo) +w, 3)
where Xy is another arbitrary fixed point and the translation ¢ and g do not coincide

with ¢ and ¢ selected in the ambient physical space.
We do not consider here changes in the time scale.
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6.2 Extending the Setting: Diffeomorphism-Based Changes
in Observers

Time invariance is maintained even in the subsequent more general class of changes
in observers: the one based on diffeomorphisms, which alter the ambient space, the
reference one and the manifold.

e Over the ambient space we may consider the action of a time-parameterized class
of elements of Diff ((533, &?). Precisely we define smooth maps 1 — h; : 67 —
&3, with h, e Diff(&3, &%) and hy = identity. The smoothness of 4, in time
defines a velocity field y —> v := %h, l/=0 and the relation (1), i.e. the change
y —> y*, becomes

y— =y 40

e The class of differentiable homomorphisms A generate over .# maps A (h,) :
M —> A . However, nothing excludes in such a general setting the additional
action of a time-parameterized family of elements of Diff (#, .#), say t —> hy :
M — M, with fzo = identity, smooth with respect to time, an action excluded
by definition in the class of changes in observers discussed in the previous section.
Let us write v for the velocity %iz, l;=o . The relation (2), i.e. the change v — v*,
becomes

1
V— =04+ u+ z%(v)curlf/,

where %curh’z is the spin of the velocity v ; it plays the role of g in (2).

e Finally, over the reference space we may consider the action of a time-
parameterized class of elements of Diff (&3, &3%). Then we define smooth maps
t—> h 1 67— &3, with hy € Diff (67, &%) and hy = identity and write w for
the velocity %h, l=0 - The relation (3), i.e. the change w — w*, becomes

w— wi=w+w

7 External Power: Consequence of the Invariance Under
Isometry-Based Changes in Observers

According to standard instances, even in the generalized setting discussed here we
can assume that actions determined by microstructural changes are subdivided into
bulk and contact families as it happens for the standard macroscopic ones.

Let us call part of the body in its reference place any subset of % with non-
vanishing volume and the same (geometric) regularity of 4 itself.

We define the power of external actions on a generic part of Z (external power

in short) as the functional @fﬁ” , linear on the rates y and v and additive over disjoint
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parts, given by
(3, D) ::/(bJF -)'1+,31-1'1)dx+/ (t-y+1-0)dA?,
b db

where b* (x) € T ;(x),%’a represents body forces (the sum of inertial and non-
inertial components) and t (x) € Ty, %, is the traction through the boundary of
b; T (x) € T‘i}"(x)% indicates microstructural contact actions, while 8% (x) e Tg‘(x)///
their external bulk counterparts over the microstructure alone. d.7#? is the “surface”
measure over 90.

By assumption t and t depend on both x and » at every instant ¢.

When we write such an expression of the power, we presume that the reference
shape is fixed once and for all. We then subordinate &7¢* to an axiom of invariance.

Axiom of power invariance [21]: The external power on a generic part b or the

whole 4 is invariant under isometry-based changes in observers, i.e.
<@gxl G)v V) — gzgxt (y*’ V*)

for any choice of ¢ and q.
The axiom has stringent consequences.

Theorem 1 The invariance of the external power under isometry-based changes in
observers implies the following statements:

1. The integral balances
/ brdx + | tdA* =0,
b ab
/ (o — yo) x b +$37*/3i)dx+/ (6 —y0) x t+&/*1)d#”* =0,
b ab

where /" is the formal adjoint of <7, i.e. &/* (v) € Hom (T,,,///, R3), hold [21].
2. The standard traction (here expressed in Lagrangian representation) satisfies the
action-reaction principle:

tx,n) =—t(x, —n).

3. The microstructural contact actions satisfy a non-standard action-reaction prin-
ciple [23]:

(1 (x,n) + 1 (x, —n)) = 0.
4. Ift(-, n) is a continuous function of x and the standard bulk actions are bounded

over the body t (x, -), a function of n, is homogeneous and additive, i.e. there exists
a second-rank tensor field x — P (x) such that (Cauchy’s theorem in referential
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form)
tx,n)=Px)n(x),

where

3
P(x) =D t(x.ex) ® ex € Hom(I} B, T}, u(4))

K=1

is the first Piola-Kirchhoff stress and ek is the kth vector of a basis in a neigh-
borhood of x.

5. Ift (-, n) is a continuous function of x and <7* B* is bounded over 9B, together with
the standard bulk actions, t (x, -), a function of n, is homogeneous and additive,
i.e. there exists a second-rank tensor field x —> ¥ (x) such that

T(x,n) =S x)nx,

where

3
S (x) = Zt (x, ex) ® ex € Hom(T* B, T*.MH)

K=1
is the so-called microstress [23]. _
6. Ifthe fields x —> P andx —> . arein C' ()NC (%’) and the fields x — b,
x — B¥ are continuous over B, the pointwise balance of forces
DivP +b* =0
holds and there exists a field x —> z (x) € T} .# such that
Div.? + p* —z=0
and

SkwPF* = e (' + (D) )

[21].
7. The equation

75 6o = [0 Frzie s R
b

holds and we call internal (or inner) power the right-hand side term.
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z 18 a local action, the one of the microstructure “inside” the material element at
x over itself. . measures the first-neighbor interactions due to inhomogeneous
microstructural changes among neighboring material elements.
e If we would start from the relation in the item 7 of the theorem as a first principle—it
would correspond to a principle of virtual power, when we allow the rates to be
even virtual-we would impose the existence of the self-action and the stresses, in
other words, we would presume a priori the structure of the balance equations.
Item 1 in the theorem indicates that the assumption a priori of the existence of
an independent infegral balance of microstructural actions is superfluous. The
circumstance that such actions appear in the (generalized) balance of torques does
not imply at all that they are couples for the presence of the linear operator «7*. In
other words, per se the microstructural actions are not necessarily couples, while
their projection through .o#* into the ambient physical space generates couples.

e In the local balance of microstructural actions there is an intrinsic indetermination.
In fact, the balance can be augmented by an arbitrary element of the kernel of
&7/*. Such an ambiguity disappears when we impose covariance, along any path
summarized in the second part of the list already discussed.

e In the finite-strain elastic case and in statics there are existence theorems in the
unified theory. A general existence result appears in [25]; its proof requires the
embedding of the manifold .# into a linear space. However, notwithstanding the
lack of uniqueness of the embedding already remarked, we find existence for any
embedding. A previous result is in [33] and deals with the micromorphic case in
which . is identified with a linear space. The coercivity assumption is weaker
then the one adopted in [25]. However, the energy considered in reference [33] has
just a decomposed structure (it is less general than the energy analyzed in [25]),
which allows the weaker coercivity assumption. A more general existence result,
obtained without embedding .# in any linear space, but taking it as a complete
Riemannian manifold and considering multi-valued microstructural descriptor
maps (values defined to within a permutation), included in Ginzburg-Landau-type
energies, appears in [15]. When we include inertia effects, existence theorems are
available for special theories, such as liquid crystals (see, e.g., [7]).

e We may extend the traditional assumption that the bulk action b* admits an addi-
tive decomposition into inertial, b, and noninertial, b, components to the bulk
microstructural actions, presuming an analogous decomposition g% = g + g,
identifying then the inertial components b" and 8™ by postulating that their power
equals the negative of the kinetic energy time derivative for any choice of the rates
involved. In the present multi-field setting, we commonly assume that the kinetic
energy is the sum of standard and microstructural contributions (see results and
discussions in [4, 5, 21]). I do not add here further details.
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8 Presence of Macroscopic Material Mutations:
The Relative Power

Let us relax the idea that the reference place is fixed once and for all. This choice
becomes physically weighty when we consider structural irreversible changes in
the material structure, which frustrate even partially the one-to-one correspondence
between the reference shape and the actual one at each instant. Examples are nucle-
ation and/or evolution relative to the rest of the body of fractures or bulk inhomo-
geneities along a motion. At a given instant the actual shape of a body is not in
one-to-one correspondence with the initially chosen reference shape but with a copy
of it differing by the (virtual) pre-image of the defect.

A way of describing such circumstances is to make use of multiple reference
shapes. However, instead of considering a family of infinitely many possible refer-
ence shapes for the body under scrutiny, it suffices to introduce a sort of infinitesimal
generator of the family itself: a (not necessarily integrable) vector field

x— wi=wk) eR}

over the reference shape. Then we define a power relative to the virtual rate w. The
definition considers three key aspects: (1) the velocities y and w are not in the same
space so we have to push forward w in the ambient space or to pull back y into
the reference space to compare them; (2) an effect of the mutation is the rupture
and reformation of the material bonds so that we may include configurational forces
and couples, the latter ones determined also by possible changes in the material
symmetry; (3) a mutation alters the energetic landscape.

To define what I call relative power [23] we need then to consider the following
ingredients:

(a) the free energy v that we presume to be a differentiable function of x, ¢, and a list
¢ of state variables that we leave here undetermined—no constitutive equations
enter into play—and

(b) bulk configurational forces f with dissipative nature and couples w, which have,
in contrast, both dissipative and conservative components.

We then define relative power the functional @{f’ defined by
@ggl M, v, w) = 3”;81_“ ™, v,w) + gggis (w)
with
P, b, w) :=/bb¢ : @—Fw)dx+/%t- (3 — Fw) d*

+/ﬁ*-(f)—Nw)dx+/ T (0= Nw)dHA?,
b ab
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and
DL (w) ;:/ (n~w)¢d<%”2—/(3xlﬂ +1) 'de-f-/M'CUﬂde'
a6 b b

Above, 3,1 is the explicit derivative of Y = v (x, t, ¢) with respect to x, holding
fixed ¢. It accounts for the inhomogeneity in the energy landscape, altered by the
mutation. The term (n - w) ¥ is the flux energy density across the boundary db, due
to the mutation itself.

As for the external power, we subordinate 9;“1 to an axiom of invariance.

Axiom of invariance for the relative power [23]: The relative power is invariant
under isometry-based changes in observers, i.e.

PG, v, w) = PP 0%, w)

for any choice of c, q, ¢, g, and any part b
Even in this case we have stringent consequences.

Theorem 2 The assumed invariance of the relative power under isometry-based
changes in observers implies the validity of the results 1-to-6 in Theorem [ and the
following additional statements [23]:

(i) The integral configurational balances

/ Pnd%z—/(F*b*—l—N*ﬁ*) dx—/(axw +f)dx =0,
ab b

b

(x — x0) x Pnd > —/(x—xo) X (F*lft +N*/3i) dx
b b
—/(x—xO)x(axw—i—f)dx—l—/Z,udx:O,

b b

where P := I — F*P — N*.7, with I the second-rank unit tensor, hold.

(ii) Ifthe field x —> Pisin C' (B)NC (,%’) and x —> F*b, x —> f, x —> 0, ¢
are continuous over 9B, the pointwise configurational balances

DivlP — F*b* — N*B* + 8,y = f,
Skw(g™'P) = —2&pu,

with & Ricci’s symbol with all contravariant components, namely 85€, hold.
(iii) The equation

e@gel()",l'hw)=/(P'F+z-b+Y-N+P~Dw+M-Curlw)dx
b

holds and we call extended internal (or inner) power the right-hand side term.
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9 Covariance of the Second Law

We have already discussed the notion of covariance and the way we can use it to
derive balance equations. Traditionally it is called upon in conservative setting. First
time it has been adopted in dissipative setting in a 2013 theorem [22], which deals
with multiplicative finite-strain plasticity. That theorem can be extended to the multi-
field setting discussed here. I show below in short the path to be followed. Details
are yet unpublished.

9.1 Covariance Principle in Dissipative Setting

Let B < 0 bein short an expression of the second law for a given observer &. Another
observer, ¢’, evaluate an inequality of the type B’ < 0, with B # B’ in general. By
pulling back or pushing forward the expression of one observer into the frame(s) of
the other, we get inequalities like B + Bt <0orB+ B <0.

The principle: In any diffeomorphism-based change in observer, when we project
the mechanical dissipation inequality evaluated by an observer into the frame defin-
ing the other, the additional term arising along the process is always non-positive.

9.2 An Extended Expression of the Mechanical Dissipation
Inequality

A key point is the explicit expression of the inequality B < 0. What I suggest here is
restricted to the isothermal setting and is an extended expression of the mechanical
dissipation inequality. It reads

B3, v, w; ¥, b) := %/wa - 2¢ 3, b, w) <0. 4)

The procedure to evaluate its structural covariance follows the steps below.

e Select the list of state variables appearing as entries of the energy—so far they
have been left not specified in the expression of the relative power—restricting
them by the help of objectivity assumptions (see [26, 42, 44—46] for the pertinent
techniques). In particular, besides the presence of the spatial and material metrics,
in the list of state variables the metric on .# may appear when we consider .#
endowed with a metric structure as in the case it is Riemannian.

e Assume covariance (tensoriality) of the free energy. Formally, it means that we
impose at every instant ¢ the identity

Y=o (b x hy x (A (h) X ),
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where the symbol o indicates as above standard map composition and (iz, X hy X
(A (hy) x iz,)) summarizes the combined action of }Azt, hy, (A (hy), iz,), those of
diffeomorphism-based changes in observers over reference and ambient spaces,
and the manifold .# of microstructural shapes, respectively. In particular, it is
useful to express in terms of the time derivative of i, adapting to the setting
discussed here the pertinent expression introduced in [22].

e Impose the covariance principle in dissipative setting to the mechanical dissipation
inequality (4), written in terms of relative power.

The results that we find are

(1) the existence of the stress and the microstress, the latter one obtained without
embedding the manifold of microstructural shapes into a linear space;

(2) the need of a bulk inner microstructural self-action to assure local balances;

(3) pointwise balances of standard, microstructural and configurational balance
equations;

(4) apriori constitutive restrictions.

They all emerge from a unique invariance requirement.

Notice that, in general, under diffeomorphism-based changes of frames, as
described above, since 1 is a density with respect to the volume measure, we should
have

¥ = detDh)¥ o (hy x hy x (1 () x ).
The assumed covariance implies
det(Dh;) = 1,

i.e. that &, must be isocoric, independently of the material nature of the body. Such a
restriction on the changes in observers, that is exactly the one adopted in computing
the horizontal variation of the energy in calculus of variations (see results in finite-
strain elasticity in the treatise [19]), agrees also with the axiom of permanence of the
material typology under changes in observers.
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A Refined Theory of the Layered Medium
with the Slip at the Interface

Ilia S. Nikitin and Nikolay G. Burago

Abstract The equations for layered medium with slippage are obtained using the
asymptotic method of homogenisation. The terms of second order respectively the
small parameter of layer thickness are taken into account. The linear slip condition
defines the dependence between the tangential jumps of displacements at the con-
tact boundary and the shear stresses. The derived equations introduce asymptotically
complete generalization of some models of layered media, which are based on the
engineering approach or approximate hypotheses about the nature of the inter-layer
deformation. Such generalized models are needed in the study of static and dynamic
deformations of layered rock media. The wave properties of the resulting system
of equations and dispersion relations for harmonic waves are described. The prop-
agation of Rayleigh surface waves along the elastic layered half-plane boundary is
investigated.

1 Introduction

The interest to the problem of propagation and transformation of waves in layered
media is initiated by the seismology and engineering geophysics. As a rule the seis-
micity is observed in rock regions. Often these rocks contain regular grid of cracks
which can be considered as layered structures. Classical studies of wave fields in such
media usually are based on assumption of continuity of displacement fields. But for
rather strong seismic actions the possibility of tangential displacement jumps at the
inter-layer boundaries should be taken in to account. For long time actions it needs to

1.S. Nikitin ()

Institute for Computer Aided Design, 2nd Brestskaya street, 19/18,
Moscow, Russia

e-mail: i_nikitin@list.ru

N.G. Burago

Ishlinski Institute for Problems in Mechanics RAS, Vernadskogo 101-1,
Moscow, Russia

e-mail: burago@ipmnet.ru

© Springer International Publishing Switzerland 2016 77
B. Albers and M. Kuczma (eds.), Continuous Media with Microstructure 2,
DOI 10.1007/978-3-319-28241-1_6



78 1.S. Nikitin and N.G. Burago

use the “averaged” models of structured continuum media because of impossibility
to trace deformations of each structural layer.

In our study by using asymptotic method [1, 6] the refined equations of layered
medium with slippage are derived. The second order terms relatively small para-
meter of layer thickness are taken in to account. The linear slip relation between
tangential displacement jumps at inter-layer boundaries and shear stresses is used.
The zero order approximate equations for such media has been derived earlier in [3,
4]. The proposed here new equations represent complete generalization of layered
media models [5, 7], which are based on engineering approaches or on approxi-
mate hypothesizes about layer deformations. Such generalized models are required
for static and dynamic problems of rock media deformations and for dynamic wave
propagation problems in geophysics. It should be noted also that the theory of layered
media is suitable for description of composite materials with soft (rubber) sublayers
between major more rigid (metallic) layers.

The properties of proposed refined system of equations are studied. The propa-
gation of longitudinal, transversal and surface Rayleigh waves in layered media is
investigated in refined settings.

2 Refined Equations

Consider infinite layered medium using Cartesian rectangular coordinate system
(x1, x2, x3). The axis x3 is perpendicular to the planes of parallel flat boundaries
between layers. Let the inter-layer boundaries have coordinates x3 = x© = s¢
(s = 0,=%1, £2, ...), where constant layer thickness ¢ <« 1 is a small parameter.
To say more exactly, the relation ¢/] <« 1 should be valid, here [ is the size of
distributed load application range, for instance, wave length in the processes under
consideration. In such case all spatial values should be made dimensionless using
this value /.

Assume that layer boundaries are always compressed and the following conditions
are valid

033 <0, [u3] =[o,3] =[033] =0

Here 0,3 = k,[u, ] is linear slippage of Winkler type, k.e = k = O(1). Square
brackets [ f] = fli0wi0 — fliw_o designate the jump of a value f at inter-layer
boundary. Such conditions are valid approximately if the soft sublayers of thickness
8 (8/e <« 1) with small shear modulus ;s are present between layers. In this case
we have

oy3 = klu,l/e = ]%(SM — [y ]

s——

s T
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Here [u, /8 is shear deformation of soft sublayer. In this case us; = kd/e or vise
versa k = puse /8. It is possible to say that is inter-layer shear connection coefficient.
The layers themselves are elastic isotropic and subjected to Hooke’s law

x3 #xW 0y — puiy =0, 01 = Cijutig
Here the elastic moduli tensor is
Cijki = M0ijSu + (i 81 + 8116 k)

According to the method of asymptotic homogenisation [1] let’s introduce fast
variable £ = x3/¢. According to [1] assume that u; = ui(x;, €, t) is a function,
which is smooth regarding slow variables x; and continuous regarding fast variable &,
excluding points £¢) = x /e, where it may have jumps of first kind. Besides, along
& the displacement is 1-periodic [[u;]] = uilgw 4120 — ilgw_12 = 0. Accounting
such choice of variables and the differentiation rule for complex functions, the system
of equations for cell of periodicity x*) — 1/2 < x3 <x® +1/2,-1/2 <& <1/2
may be rewritten as

e 2 Cisistip g + E_I(Cijk3uk,js + Cisirttie) + Cijrattgj — putie =0
where x3 # x®, £ #£0. Atx; = x®, £ = 0 we use the contact conditions
e Caystty s + Caagugy < 0
(3] = 0, [e ' Cisisttre + Cizmurs] =0, &7 'Cpapsup e + Cpauurs = kuluy ]
The conditions of 1-periodicity are

(lwi]l = wile 1o — uilz—1p =0

Here and farther greek indices (8, ) take values 1 and 2, latine indices take values
1, 2, 3. The displacements are represented as asymptotic series regarding small
parameter &:

0 1 2 2 3
wp = u" (£, 1) +eul” (v, £, 1) + &ul” (v, £, 1) + 3u (g, £,1) - -

Introduce the operation of averaging ( f) for the function of fast variable &, which

will be often used farther: (f) = fiﬁz fdé&. Displacement approximations should

satisfy the additional condition <u,((")> =07[1].
Substitute this representation into the theory of elasticity equations. Equating

to zero the term with negative power > we get that zero approximation ufo) is
0)

independent on the fast variable £ and u;° = w; (x¢, t). Equating to zero the term
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1 (1)

with negative power ¢~ we get that first approximation u; * satisfies the equation

C,-3k3u,(cléé = 0. The resulting system of differential equations is:

1 1 2
Cijkiw, ji + Cijk3u1(c,;'g’: + (CiSklul(c,l) + Ci3k3u]((é),§
1 2 2 3
+e [Cijkzulg,;l + Cijkw;((,}g + (Ci3kﬂft;(<,1) + Ci3k3u1(<,§),5:|

2 3 3 4
+ ¢&? I:Cijkluli ;z + Cijk3’/l](( ;'E + (C53k1bt;((,1) + C;3k3bt1(<,;).s] +

1 2
= oW + epujy + &2puil + -

A similar representation for stress tensor components is:

©)

0jj =0 + eam

+eé 0(2) + -
where a( ) — C,'jk,u,(:,) + C,jk3u,((";').

All approximations for stresses are 1-periodic functions of &. In particular, the
relation a = C,3k1uk, + Clgk3u,((";1) and conditions [a(")] =0, [[o (”)]] = 0 are

valid. It is easy to see that <a(") E> =0.

Accounting the terms of definite order of ¢, applying the averaging operation ( f)
and excluding the dependence on fast variable £, we get the model of a homogenised
layered medium with slippage of Winkler type.

Let’s derive the refined theory of second order. For this in the system of equations
we keep the terms of order 2. Applying averaging operation () for periodicity cell
to the system of equations we get the following:

Cijkiwi, ji + Cijia <M;(( é) +eCijs <M;(( §> + &2 Cijis <Mk §> = PWin

It is the final refined system of equations for layered medium with slippage. For
complete formulations it needs to find the functions <u,(€”§> (n=1, 2, 3), which par-

ticipate in the system. Every function ul(”) (xx, E,1) (n=1, 2, 3) is found from the
appropriate task in periodicity cell (—1/2 < & < 1/2) [1], which is formulated by
equating to zero the sum of terms of definite order £"~! in asymptotic system of
equations. Additional conditions for these functions can be received by reformulat-
ing the contact inter-layer conditions for each function: conditions of 1-periodicity

[[uf")]] = 0 and conditions u( )> = 0. Let’s formulate these three tasks for the cell
(=1/2<§<1/2).
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2.1 Taskin Cell forn =1
At 1/2: Cizgaul'), = 0.
1§ < 1/2: 13k3uk & =
1 1
At & =0: [Cizaug 21 =0, [u5"] = 0, k[uP] = Cpapwis + Cyaiaup ).

Additional conditions are: [[ulfl)]] =0, <ufl)> =0.

Dropping details, published in [2], write the solution of task 1 on the periodicity
cell:

ud) = ¢, (E—sign&/2),us’ = 0,where, = —1,/(k+11), T, = jt(Wy 3+ W3 ).
The derivatives needed for averaging are:

M —o 4"
uze =01, ¢ =y,

)=o)

2.2 Taskin Cell for n =2

At || < 1/2 have
1 1 2
Cijuiwe, ji + Cijkw;((,i-s + (Ci3k1M;(<,; + Ci3k3M/(<,§),g = PWi
Averaging this differential equation and accounting that
1 2
<(Ci3k11/l/(<’1) + Ci3k3u1((é),§> =
and that the rest terms of this equation do not depend on &, we get its simple conse-
quence:
2 1
Ci3k3bt;(<,,§g = _Ci3klul((él
At & = 0 have

2 2 1 2
[Ciauaugl] = —[Cranu )1, w1 =0, k[uP1 = Cpaul) + Cpaauf)

Additional conditions are [[ufz)]] =0, <u§2)> =0.
Dropping details (see in [2]), write the solution of task 2 on periodicity cell

u? = —y, (82 — Esigné +1/6)/2,uf = Y362 — Esigné +1/6)/2

where ¥, = ¢, 3, Y3 = Adg p/(A +2u)
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Derivatives needed for averaging are

=~y = sign€/2), Sy = —ys(& —signé/2), (u%) = 0, ) = 0

Hence second approximations for displacements are absent in refined system of
equations.

2.3 Taskin Cell forn =3

At |&] < 1/2 have

3 1 2 1
Cisksul(cég = _Cijklu]((,;l - Ci3k1M;((,§l - Ct]k3uk g T puf i

At & = 0 have

3 @ 3 2 3
[Ci3k3u1((_§] = _[Cl3kluk 1)] [u( =0, k[u(f)] = C}/3klul(c.l) + Cﬂ“”/ﬁiﬁ

Additional conditions are [[u( )]] (uf3)> =0
Consider solution for cases i = y. The elasticity moduli tensor is

" _ m
Cijriuy ;= Cyjpittg

= (A8y8p + 1ypdji + M5y15jﬂ)u,(sl,)ﬂ =@+ M)ugjﬁy + M“%

(Cyau + Cylk3)u1(3§] = (A + 11)8y183 + 21u8,x83) M;(czze; =+ M)M%y + zlw;,z,)a
Task equation for |§] < 1/2is
e = gy — O g, /i = 2y — (o pusiy, i+ puily
At & = 0 have following conditions

[ ] = —[uyy +us)1=0

k[u(3)] — ,u(u(z) g?) (3))
(1] = 0. {us?) = 0

The equation may be rewritten as

ke = xy (€ — signk/2)
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where x, = —¢y 11 — b+ 1)Pp.py /10 + 29 3+ A+ 1) V3 /14 pyae/ 1.
Integrating and accounting conditions for £ = 0, we get [2]

UL = xy (8% — Esigng) /24 (kxy + 1iry3 + wis,y) [tk + p)/12

Finally the expression for refined derivative is

(u0h) = 1 By + B+ 20855,/ O+ 20) = pbyasf i) [k + /12

Now consider solution for case i = 3. The elasticity moduli tensor is

1 ! 1 1
CSjklM]((j‘l = C3jﬁlu,(q,)j1 = (A83;0p1 + 83807 + M53z5jﬂ)u,(q,)ﬂ =@+ M)M,(gjgg

(Cs3u + C31k3)uli2,§1 = (A + 38383 + (A + 1)dkr) “l(czgl

=200 + 2)uSly + O+ g Ly

Task equation for |£] < 1/2is
Uhe = — O i/ O+ 20) = 20y = Ot it 1/ O+ 200)

E = 0: [u$)] = —[u$3] — Alug 1/ (A +2p) = 0
=0, [[u]] = 0,< )= 0.
The equation may be rewritten as:

Sl = xa (6 — signg/2)

Here x5 = (A + w)¥pp/(A +21) + 2933 — (A + g g3/ (A + 2u).
Integrating and accounting conditions for £ = 0 we get [2]

u?é = x3(8% — Esign& +1/6)/2, <u§3§> 0.

Finally the expressions for refined derivatives are

1 3542
3) 1% —/L 3 B )
< iz 5> 12 k + ) (‘P%ﬂﬂ + T2 .y M(py,tt) <u3 §> 0.

3 Variants of Averaged System of Equations

Now we can formulate the refined system of equations for layered medium with
slippage (latine indices i, j, k, [ = 1, 2, 3; greek indices 8, y =1, 2):
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1 2 3
Cyikiwk,ji + Cyjis <M;((§>j + &7°Cyji3 <M’(‘§>, = PWy 1

1 2 3
Csjuwk, j1 + C3ji3 <M,(<§> + e Cyjia <M/(<§> = W3
J J

Accounting the elastic moduli tensor the terms of this system of equations are
written as

Cyittwi,ji = (A + WWiky + Wy ks Cajuwi,ji = (A + WWi k3 + W3 ik

1 1
Cyiks <M;(<,§>j = Cyjps <Mfs)g>j = udys

1 1
Csjiz <M;(<§>j = C3jp3 <M(ﬂ)§> = nop.p

Cyjrs <“1(:§> iy <”(y3)s>3
= 12 (Dy.pp3 + Gr+ 2005, 8y3/ (h + 200 — py i3/ 1) /(k + ) /12

el =)
J k& P& g

= 12 (40 + . poa/ O+ 200) — ppp,puc /1) [k + 1)/12
Finally refined system of equations is

A+ Wi ky + 1wy kk + 1Py 3

+ 871 (by pp3 + Bh+200p py3/ O +20) — poy 113/1) /(k + 1)/12 = pwy.1s
A+ wWwi k3 + uws ik + 1dp g

+ &1 (A0 + WP paa/ O+ 210) = pdp pre/ 1) [ (k + 1)/12 = pw3 11

Remind that ¢, = —p(wy 3+ws,,,)/(k+ ). In general equations the expressions
for ¢,, are not substituted to avoid the unnecessary complexity of formulas. It is seen
that regarding spatial variables this is the system of forth order for the displacements
wy and it contains mixed time derivatives.

The system of equations is simplified for the case of ideal slipping contact between
layers k = 0.

A+ Wi ky + 1wy ki + 1y 3

+ &1 (.3 + Bh + 2)bp g3/ O+ 200) — Py /1) /12 = pwy i
A+ wWWi i3 + w3 ki + g g

+ &1 (A0 + 1P paa/ A+ 218) — pdp i/ 1t) /12 = pw3 i
¢, =—(wy3+ws,)
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Separately we formulate plane (2D) dynamic system of equations

k
A+ 2wy 1 + ()» + —M) w313 +

w
k+p K+ 1,33
_ 82,“3 A+ (w e )
3(k + M)2 ()L 4 ZM) 1,1133 3,3111
2,2
pE* I
* 12(k + p)? (w1330 + Wa310) = oW
Ot 2w 3+ 1+ 2 +
w 2 ) w W
HIW3,33 Kt ) Tt e
_ 2l (A+w (w e )
3k + 102 (L +2p) L1113 3,1111
2>
+p12(k T )? (W1,13tl +W3,11n) = PW3 1t
and quasi-static 2D system of equations
ot 2w + (2 + 2 LS
w w w
M)W, 11 k-l—,bL 3,13 k+,bL 1,33

e’ (A4

— w +w =0
3(k+M)2 ()\‘+2/11)( 1,1133 3,3111)

ke ke
A2uwsszs + A+ ——)wiis+ w
( w3 33 ( k+u) 1,13 r 3,11

o ew 4w
3(k 4+ w)? (A +2u)

(Wi +ws i) =0

Finally 1D dynamic or quasi-static system of equations for bending of layered
massive (case w; = 0,w3 = w3(xq, t)) takes the view

82M3 O+ 1) ki 82M2 . o
w - W — P W w =
30+ )2 Ot 2) I T o T T Pk 2 e T O
for dynamics, and
et (4w ke
3 Wi 1111 — wi 1 =0
3k + ) (A +2up) k+ un

for quasi-statics. Formulas for stress tensor components are
0) (D
0;; = Cijuwks + Cijiaty ¢

Gi(jo) = A8ijwik + Wi j +w;i) + n(@idjz + ¢;di3)
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oy = Cijuugy + Cijratty
0 = (ASijdux + (i j + ji) — MijWrs — w(Widjs + ¥;8i)) (5 — sign /2)

where ¢3 =0, ¢, = —u(wy 3 +ws,)/(k+ 1), ¥, = ¢y3, Y3 = Adp /(A +2).
Boundary conditions for loaded surface are

0

— (M
ij 'l’lj—Pi, o .

ij l’lj:O

In some problems for definite orientations of boundary normal vector the boundary
condition of first order converts into identity. In such cases the boundary condition
of second order should be used: oi(jz) -nj =0.

4 Wave Properties of Layered Medium with Slippage at
Inter-layer Boundaries

Below the propagation of plane harmonic and surface Rayleigh waves in layered
media is considered.

4.1 Plane Harmonic Waves

Let’s define the properties of harmonic waves propagating in arbitrary direction
regarding layer orientation at arbitrary inter-layer connection coefficient k. 2D
dynamic system of equations for the medium under consideration is

ke ku
A+2 A+ —— —_—
A+ 2w n +( + k+u)W3,13+ k+MW1,33

ew 4w
3k + ) (A +2w)

(W1,1133 +W3,3111)

e2u?
+pm (w1330 + W3 3100) = PWiar
O+ 2u)ws33 + (k+ ki ) N
w w w
HIws3 33 Kt ) e

e 4w
3(k + )2 (A +2p1)
242
A
12(k + 1)

(W1,1113+W3,1111)

(W1,13n + W3,11n) = PW3n
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These equations may be rewritten as

o4 2mwi i+ Aws iz + Awis +ws )3 — 2B (wis+wsi) |
+0& By (W13 +w31) 5, = PWiu

(4 2m)ws 33 + Awi iz 4+ Awi s +ws )0 — 2B (wis +wsa) |
+ &’ B2 (wis + W31) 1 = PWi

Introduce the additional variables

U=wi3+ws;
V = U — e*upiU1 + pe* Bl

The system of equations takes the following view

(A4 2mwia1 — pwiy) + Awz i3+ V3 =0
Awp gz 4+ (A4 2m)ws s — pway) + Vi =0
wiz+ws—U=0

fiu — & By (paut 1y + puy) —V =0

Here the following designations are introduced

k 7 A+

_ B _ ) e B
M_Mk—i-u’ﬂ_k—l—,u’ﬂl _)»—l—Z,u'B /3,82 = B7/12, s = upi/Ba

We seek the solution of this system of equations as harmonic waves propagating
in the direction n = (ny, n3) with frequency w and wave number k = kn = (k, k3)

wy = Ael(KIXIJrK}X}*a)[)’ wy = Bet(K1x1+K3X37wt)

_ i(k1x)+K3x3—01 _ i(k1x)+K3x3—0t
U = Ce'kixitrsxs ),V—De(“ 3X3—0r)

where k1 = kny, k3 = kns, |k| = k, |n| = 1, k = 27 /1 is the wave number, [ is
harmonic wave length, ek = 2me/l, e?k> = 4m*(e/1)*. The value ¢/] <« 1is a
small parameter. In result we get the system of homogeneous algebraic equations

(G4 2006] + peicy — pao®) A+ (A + pe)iiisB =0
A+ pe)kirs A+ ((+ 20063 + peki — po’) B =0
Here 1. = i + &2B2(iusk? — pw?). Condition of the solvability for this alge-

braic system gives the equation for propagation velocities of harmonic waves in the
medium under consideration:

+_ (1 Me ) 2 Me 4()\"'#) (= 1) 5 2_90
¢ (+(A+zm S Gt ot oz
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Here (% = pc?/(h +2un) = c¢*/c}, ¢ = w/k is the phase velocity of wave
propagation in layered medium, ¢; = /(A + 2u)/p and ¢, = /pu/p are velocities
of elastic longitudinal and transverse waves in a homogeneous elastic medium.

Let« (n; = sin @) is the angle of wave propagation direction. For some values of
« the biquadratic equation has exact solution.

Ata = Ohave ¢ = Land & = Vi /G + 2001 +e2%2By) for quasi-
longitudinal wave and for quasi-transversal wave respectively.

Ata = m/4have &y = /O + 1+ i + 2B /2) [ O+ 20+ %7B)

and &, = /i / V(A 4+ 2u) for quasi-longitudinal wave and for quasi-transversal
wave respectively.

Ata = /2haves; = land & = /(i + 22 Bopus)/ / VO +2)(1 4 22 B)
for quasi-longitudinal wave and for quasi-transversal wave respectively.

At arbitrary « the solution of this equation may be sought in assumed approxi-
mation ~ &2 as ¢% = ¢ + ¢2e? + o(e?).

Zero approximation { = ;02 is found from equation:

N (R O

o (+(X+2u) “F i
A+wu) (n—p)
Ot 21 O+ 2

sin? 20 = 0

Values ¢¢ which correspond to quasi-longitudinal and quasi-transversal waves in

layered medium are:
& =05 (14 ji/(h +2p) % Do)

where

cosda +

Dy = 5 —
A +2w) (A +2p) (A +2p) (A +2w)

\/(k+u)2 A +u) (n— i) (1 — i)

The correction coefficient ¢? is:

~ —1
Mok . "
C*z = ,32K2(§‘02 — cos® 2a) (m sin® o — 4.02) (2(02 - (1 + m))

Approximate values of phase velocities with accuracy &2 are

IR (1 + /c282,32(§02 — cos® 2a) ((02 — ()L—l:—*2,u,) sin’ 0() /2§02D0)
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From these formulas it is seen that the velocities of harmonic waves have small
dispersion (~ «2&?) and depend on the wave direction parameter a.

Now investigate the limit cases of these formulas at ¢ — 0 (u, — f1). Firstly it
is the limit case of ideal inter-layer contact (case of homogeneous elastic medium):
k — oo (L — w), and secondly it is the limit case of ideal inter-layer slipping
k— 0 — 0).

Quasi-longitudinal waves (sign plus in formulas for ¢, and¢).

In this case fore — 0: ¢ — &.

For k — 00: {y — 1 (¢ — cy), (elastic longitudinal wave in isotropic medium).

Fork — 0:¢§ — 0.5(1+4 Dy)

Here

\/ A+w? 200+ wn w?
| = cosda + ————
(A +2w)? (42w (A +2u)?

Fora =0,7/2: {y — 1,c — ci, (waves along and cross layers).

For o = m/4:50 — /(A + n)/ (A +2u) (waves propagated under an angle to
the layer boundary direction, minimal propagation velocity).

Quasi-transversal waves (sign minus in formulas for ¢y and ¢).

In this case for ¢ — 0: ¢ — &.

Fork — 00:¢ — ¢3/c1 (c — ¢3), (elastic transversal wave in isotropic medium).

For k — 0: ;‘02 — 0.5(1 — Dy).

Fora =0, 7/2: ¢y — 0,c — 0, (waves along and cross layers).

Fora = /4 : ¢ — c2/c1, ¢ = ¢, (Waves propagated under an angle to the
layer boundary direction, maximal propagation velocity).

The dependence of propagation velocities for quasi-longitudinal and quasi-trans-
versal waves on coefficients of inter-layer connection k are shown in Fig. 1. Upper
graphs correspond to quasi-longitudinal waves, lower graphs correspond to quasi-
transversal waves at various values of small parameter ¢// = 0.5, 0.3, 0.1. Dimen-
sionless elastic moduli are defined as A /(A 4+ 2u) = /(A +2u) = 1/3.

Above each graph the value of wave direction angle = 0, 30°, 60°, 90° is shown.
For = 0, 90° the solutions are described by exact formulas given above and shown
in Fig. 1a, d. For other values of the solution of biquadratic equation for ¢ = c¢/c; is
calculated numerically and shown in Fig. 1b, c.

From these graphs the level of plane wave dispersion can be seen (for small
values of the coefficient of inter-layer connection) for various wave directions. The
dependence of dispersion on the layer thickness parameter ¢/ can also be seen
there. It is possible to conclude that the dispersion plays role only for dimensionless
coefficients of inter-layer connection k/(A + 2u) < 0.7. It is mostly significant
for directions = 90° (along layers) of quasi-transversal waves (see Fig. 1d, lower

graphs).
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Fig. 1 The dependence of dimensionless velocities for quasi-longitudinal and quasi-transversal

waves on coefficients of inter-layer connection k

4.2 Surface Rayleigh Waves

Consider surface waves on the boundary of layered half-plane — oo < x3 < 0,
—00 < x1 < o0 (plane task). The system of equations for displacements of layered
medium with slippage at inter-layer boundaries is written earlier

(A +2wi 11— pwig) +Aws i3+ Vi =0
s 4 (A4 2wws 3 — pway) + Vi =0
wis+wsi —U=0,aU —&*fo(usU1 +pUs) =V =0

Boundary conditions at x3 = 0

033 = A +2uwwsz+Awy =0,013 =puw;z+ws) =0
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At x3 > —oo have w; — 0, w3 — 0.
Represent the solutions of this task as surface wave (y > 0)

wy = AeVXBel(lel_wt)7 Wy = BeV 3 el ixi—ot)

Substituting this representation in to the system of differential equations we get
the algebraic homogeneous system of equations

(ney® — K7 A1) A+ O+ pe)yikiB =0
ki )y A+ (0 +200)y% = kA2 ) i B =0
Here the following designations are used: . = fi + &>fak? Ay, Ax = pts — pc?,
Al =24+21n— ,ocz, Aye = Ay + 82,32K12A*, Ay =1 — ,ocz.

Phase velocity of surface wave is ¢ = w/k;. The solvability condition gives the
biquadratic equation for y

O+ 2w ey — k7y* Dy + Kk} Ay A = 0

where Dy = o Aoe + (A +200) A1 — (A + 1)
From this equation we find two positive solutionsy; » > 0

2 ’Dz + /D3 — 40+ 2M)M€A1A24

200+ 21 e

2
Vi2 =
Then the solutions of task are

wy = Ale)/met(/cl)rrwf) + Azeyzﬂel(/cmfwt)

w3 = BeBeltani—on 4 Bze}/zxzel('ﬂxl*wt)

. -1
where ik By a = ki (A + ) vi2A12((A 4 20) v, — 7 Ase)
Substituting these solutions into boundary conditions at x3 = 0 get the system of
equations

)/1A1 + )/QAQ + iKlBl + iK]Bz = 0
— kAL = AP Az + (4 20 y1iky By + O+ 20) ik By = 0

From this system of equations the amplitudes B; and B, may be excluded. Then we
have two homogeneous equations regarding amplitudes A and A,. For simplification
of expressions instead of y; » > 0 introduce values 1 > fromrelations 1y » = y1.2/k1.
These values are defined by formulas

, D2t \[D3— 40+ 2wp A A
e 20+ 2w,
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Homogeneous system of equations for amplitudes A; and A, is

(A + e) A+ pe)
1+ Ar+m| 1+ Ay =0
’“( (()»‘i‘zl/«)ﬂ%—ﬁz.e)) 1 ”2( ((k+2u)n§—A2£)) ’

A+ 2w + e} (h+21) (A + )3
—1)a —a)a, =0
(((qu)n%—ms) ) 1+(((k+2u)n§—Azs) :

For solvability the determinant of this system should be equal to zero. It gives the
equation for unknown phase velocity of surface wave ¢ = o/«

400+ w3 — na(1+n03) (A + 20t + An3)

A
Be G (04 200m3 +2) + (1403 (0 + 20 +2)} =0

Here we denote A, = 0 — .. Again investigate the limit cases of this formula
ate — 0 (ue — ). In these cases

, Dy + /13; —4(h 4+ 2 AA A,
e 200+ 200

where Dy = 1A, + (A +2) A — (0 + )2
The equation for surface wave propagation velocity is
40+ wymms = ma (1 +13) (4 2w)nf + An3)

7 _I:M) {m (423 +2) + m( + 1) ((+2wmf + 1)} =0

Case of ideal contact (ideal elastic medium)
In this case at k — oo (Lt — 1):

n=1-c/ci,n3 =1-c*/c3, 40+ wmm—(L+n13) (( + 207 + An3) =0

After short transformation we come to classic Rayleigh wave:

-/ fl—/d—@—cd)? =0

Case of ideal inter-layer slipping
In this case at k — 0 (t — 0) treating . as small parameter we get:

o~ 4+ p) — (O, + 2p) pc? 2~ (h +2u — pc?) (e — pc?)
: O+ 28) e TR Apo+ ) — (L4 2u)pe?
Gr+2w)mn3 — 200+ 20031+ n3) — Ao (1 +13)> — A =0
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The graphs for dependence of dimensionless surface wave velocity c¢/c; on inter-
layer connection coefficient & is shown in Fig. 2 for various values of layer thickness
parameter ¢// = 0.5, 0.3, 0.1. As in previous case the wave number is «; = 27/1,
where [ is the length of harmonic surface wave. The asymptotic of classic Rayleigh
root takes place for k /(A +2u) > 1.5+ 2. These graphs are very similar to the lower
graphs in Fig. 1d (quasi-transversal waves) for waves propagating along layers (=
90°) and very close to them. For classic Rayleigh waves, as it is known, cg /¢, = 0.9,
the same relation is valid and in the case under consideration for ratio of velocity of
surface waves to the velocity of quasi-transversal waves.

Remark that the applicability boundary of proposed asymptotic theory is not
defined exactly. The upper boundary for small parameter ¢ /I = 0.5 is assumed quite
approximately. Nevertheless, for inter-layer connection coefficients starting from
values k/(A +2u) > 0.7, the calculations give very close meanings for propagation
velocity of quasi-longitudinal, quasi-transversal and surface waves for the whole
range of wave lengths ¢// < 0.5.

It should be noted that proposed refined theory may be used for investigation
of transformation seismic waves exiting to the day surface in rock massifs with
regular parallel crack grids accounting slippage at contact boundaries. Also this
theory may be useful for description of composite materials with additional soft
sublayers between more rigid layers.

c(k)

06

0.5 1.0 1.5 20 25 30 k&

— g/l=05 ---- &/1=03 e g/1=01

Fig. 2 The dependence of dimensionless surface wave velocity on inter-layer connection
coefficient k
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5 Conclusion

Using the asymptotic method of homogenisation the continuum theory of layered
medium is built taking into account terms of second order accuracy regarding the
small parameter of layer thickness. The linear slip contact condition is used to
describe the relation between tangential displacement jumps and shear stresses. The
wave properties of the proposed refined equations are studied, the dispersion relations
are derived and the propagation of harmonic waves is investigated. The problem of
surface Rayleigh like waves is solved.
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02392).
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Affinely Rigid Body and Affine Invariance
in Physics

Jan Jerzy Stawianowski and Ewa Eliza Rozko

Abstract Discussed is the dynamics of affinely rigid body, i.e. of a mechanical
system the configuration space of which is, roughly speaking, identical with the
affine group. So, it is a system placed between two kinds of Euler equations: the
rigid body and the ideal incompressible fluids. An essential novelty is our stress on
models with the affinely-invariant kinetic energy. It turns out, it may be a toy model
towards discussing the problem of affine, non-metrical invariance in fundamental
physics, quantum theory and gravitation, and even the nuclear and cosmic physics.
Quite independently of that, it may be shown that the affine geodetic model is able to
describe the bounded vibrations of classical continua without any help of the external
potential energy.

1 Introduction

It is well-known that very often some important and new mathematical and physical
concepts and solutions appear in a consequence of unification of even quite different
and mutually remote mathematical theories. Let us mention, e.g., the ergodic theory
or probabilistic theories on algebraic structures [2—4, 16, 21]. Another example is
the theory of dynamical systems defined on Lie groups or their homogeneous spaces.
The algebraic structure of groups gives rise to the theory and classification of left-
invariant and right-invariant dynamical systems. Let us mention, e.g., two important
historical examples known as Euler equations [2, 3]. There are two kinds of them: the
ordinary Euler equations of the rigid body motion, and the partial Euler equations
for the ideal incompressible fluid. It is interesting that both of them were created
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by the same person, just the famous mathematician Leonhard Euler. The rigid body
kinetic energy and the corresponding equations of geodetic motion are invariant
under the rotation group acting on itself through the left regular translations. When
the rigid body is spherical then they are also right-invariant. And similarly, the Euler
equations of the ideal incompressible fluid are right-invariant under the group of
volume-preserving diffeomorphisms. Although this group is not a Lie group because
of its infinite dimension, the general procedures of invariant systems on Lie groups
may be at least formally used. This enabled one to guess some general expressions
and hypotheses concerning the general solution and its properties. Once guessed in
this way, they were later proved on an independent basis.

2 Lie Groups as Configuration Spaces

Let us now review some general principles of analytical mechanics on Lie groups.
So, we assume that the configuration space Q is not any longer a general differ-
ential manifold, but rather a Lie group G, or perhaps some its infinite-dimensional
analogue [3]. For simplicity we assume that it is linear, i.e., that it does possess a
faithful finite-dimensional matrix representation. Let us mention, this restriction is
not so academic as it might seem. Namely, for any n > 2, the universal covering
groups SL(n, R), GL(n, R) fail to be linear. This has some influence on the concept
of spinors, or rather on the attempts of affine generalization of the usual concept of
spinors [34-38]. Being linear, G is a subgroup of some finite-dimensional matrix
group, so G C GL(N,R) or G € GL(N,C), N < co. From now on, we restrict
ourselves to the linear groups. This is sufficient and in any case simplifies the nota-
tion. Lie algebra of G and its dual are denoted respectively by g = 7, G and g*. The
global or almost global relationship between G and g is given by the exponential
formula:

1

gt ... fF) =exp (t“ea) , (1)

where ey, .. ., e; is a basis in g, the summation convention is used and obviously the
matrix exponential is given by the power series:

1
exp(4) = > = A )
r=0 "~

Lie algebra g is closed under the commutator operation, so
[eaa E},] = Ccab €c, (3)

where C¢,;, are structure constants in the base ey, ..., e;. The dual basis in g* is
denoted by ¢', ..., ek, where
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e(ep) = (e, ep) = 8% )
G = exp(g) or at least it is finitely-generated by exponents exp(A). The dual g*

consists of linear functions on g. However, very often it may be identified with g
itself via the trace formula:

(fsx) =Tr(fx). &)

When dealing with systems on Lie groups one uses the following Lie-algebraic
velocities [32, 33]:

QN =¢ngm~'. Q=507 '§®. (©)
They are non-holonomic when G is non-Abelian.
Tangent and cotangent bundles over G (i.e., bundles of contravariant and covariant
vectors) are trivial [20]:
TG ~G x g, T°G ~G x g*. @)
Therefore, the mechanical states may be interpreted as pairs (g, €2), or (g, ﬁ). Let
us observe that
Q=gQg', Q=g (8)
Using more sophisticated language we would write:

Q1) = Adgy @, Adgw) = gug™". 9)

Similarly, in the canonical language of cotangent bundles mechanical states in 7*G
are represented by pairs: (g, X), (g, ¥). In analytical terms we can write:

Q=Q%%,,0=0%, (10)
T =3, % =3, (11)
where
dqi —~ ~ dqi
Q= Q% () — , Q= Q% (q)— 12
(@) ” (@) ” (12)
X, =pi Z(@pi » Za = pi Z'a(q). (13)

Obviously, the following equations are satisfied [36—38]:
EaQa = /E\aﬁa = piq.i (14)
2,Q =58;,5,Q4 =4, (15)
Q4% =8, Q4T = 8. (16)
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Left regular translations L, : x > gx act on those quantities as follows:

Q> gQe ' =Ad,Q, Q- Q 17)
T grg !l =Ad'E, T E (18)

Let us notice that 2, ¥ are invariant. Similarly, the right regular translations Ry : x +>
xg act in the following way:

Q> Q. Qg 'Qg=Ad,'Q (19)

T3, S g 'Sg=AdE. (20)
It is seen that the left and right transformation properties are completely opposite to
each other.

The left- and right-invariant models of the kinetic energy are respectively given
by:

1 1
Tlleft] = 7 Q'Q" = 7y7(2, Q) (1)
1 oy 1 o~ ~
T[right] = Eyabszasz” = zy(sz, Q) (22)

where the coefficients y,;, are constant.
Non-holonomic description of Legendre transformation is given by the formulas:

s.= L 5= (23)
Cl_aQu’ a—8§a'

The resulting canonical representation of the above left- and right-invariant kinetic
energies is given by:

1

1 ~
Tleft] = 3 7Py, %, T[right] = Ef””zazb. (24)

Here the tilde—symbol 7% denotes the inverse contravariant metric tensor, so that
Y“%Veb = 8%. (25)

The quantities X, ¥, are momentum mappings corresponding to the group of left
and right acting regular translations in G. Their Poisson brackets may be expressed
through the structure constants as follows [10]:

[z, 2} =C"%, (2.5} =-C";%,, {=.%;}=0. (26

Poisson brackets between “sigmas” and quantities f depending only on configuration
variables ¢’ are given by:
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: 0 = < a
{Za, f(@)) = —E’a(q)a—;i, {Za fo} = —E’a(q)a—:i. 27

Obviously, any pair of functions depending only on configurations is Poisson-
commuting:

{g@, f(@}=0. (28)

Any other Poisson brackets may be obtained from the above ones on the basis of the
general structure properties of those operations.
For any interaction potential #'(q) equations of motion have the form [2, 3, 21]:

d
i wy, H=7+70). (29)

Therefore, for the left-invariant kinetic energy we obtain:

~

dzﬂ ~cdb 3 R AT
-y Ca(‘2d2h+Na~ (30)

To be honest, this formula is generally valid for any, ever dissipative forces ﬁa. In
the potential case we have obviously

~ ~. v
N, Z_Zla(Q)_i- (31
dq

The above equations of motion may be written alternatively in terms of € or in mixed
Q, S -terms as follows:

dﬁb b cd AT

yab? = _Vbdc acQ QY+ Na (32)
dEa b e AT
el —C7 %, + N,,. (33)

When we deal with geodetic system, i.e., when Na = 0, these equations are explicitly
solvable in terms of the time dependence of E or Q. And finally, the motion in
configuration space may be solved by integrating the defining equations:

L =qnQ, (34)
after substituting the previously (in principle) found the time dependence of Q.

For the right-invariant models of 7" we obtain:

ds,

T 7€t 1 2y Zp + N, (35)
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When the system is moving under the influence of ¥ —potential forces, then N, is
linear in the differential of ¥:

; 4
N, = _Ela(q)_-- (36)

ad
g’
It is interesting that for the geodetic left-invariant models the following conser-

vation law holds:
dx,

dt

(37)
For the general, i.e., not necessarily geodetic models with the left-invariant 7' the

above conservation law is replaced by the balance law for ¥,:

dx,
= N,.
dt

(38)

Let us observe that the last two equations are free of the algebraic terms quadratic in
“sigmas”. They occur only in equations expressed in terms of .

Of special interest are obviously doubly-invariant, i.e., left- and right-invariant
models of the kinetic energy. On semi-simple groups they may be based on the
Killing metric tensors

Yab = C*1aC o = Vba- (39)

If there is no potential energy or any kind of forces the general solution of equations
of motion is then given simply by

q(t) = exp(20)q(0) = q(0) exp($1), (40)
where obviously €2, Q are constant and related to each other as follows:
Q= q(0)7'Qq(0). (41)

When the metric y,, is not Killing, then something similar holds when G is the
Cartesian product of simple groups G g

G = x¥_,Gg, (42)
and the following combination of Killing metrics is used as y:
y = @Yo Ckmiy- (43)
In this formula y is the Killing metric on group G g, Ck are constantsand g : G —
G is the natural projection of G onto the K'th factor Gg.

Let us summarize those remarks with the mentioned examples, i.e., rigid body
and the ideal incompressible fluid.
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When dealing with the rigid body in the three-dimensional Euclidean space, and
neglecting the translational motion, the configuration space is identical with the
three-dimensional rotation group SO(3, R). Non-holonomic velocities €2, Q are then
simply the spatial and co-moving representations of angular velocity. They are skew-
symmetric tensors, therefore in the three-dimensional space one can identify them
with the spatial and material axial vectors with components ¢, QA givenrespectively
by:

Q) = —69,.Q°, QA = —et5c0F. (44)

Here &, is the totally antisymmetric symbol, €123 = 0 and the shift of indices is
meant in the sense of the Kronecker delta metrics §,5, §4 5. Reciprocal relationships
are given by:

Q= ——e9°Qb. = —&9,°Q.0. (45)

Similarly, for the relationship between ¢, and its pseudo-covector representation
Y., we obtain the following two possible conventions:

1. If we assume in the rule for covector the summation over the skew-symmetric

elements, then
1 ,
T, = zsagfxef, T =8 %, (46)

and {
(£,Q) =3%,Q = 52“,,9”,,. 47)

2. It we assume the summation over all possible elements, then obviously:
2,Q0 = 29,Q0,, (48)

and
Y= 60! B, B¢ = - e85, (49)

Rotational kinetic energy is given by the formula:

’;

1 2AA — L4 =402
T=—-I1,QQ8 =) = (Q4)", 50
5 Las 2.5 @) (50)

A=1
where 45 is the tensor of inertia and I, are its eigenvalues, i.e., solution of the
equation

det[lap —Anag]l = 0. (51

Obviously, 145, 14 are constants because they are referred to the material space. For
any matrix U € SO(3, R) T is left-invariant. It is right invariant when I} = I, = I5.
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When the problem is once degenerated, i.e., I, = I, # I.,a # b # c, T is right
invariant under SO(2, R)—the group of rotations with respect to the c-axis.
Equation of motion have the following form:

Il? = (L — ) 0% + N, (52)
a2, PP

12? = (I3 — L)) Q2321 + N, (53)
d<s -

I3T = (I — ) Q12 + N3 (54)

where ﬁa are co-moving components of torque. Let us observe that this form of
equations is valid only in the physical three-dimensional case. These equations are
autonomous in the geodetic case, when ﬁa =0(and N = (pﬁ = 0), or when ﬁa
depend on mechanical state only through Q. They are so as well when N, depend
only on Q.. Geodetic equations are left-invariant.

Co-moving components of spin and its spatial components are respectively given
by:
oT
9TA

Q= = [,Q8 = 1,08 (55)

and kinetic Hamiltonian is then expressed as:

3
9=§i§g =%1AB§A§B, (56)
where, obviously, 742 is reciprocal to 145,
1€Icp = 8%5. (57)
Poisson brackets are given by:
(B0 Zp) = e’ Be, {0, b} = S, {Za, Ty} = 0. (58)

Euler equations in spin terms are given by:

= (f-p)EE R (59)
dr Iz I, .

T(r-7)Emm (60)
dt I I; i

dss I 1\e~ ~
?I — — — ) 213 + Ns. (61)
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Please, be careful with the difference in sign in Poisson brackets for ¥, and /E\a.
When the rigid body is spherical (I; = I, = I3), then the above balance laws
become the usual balance law: R
dz,

=N, 62
” (62)

in particular conservation laws for fa when ﬁa =0.
In the spherical case the general solutions are given by exponents:

@(1) = exp(tw)p(0) (63)

with the skew-symmetric w. Therefore, they are one-parameter groups or their cosets.
In the anisotropic case the only exponent solutions are rotations about the main axes
of inertia. Only rotations about the extreme axes are stable. We see that everything
is but a simple special case of the above general group-theoretical systems.

Let us now review the Euler equations of the ideal incompressible fluids. The
basic equation has the form:

Y (D vviv) = —vpt (64)
pyg=p\5 tOVIV)==Vp+oe

Iso-entropic motion has the form:

ds 9s

o = Y + vgrads =0 (65)
)

g + div(psv) =0 (66)
0 . arT’* . . .

5IOUt — _ o , sz — pgzk +,ov’vk (67)

where obviously p is the density and v is the velocity field. The scalar product of
two velocity fields is given by:

(V],V1> Z/Vl -Vldx. (68)
D

Here D is the region filled by fluid, incompressibility is described by:
divv =0 (69)

and v is assumed to be tangent to the boundary d D of the region. Kinetic energy is
given by:
o

T="5 (v = g/Dg,-jvivjdx, (70)

where dx is the element of the Riemann volume.
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At the time instant ¢ the configuration is g, € SDiff D, i.e., it belongs to the group
of volume-preserving diffeomorphisms of D. At the instant ¢ + 7, the configuration
is exp(vr)g,, where t is assumed to be small. Velocity field is obtained from g
tangent at g to the group SDiff D of volume-preserving diffeomorphisms of D. As
mentioned, being infinite-dimensional, SDiff D is not a Lie group, but the formal
procedures of invariant systems are applicable to it and are very helpful in finding
the solutions.

3 Affinely Rigid Body as a Mechanical System
on the Homogeneous Space

Now we shall consider the deformable system with a finite number of degrees of
freedom. This is the affinely-rigid body, i.e., roughly speaking, a system the con-
figuration space of which is the affine or linear group. This is of course the natural
generalization of the usual, i.e., metrically-rigid body. But deformations also occur,
namely finite-dimensional homogeneous deformations. It turns out that even the
usual, i.e., metrically rigid body becomes better described when one assumes it to be
affinely-rigid, and only later one assumes the metrical constraints. The model may be
also used in vibration of molecules, in micromorphic continuum, in nuclear models
and even in the theory of cosmic bodies [8, 9, 11-15, 22-31, 33, 39].

It is more convenient to use the language of homogeneous spaces than that of
Lie groups as configuration spaces. So, let (N, U, —, 1) be the material affine space
and (M, V, —, g)—the physical space. U, V are linear translation spaces and n €
U*®U* g € V*® V*—the metric tensors [18]. Later on we shall see they are not
necessary for the very formulation of affine degrees of freedom. The configuration
space may be identified with

O0=MxLI(U,V), (71)
where L1 (U, V) C L(U, V) is the manifold of linear isomorphisms of U onto V. It
describes internal (relative) degrees of freedom and M has to do with the translational
motion of the center of mass. For any ¢ € Q we have:

d(t,a) =x' (1) + ¢ x()ak. (72)

In affine motion there are two measures of inertia: the total mass and the internal
mas quadrupole [5-7, 32, 33],

m:/ du(a), JKE =/aKaLd,u,(a). (73)
N
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Higher multipoles are non-essential and the dipole vanishes when aX are material
components of the radius vector with respect to the center of mass:

JK = /akd,u(a) =0. (74)

Kinetic energy may be shown to be:

m  dxt dx’ 1 dgoiAd(ijJAB

T=Ty+Tpi=—gi——+—gii — 75
et tine =289 T 280 T (75)

Legendre transformation is given by:

dx/ A de/s pa
P =mgij——, i = 8&ij Jo 76
Pi =mgij - p 8ii g (76)
Cauchy and Green deformation tensors are given by:

Cij=nasle DN D €7 =¢lap’sn"? (77
Gas = 8ij¢' a9’ 5, G = (e HNie™H"8" (78)

The kinetic Hamiltonian is given by:

[T, L= a5 i

T =Dy + T = 8 PiPi + EJABP ip” 8" (79)

This might seem a natural generalization of the usual rigid body mechanics. However,
it is not the case. First of all the above kinetic energy is not invariant either on the left
or the right regular translations. The reason is that it depends explicitly on the metric
tensors g;;, nap. In a consequence it is not invariant either on the left or on the right
regular translations. Let us try to improve this, initially without discussing its deeper
motivation, just on the aesthetical basis. The left and right affine invariance enable
one to save the Lie group structure and the possibility to find solutions on the basis
of special functions.

First let us introduce the necessary affine concepts. The first of them are non-
holonomic affine velocities

Q=gp ', Q;=¢ 107" (80)
Q=97""9,Q% =9 "¢ (81)

Eringen used the term gyration for them. Obviously,

Q=9 Qe QY= Q. (82)
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Non-holonomic angular velocities are given by skew-symmetric parts

(,()ij — Qlj _ le — QIJ _ gijkmgmi (83)
o'y = Q%% — Qp" = Q" — npcQ-pnPh. (34)

The affine spins (hyperspins) conjugate to €2, Q are given by [17, 33]:
Y =ogm, S = T, (85)

ie.,
Y =¢lant;,  Thp=nti¢s. (86)

They are Hamiltonian generators, i.e., momentum mappings of the left and right
affine transformations

p+— ApB, AeGL(V),BeGLU). (87)
Rotational generators, i.e., metrical spin and vorticity are given by:
S =% -3, Vip=34p -3t (88)

Remark: they are not ¢-transforms of each other. Poisson brackets are given by:

{x;, 24} =8 2F; — 6,5 (89)

{iAB,i:\CD} =852y — 8" pEC (90)

(). 2%}=0 1)

{EAB, pc}=38"cps (92)

{Iij,Pk} = {Aij,Pk} =8"p; (93)

where

=90, pa=pigia (94)

Aljlepj, IleAlj"'Elj- (95)

Obviously, A’; is the center of mass affine momentum and /'; is the total affine
momentum with respect to the fixed point of the space M [10].

Transformation properties of “sigmas” and “omegas” are reciprocal to those with
the roof symbol:

AeGL(V): T ATA™, § 3%, Q- AQA™", Q> Q (96)
BeGLWU): ¥— 3%, 2B 'SB, Q—Q, Q— B 'QB. 97)
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Obviously, for any function depending only on the configuration variables we
have [10]:

oF = . OF

. . . . oF
{F,Elj}z(plAa(ij, {F,EAB}Z(plB .A, {F,Alj}:.xlm. (98)

Kinematical representations of the affine spin and affine torques are given by:
. . e ; de’
KY :/(y’—x’) (y]—xj)d,u(a):<pATBJAB (99)
NV = / (' =) FIdua), (100)
where .7 is the material density of forces.

The total system of equations of motion may be written in the following balance
form:

i - o
E — Fl, k= gl,]pj — (plAkA (101)
dKij d(piA d(ij AB .
- JAB 4 Nii 102
dr dr dr + (102)
where
Fi— / F(y(@)dpa) (103)

is the total force acting on the center of mass.
In the case of potential forces

. Y.
N = —¢' s -——g". (104)
gk
The power of forces is given by:
P =P+ Pu = Fiv' + NVQj,. (105)

Let us observe that equation of internal motion may be simply written as follows:

d2€0j3
dr?

i

@A

JAB = N, (106)

Therefore, the equations of additionally constrained affine motion are easily obtained
on the basis of the d’Alembert principle.

For example, the metrically rigid motion is described by the skew-symmetric part
of the last equation:
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. dz(ij AB . dzgpiB .. .. ..
a———J"" — ¢/ =NY —N/' =4V, 107
v ¢ aTq2 (107)
where .4/ the doubled skew-symmetric part of the affine torque is the usual metrical
torque.

Similarly, the incompressible motion is ruled by the trace-less part of the primary
equation:

- dolp 1 d’¢’p
i JAB _ a
@ A a2 n 8ab¥ A a2

.. 1 L.
J”&j=N”—;gmN”5k (108)

And finally let us quote something really new: equations of rotationless motion. In

contrast to the rigid body motion, those equations are given by the symmetric part:
2 i

j d*¢'p

JAB 4
dr? ¢4 dr?

i d2¢jB

@' A = N" + N7, (109)

But symmetric matrices do not form either Lie group or Lie algebra. Because of this
the constraints ' '
Q;-Q;'=0 (110)

are essentially nonholonomic in contrast to those given by the antisymmetric part
(rigid motion) ' A
Qi +Q;'=0 (111)

It is seen that k%, K%, p,, £'; are proper quantities corresponding to the balance
laws. Nevertheless, in the theory based on the d’Alembert principle, none of the
balance law reduces to the conservation laws in the interaction-free case. This is the
main drawback of this principle and of the use of metric tensors. Let us summarize
with the balance laws in co-moving representation:

dicA

o = —kPTgc KA + FA (112)
dI?AB PN R
= —KA€JopKPB + NAB (113)

In velocity representation they become:

dot OA ~B | TA
dQs e ap mea o~
JACTC — _QBDQDCJCA + NAB (115)

It is clear that in the interaction-free case they never become conservation laws.
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4 Towards Affine Dynamical Models

It follows from the transformation rule that the most general internal kinetic energy
invariant on the left is given by:

1 PO
Tine = EiﬂBADCQABQCD- (116)
The equations of internal motion are then given by:

dxi; .
! = N';. (117)
dr

Similarly, for the right invariant model we have

[ dsA _
Tt = zﬂfi’ksz’jszk,, d;B = N5, (118)

i.e., conservation laws just like in the general models on group theory. Observe that
LB AP, #7;', are constant and satisfy the obvious symmetry relationship. Let us
observe that in the d’ Alembert model we had:

JKkL d‘PiK dﬁﬁjL .

119
dr  dr (1)

Tine = gij

The full affine invariance with translational degrees of freedom is impossible. The
left-invariant and right-invariant kinetic energies are given respectively as follows:

m _ dx? dx/

m

T :—Ci'_ = = 04958 120
v =50 5 1BV (120)

T m  dxt dx’ mG ~A~B (121)
= —gii——F— = — Vv,

w8y Ty T 2 A

For the left-invariant models the explicit form of the balance equations of motion
reads:

e — PkPj i
where the generalized forces are given by:
0, = v 0 =g v (123)
i = axi s j= "9 A a(ij

when forces are derived from the potential. For the total quantities the form is much
more suggestive:
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dpi d1(0)

5 = P = Qw' /> (124)

where the following natural definition of the total quantities are accepted:

1(0); = A0);+ %2, =x'p; + 2 (125)
Qu(0)'j = Qu(0) j+ Q' =x'Q; + 0. (126)

Similarly for the right-invariant models we obtain:

dﬁA -~ . dPi dAEAB ~4A
— , . . — i7 = . 127
a Qa, ie I 0 ar 0% (127)

Obviously, here we have
Os=0i¢p'a, 0% = o T el . (128)

As mentioned, the total kinetic energy cannot be doubly affine-invariant, just because
the affine group fails to be semisimple in a rather unpleasant way. There are however
models with the doubly affinely invariant internal kinetic energy. The translational
model may be at most one-side affinely invariant, on the left or on the right. The
resulting total kinetic energy will be also left-affinely invariant and right affinely-
invariant. The opposite invariances will be purely metrical, i.e., orthogonal-invariant.
They are respectively given by:

B m AK A 1 oK S
paff—metr _ E’?KLUKUL + EnKLQKMQLNnMN
Anp ~ Bk &
+ SON .8 + SR8 RN, (129)
R | o
pmetr—aff _ %gijvl v+ EgijQ’kQ]lgkl
A i j B i OJ
+ 59, + 2L (130

where m, I, A, B are constants. This expressions are implied by the assumed invari-
ance principles. The two last expressions are identical, although written in a different
way. Let us notice that the expression

ZCijlv' v = i o5t (131)
2 2

resembles the tensor of effective mass in physics of the solid state [19, 36]. Because of
this p; = C;;(p)v/ is a constant of motion, but v' = C"/ p; fails to be so. Obviously,
in 7™U=a it j5 constant and the corresponding expression predicts the constant
value of the velocity in appropriately chosen potential term. In a sense, 7™~ may
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be used as a finite-dimensional counterpart of the Arnold description of ideal fluid,
obviously in the isochoric motion.

The above models of the kinetic energy are very special and because of this they
admit solutions given by exponentials. For example, for the doubly-invariant model
without translational motion and without translational force, we have simply:

o(1) = exp(EDgo = goexp(Er),  E = ¢y ' Ego, (132)

where ¢y, E and E are quite arbitrary. If we consider the geodetic motion with 7
left affinely-invariant and 7 right metrically invariant, then ¢(#) is given by:

@(t) = @oexp(F1), (133)
where ¢ is arbitrary, and F' is n-normal,

[F,F""|=FF"" —F"F=0, (F")""

= nepFPen®A, (134)

in particular when
F'"=—F, or F'" =F. (135)

And conversely, if T is left metrically invariant and right affinely invariant, then

@(t) = exp(Et)po, (136)

for arbitrary ¢y and arbitrary g-normal E,
[E,ES") = EES" —ES"E =0, (E®T)' ;= guEld".  (137)

Those “stationary”” solutions are similar to the stationary rotations of the anisotropic
rigid body. The question appears however concerning the role and the necessity of
using the metric tensor. However, let us notice that even the parts of expressions for
affinely invariant 7' are based on some metric tensors in Q, however different then
the g;;, nap and non-derivable from them. One can show that after performing the
Legendre transformation the metric i, may be expressed as follows:

f —metr 1 S 1 SV 2 1

Fratmetr 5 Tr (%) + 5 (TrE)” — @Tr(v% (138)
metr— 1 1 1

Fymetr—al _ 2T (=%) + o (Trx)? — @Tr(SZ) (139)

The constants «, 8,  are given by:

1 1
a=1+A, ,3:—§(I+A)(I+A+nB), M=7(12—A2). (140)
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Expressing this by Casimir invariants of V, §, ¥ we obtain:

Fyast-mets _ c<2) + ﬁcmz + —||V||2 (141)
1 1

T = —CQ@)+ ﬁcu)z + —||S||2 (142)

where || V||> = —1Tr(V?), ||S||> = —1Tr(5%), and obviously, the Casimir invariants

of ¥, S are given by:
C(k) = Tr(2%) = Tr(Th). (143)

The first two expressions in ZA1T e | Zmetr =4l yre jdentical, the difference is only
in the third terms. It is clear that the combination of first two terms is not positively
definite. This is in the consequence of the lack of compactness of GL(n, R), SL(n, R).
The same is true in general for the general forms of T, based on coefficients L and R.
Nevertheless in some range of coefficients 7, A, B (equivalently «, 8, ) the kinetic
energy is positive. Nevertheless, the main terms C(2) of T —metr - grmetr—=afl 5pe
non-definite. This fact may make us reluctant to affinely-invariant models of kinetic
energy. Nevertheless, it turns out that such models may be useful. First of all, affine
models may be considered as approximation to the d’ Alembert ones, and at the same
time they are endowed with all computational and qualitative advantages of those
usual models, even in geodetic, i.e., potential-free dynamical equations. Besides,
they are interesting from the point of view of the dynamics of integrable lattices in
one dimension. Let us observe also that there are approximately affinely rigid bodies
the deformations of which do not have anything to do with the d’ Alembert principle.
Their kinetic energies seem to be implied by the metric tensors suggested rather by
affine invariance then by fixed spatial or material metrics. Let us mention e.g., such
objects as atomic nuclei, neutron stars, soap bubbles or fluid droplet inclusions in
fluid matrices [17, 22, 23, 29-31].

Let us describe this in terms of two-polar and polar decompositions of linear
mappings. Namely, any ¢ € LI (U, V) may be described as follows:

¢ =LDR™! (144)

where L: R" — V, R: R" — V are orthogonal mappings acting respectively
between Riemann spaces (R”, §), (V, g) and (R",§), (U, n). The matrix D is a
diagonal mapping of R” onto itself. The inverse mappings are linear orthonormal
co-frames L~™': V — R", R™': U — R". Analytically this is the decomposition
of the matrix ¢’ 4 into the product of two orthogonal matrices L, R and the diagonal
matrix D. Similarly as the polar coordinates of R”, the elements L, D, R are not
unique, nevertheless they may be effectively used when some care is applied. They
are given by the following eigenequations

GR, = ARy = exp(2¢*)Ry,  CL4 = exp(—2¢“)L,, (145)
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where L,, R, are bases in V, U and g“ are real. Let as notice that L,, R, are basis
vectors in V, U. The parameters g“ are logarithmic deformation invariants, and

Dyq = exp(q“) (146)

are the usual eigenvalues deformation invariants.

Let us notice that the usual polar decompositions are given by pairs (U [¢], L[¢]),
or (Ulgl, Ale]) = (Ulel, UlplLle]lU[e]l™") where Ulg] is an isometry of (U, n)
onto (V, g),and L[¢]: U — U, Alp]: V — V are respectively n-symmetric and
V-symmetric and positive mappings of U onto U and V onto V. Then

¢ = UlglLlp] = Alp]U]g]. (147)

Unlike the two-polar decomposition, the polar ones are unique. From this point of
view the polar decomposition is natural, nevertheless the two-polar is more natural
and easy in calculations. From the formal point of view the internal configuration
¢ € LI(U, V) is represented as a triple of mutually interacting systems: metrically
rigid bodies L and R in V and U and N fictitious material points in the real line R
with positions ¢!, ..., g". Their “center of mass” is given by:

g=~(q"++4d"), (148)

and the corresponding “canonical momentum”
p=pi+--+pa (149)

As usual there are two kinds of angular velocities and spin: 39, 19“;, and ! s
o ;j in the case of angular velocities and %, % and p s 7l j» as measures of spin
and vorticity. Let us stress that in our system of notation the first letters of alphabet
are used to denote the “internal” components in R” and the middle letters denote the
“physical” components in V and U. Therefore:

sa a dLih Ja a dRKb

Xthi_dl ) 09, = R% ” (150)
. dLiy drX; .

Xi= ?Lbj ) oK, = ” R'L (151)

Similarly for the spin and vorticity variables: p“;, 7%, o s 7K, . Let us observe
that p'; = §';, ©®, = V& are the usual spin and vorticity in terms of V, U,
whereas p%,, 7% are their R"-comoving representations. Let us repeat that p“5, T%,
are Hamiltonian-conjugate to x%, 94, while p js X, are Hamiltonian-conjugate
to x'j, 9¥ . The advantage of using %%, 9%, p%, %, is that from the point of
view of the kinetic energy the configuration variables of the L- and R-gyroscopes
are cyclic coordinates. Let us introduce the quantities:
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M = —p% — 1%, N9 =p% —1%. (152)

One can show that indeed:

ISR S (N%)?
C(z)‘;””maz— —— . (15)3)

k2 49—4q 16 2 g°—q"
5 sinh 5 5 cosh 3

Therefore, the main part of the kinetic energy when I = 0, B = 0, i.e., one based
on C(2) is given by:

(Ma )2 1 (Nu )2
T = 25 Z o 32az—b 32az—b (159

sinh? 24" cosh? 424"

Formally, from the point of view of the dynamics of deformation invariants, this is
a kind of the Sutherland lattice. It is interesting that the spin-like variables lead to
the terms of the kind of singular centrifugal repulsion (the M“,-term) but also to the
rather strange centrifugal attraction at large distances.

Let us quote an interesting reformulation of the last formula for 7, expressing
the model .7~ in binary terms:

nt
graft—aft _ (M4))?
1m 4A Z (pa pb) + A Z 51nh2 —q" —q
1 (Na;,)2 1 2
T RAL o2 22 (A +nB)”

(155)

When in addition the /-termin .7 is allowed, the corresponding affine-metric expres-
sions become:

L9-£lﬂ: metr __ <gaﬁ aﬁ[A - I+A]+ ||V||2 (156)

nt nt

2(12 - A?)

__r
2(1? — A?)

In any case it is seen that even without assuming any potential energy, there is a
dissociation threshold and if the isochoric constraints are introduced, the body may
perform bounded elastic vibrations. Therefore, just like in the mechanical Mauper-
tuis principle, the dynamics, even in the non-compact configuration space may be
described by the appropriately chosen, let us add geometrically motivated way, in
purely geodetic terms. This enables one to use special functions of mathematical
physics, both on the classical and quantum level.

When speaking about integrable lattices, one should mention also some corre-
spondence with the usual Sutherland lattice. Applying the reasoning similar to the
above one, let us mention that replacing the straight line by the circle, we obtain:

gymetr— aff ydff dft[A — I+ A]+ ||S||2 (157)

nt nt
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- 24
Tint = 24 Z 32A

1 N4)? B
+o— Z ( ﬁ)_ P (158)
324 S o2 240 2A(A+nB)

(M*3)*

2 qa ,qb
sin )

This is obtained from the previous expression by the unitary substitution: D,, =
exp(ig?). Let us observe, there is no problem with the absence of the minus sign in
T, because in the compact circular case there is no difference between repulsion and
attraction.

Let us also observe the relationship between usual the d’ Alembert model and the
traditional Calogero—Moser lattice. Namely, the Calogero-like expression is obtained
from the d’ Alembert model of T by the substitution

0 =exp(q”), Pi=exp(—=¢")ps,  pa =exp(ig”)P, (159)

to the d’ Alembert expression for 7'

1 1 (M* ,,) 1 (N“b)2
= D P> Ty . 160)
21 Z 81 & (ga — Tl ” _ )2

But now the two expressions depending on Q¢ are repulsive, and the model may be
realistic in the sense of admitting bounded vibrations only with the explicit use of
some potential term or some boundary conditions restricting the behavior of Q.
Let us go back to the affinely invariant model of 7'. For simplicity let us consider
the “Flathland” model n = 2 [1]. Then the part of the effective interaction between
deformation invariants ¢ is ruled by M I, = M, N';, = N, and the Hamiltonian
becomes: {
Hyy = 5- (Pl +03) + Uiy (4" 0%) + 7 (@', 4).- (161)
Here, as in the case of general n, we have

M? N?
Uiy = gy — (162)
" 16msinh* 5S¢ 16m cosh® L5

for the “centrifugal” effective potential. ¥ (¢', ¢*) is a possibly existing additional
potential. Now it is clear that M N are constants of motion and there is a dissociation
threshold for the motion of ¢!, g*. To be more precise, for 7 aff=aff 5 fter introducing
the new variables

1
x=q"—q", q=5(q1+q2> (163)

1
Px = E(pz —p)s P=pitp (164)
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we obtain

Tt =Tl X+ Uy ()
S N (165)
A 16Asinh*5  16Acosh®§ ~ 4(A +2B)

The external potential ¥ (ql, qz) is assumed in the form

Y (q'.4%) = V(x) + W(g), (166)

so finally we obtain the following splitting of the Hamiltonian:

p2

4(A+2B)

p?

H = Yul Up'y (X) 4+ V(x) + + W(g). (167)

The first three terms describe the SL(2, R)-ruled part of the dynamics, whenever
the last two separate the purely dilatational motion. This Hamiltonian part describes
the dilatational motion, in particular restricting it to small vibrations when W has
the form of strongly concentrated in g potential well, e.g., of the oscillatory form,
or just the usual rectangular well of very large depth. This will be realization of
the approximately isochoric motion on SL(2, R). Even if V(x) = 0, there is a
dissociation threshold below which the motion is bounded, and above which it is
scattering. The perspective of such bounded motions on the non-compact SL(2, R),
just following from the curvature of SL(2, R) itself, without the attractive external
potential V is very interesting in itself. Apparently it has to do with the fact that M,
N are constants of motion when n = 2. Nevertheless, even for n > 2 this fact is still
valid, in spite that M, N are then also variable. This is a consequence of the structure
of commutation relations. Of course, again the dilatational motion must be restricted
or just constrained by the shape of W. The quantities (g%, py, M“,, N%,) are also
then “Funktionengruppe” in the sense of Caratheodory.

{§", 6" =C"(8). (168)
Their dynamics is given by Poisson brackets

dew
dr

= {¢". H}. (169)

This enables one to express the functions x (¢), ﬁ(t) in terms of special functions
and then perhaps to find the vibrating motion of L and R by integrating the time-
dependent ordinary differential equations:

L . dR

— =Ly, — =R0. 170
dr X dr (179)
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The explicit time-dependence is one of x (), z?/‘(t).

This study belongs to the general idea of replacing the metrical invariance in
physics by the affine invariance. The metrical concepts are to appear as some byprod-
ucts of affine geometry. We remain here on the level of classical elasticity, but similar
ideas appeared in gravitation theory and quantum mechanics. Let us mention in par-
ticular the papers by Hehl [17], Sijacki [29-31] and Ne’emann [22, 23].
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An Alternative to the Allen-Cahn
Phase Field Model for Interfaces
in Solids—Numerical Efficiency

Hans-Dieter Alber

Abstract The derivation of the Allen-Cahn and Cahn-Hilliard equations is based
on the Clausius-Duhem inequality. This is not a derivation in the strict sense of the
word, since other phase field equations can be fomulated satisfying this inequality.
Motivated by the form of sharp interface problems, we formulate such an alternative
equation and compare the properties of the models for the evolution of phase inter-
faces in solids, which consist of the elasticity equations and the Allen-Cahn equation
or the alternative equation. We find that numerical simulations of phase interfaces
with small interface energy based on the alternative model are more effective then
simulations based on the Allen-Cahn model.

1 Introduction

The phase field approach is used to model the evolution of phase interfaces in many
different materials and accordingly the resulting models differ widely. However, in
spite of all the differences the evolution equations for the order parameter S in the
models is almost always formulated by the standard approach to set the time derivative
of the order parameter equal to a suitable function of the functional derivative of
the Ginzburg-Landau free energy with respect to S, which leads to an Allen-Cahn
type equation, or equal to the divergence of a suitable function of the gradient of
this functional derivative, which leads to a Cahn-Hilliard type equation. Often this
function is chosen to be linear. For a thorough discussion of this approach to formulate
material models with the Allen-Cahn und Cahn-Hilliard equation we refer to [8].
The leading idea behind these approaches to formulate the evolution equation is
that in both cases for the resulting model the Clausius-Duhem inequality is guaranteed
to hold. Yet, there are other possibilities to choose the evolution equation such that
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this inequality holds. Therefore the question arises whether the standard approach is
always the best or whether there are situations where other choices of the evolution
equation for the order parameter lead to better results.

Of course, this question can only be discussed at a concrete example of an alter-
native phase field equation in a concrete mathematical material model. We consider
here the prototypic model for the evolution of phase interfaces in solids, neglecting
temperature effects, which consists of the elasticity equations coupled to an evolu-
tion equation for S. For this evolution equation one usually inserts the Allen-Cahn
equation. We formulate here an alternative phase field equation and compare the
mathematical properties of the two different models, which are obtained when we
use the Allen-Cahn equation or the alternative equation as the evolution equation. Our
main result is that simulations of phase interfaces in solids, which have small or van-
ishing interface energy density, are numerically more effective when the alternative
equation is used instead of the Allen-Cahn equation.

We stress that the alternative phase field equation can replace the Allen-Cahn
equation in other models. The properties of the resulting models have as yet to be
investigated.

This paper is based on our investigations of phase field equations in the articles
[1-7]. It summarizes in particular the results obtained in [6, 7], but adds also some
new considerations.

2 The Clausius-Duhem Inequality and the Allen-Cahn
Equation

To formulate the alternative phase field equation, we must know the form of the
Ginzburg-Landau free energy, which appears in the Clausius-Duhem inequality.
Therefore we first introduce the physical situation and the elasticity equations, from
which the form of the Ginzburg-Landau free energy results.

Let £2 C R? be an open bounded set, which represents a solid body. We assume
that the atoms of the material can be arranged in crystal lattices of two different
types. The crystal type present at a material point x € §2 at time ¢ is indicated by the
order parameter. The value S(¢, x) = 0 means that type one is present, S(z, x) = 1
indicates that type two is present. The sets of points

y(t)={x e 2| Sk, x) =0} y't)={xeR2|Stx) =1},
where crystal type one or crystal type two is present, respectively, are called phase 1

or phase 2 of the material at time 7, respectively. Let u(¢, x) € R3 denote the dis-
placement of the material point x at time ¢ and let

e(Vyiu) = %(qu + (Va)') € 7
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be the linear strain tensor, where .#> denotes the set of symmetric 3 x 3—matrices.
We assume that only small displacements occur and we consider a quasistatic model.
This means that for every given time ¢ the displacement x +— u(¢, x) and the Cauchy
stress tensor x > T'(¢, x) € .#*> must solve the boundary value problem of linear
elasticity posed in the domain §2, which is given by

—div, T =b, (1)
T = D(e(Viu) —€8), 2
u(t, x) = U(, x), x €082, 3)

where g € .3 isthe given transformation strain, where D : . — . is the elasticity
tensor, a linear, symmetric, positive definite mapping, and where b(z, x), U(z, x) €
R? denote the given volume force and boundary displacement. By (2), the material
is stree free in phase one if (V,u) is equal to zero, and in phase two if e(V,u) is
equal to the transformation strain €.

To close the system of model equations, we need an evolution equation for S. To
formulate it, note that according to (2), the stored elastic energy is

W(e(Vyu), §) = %(D(S(VXM) — ES))  (e(V,u) —ES), (4)
which leads to the Ginzburg-Landau free energy

¥ (e(Vau), S, V. S) = W(e(Vou), S) + ¥(S) + %|vx5|2. 5)
where ¥ : R — R is a double well potential satisfying

Y0 =9(1) =0, §@)>0, for0<r <l (6)

The second law of thermodynamics requires that there is a flow of the free energy
q(u, u;, e(Viu), S, S;, Vi S), such that the Clausius-Duhem inequality

0
—y* +diveg <b-u, (7
ot
holds for all solutions (u, T', S) of the model equations. We use the flow
q=—Tu, — S;/V,S. ®)

If we insert (5) and (8) into (7) and note (1) and the equation 9y,,)W = T, which
follows from (4), (2), then we obtain by a short computation that
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9 R
02 97 +diveg =b -y = 85,0W : Vattr + (35W +J/(5)) S, + Vi - V.S,

—dive(Tu,) — dive(S,ViS) — b - u, = OsW + ¥/ (S) — A S)S, .
)

The Clausius-Duhem inequality (7) is therefore satisfied, if the evolution equation for
S guarantees that the right hand side of (9) is non-positive. The simplest possibility
to obtain this is to set

9,8 = —f(BSW(a(VXu), S) +9'(S) — AXS), (10)

withafunction f : R — Rsatisfyingr - f(r) > 0.Iffor f thelinear function f(r) =
cr is chosen with a positive constant c, then the Allen-Cahn equation results.
Equations (1), (2), (10) form a closed system of partial differential equations.
The standard phase field model for the evolution of phase interfaces consists of this
system, combined with the boundary condition (3) and an initial condition for S.

3 Formulation of an Alternative Phase Field Equation

By the inequality (9), the expression
F = oW 4+ J/(S) — A S (1)

and the time derivative S, must have opposite signs, which means that the value of
S, at (¢, x) cannot be independent of the value .% (¢, x). Instead, there must be a
functional relation between both values. Of course, this does not mean that S, must
depend on .% alone as in the ansatz (10), it can depend on additional variables as
well. The question arises, on which other variables S; should depend.

To discuss this question we start from the usual physical interpretation of the
observation, that there must be a functional relation between S, and .%. The inter-
pretation is that % is a configurational force, which drives the time evolution of the
order parameter S. This interpretation is used as an additional justification for the
Eq. (10), which we write in the short form

Si(t,x) = —f(F (1, x)). (12)

What one wants to have is that the variation of the order parameter S is confined
to a narrow diffuse interface, which moves with a propagation speed, which is a
linear or nonlinear function of the configurational force .%. In fact, standard sharp
interface models contain an equation, which prescribes the propagation speed of the
interface as a function of the configurational driving force. This equation is called
kinetic relation. We extend the meaning of this notation also to phase field models.



An Alternative to the Allen-Cahn Phase Field Model ... 125

In a standard sharp interface model the kinetic relation can therefore be explicitly
read off from the model equations. It would be of interest to have a phase field model,
where the kinetic relation can also be read off directly from the form of the model
equations. For the phase field Eq. (12) this is not possible. Instead, the kinetic relation
is a hidden property of this equation, which must be determined by a very technical
asymptotic analysis of this equation.

Our goal is therefore to formulate a phase field equation, for which the Clausisus-
Duhem inequality (7) is satisfied, and which allows to read off the kinetic relation
directly from the form of the equation. To formulate such an equation, assume that S
is an order parameter, whose transition from O to 1 defines a diffuse phase interface
moving in time. We say that the speed of the diffuse interface at (¢, xo) is equal
to the normal speed s(, xo) of the level set I.(¢) = {x € §£2 | S(¢, x) = ¢}, which
contains xo. The normal speed of I.(¢) at x € I.(t) can be defined as follows:
If 7+ x(f) € R? is a function defined for all 7 from a neighborhood of ¢ and if
x(f) € I.(f) holds for all 7, then the normal speed s (¢, x) of I.(t) atx = x(t) € I'.(¢)
is the component of the velocoity x’(7) in the direction of the unit normal vector

n(t, x) to I'.(¢) at x. Since n(t, x) = ‘g"gg’;;l, we obtain

dx(t) V.S, x(1))
dt V.S, x()|

s(t,x(t)) = (13)

The function t +— x(¢) satisfies x () € I'.(¢) ifand only if t S(t, x(t)) = ¢ holds,
and this last equation holds if and only if for a fixed time #; the function x () satisfies
the initial value problem

d dx(t)
0= —S(t.x() = §(r.x () + —

= S (t, x(0)) + s(t, x(O) IV S (1, x(D)],  x(to) € Tto),

V.S (1, x(0)

with s defined by (13). From this we conclude that if #| < #, are given times and
if s : [t1, ] x 2 — R is a given function, then § satisfies the partial differential
equation

S+ 5|V, S| =0 (14)

in the domain [#;, ;] x €2, if and only if every level set I'.(¢) moves with normal
speed s(t, x) at x € I.(1).
This suggests to combine the Eqs. (1)—(3) with the evolution equation

Si(t, x) = = f(F (1, 0)) [V S, %), 5)

with the driving force .# defined by (11) and with a given linear or nonlinear function
f iR — R. If we compare (14) and (15), then we see that the propagation speed of
the diffuse interface defined by (15) isequalto s = f (ﬁ (t, x)) , whence the kinetic
relation is given by f and can be read off directly from the evolution equation (15).
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From (9) we immediately see that every solution (u, T, S) of the Egs. (1), (2), (15)
satisfies the Clausius-Duhem inequality (7) if f satisfiesr - f(r) > O forall r € R.
The evolution equation (15) has therefore the desired properties.

Equation (15) has the form of a Hamilton-Jacobi equation. However, if one inserts
the definition (11) of .% into (15), one obtains the phase field equation

S = —f(3sW + §/(S) — A, S)| V.S, (16)

which is degenerate parabolic. Equation (16) has therefore mixed hyperbolic—
parabolic properties. This is why we call (16) hybrid phase field equation.

4 The Allen-Cahn and the Hybrid Models

We have now two different phase field models for the evolution of phase interfaces
in solids: If we combine the Egs. (1), (2) with the phase field Eq. (10) of Allen-Cahn
type we obtain the system

—div, T = b, (17)
T = D(e(Viu) — €5), (18)

c 1 -,
8,5 = _W(asw(g(vxu), S) V') - Ml/zmxs), (19)

which must be solved in the domain [0, co0) x §2. As boundary and initial conditions
we choose, for example,

ut,x) =U(t,x), (t,x) €[0,00) x 382, (20)
Onyy S(t, ) =0, (. x) € [0, 00) x 382, Q1)
S0,x) =S(kx), xe. (22)

To obtain (19) from (10) we specialized the function f in (10) to be f(r) = cr with
a positive constant ¢ and we introduced two scaling parameters ;> 0 and A > 0,
whose meaning will become clear later. To have a short name, we call the system
(17)—(19) the Allen-Cahn phase field model.

The second model is obtained by combination of (1), (2) with the hybrid phase
field Eq. (16). If we specialize the function f in (16) tobe f(r) = cr with a constant
¢ > 0 and introduce a scaling parameter v > 0, the resulting system is

—div, T =b, (23)
T = D(e(V,u) —€5), 24)

3,8 = —c(dsW(e(Veu), S) +9/(S) — vAS)|V,S|. 25)
(3sW (e (V0. ) )
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These equations must be solved in the domain [0, o) x §2. For the boundary and
initial conditions we can again take (20)—(22). We call the system (23)—(25) the
hybrid phase field model.

Several questions arise immediately. Equation (25) is a quasilinear, degenerate
parabolic equation. Little is known about equations of the form (25). The first question
therefore concerns existence and uniqueness of solutions to the system (23)—(25).
Moreover, if solutions (u, T, S) exist, does the function § have the properties required
from an order parameter? If both questions can be answered positively, what is then
the difference between the Allen-Cahn model and the hybrid model? We have studied
these questions in recent years. To the first two questions only partial answers can
be given, whereas the answer to the third question is quite well known.

In [3] it is proved that weak solutions of the hybrid model (20)—(25) exist in the
case of one space dimension. The proof is based on the observation that the one-
dimensional version of the evolution equation (25) has some monotonicity proper-
ties. In higher space dimensions no rigorous existence proof is available. We must
therefore rely on extensive numerical tests and on formal asymptotic analysis. The
numerical test computations seem to indicate quite clearly, that solutions (u, T, S)
exist and that the function S in these solutions has the properties required from an
order parameter. In fact, the test computations converge in higher space dimensions
better then in one space dimension. A part of the test computations is documented
in [6].

The last question on the difference of the models is answered in the remainder
of this paper. Of course, to answer the question we need to have more information
on the properties of the models. This information is collected in Sects.5 and 6. The
information is obtained by asymptotic analysis of the models, more precisely by
construction of approximate solutions to the Allen-Cahn and the hybrid models. The
answer to the comparison question is finally given in Sect.7.

5 Model Error and Asymptotics

To compare the models we need to define what we understand under the model error.
In this section we first give this definition and subsequently state in Theorems 1 and 2
some results on approximate solutions, which have been obtained in [6, 7].

To define the model error we must first specify the type of material interfaces,
which we want to model. Of great current interest are phase interfaces in functional
materials. Very often such interfaces are thin and consist only of a few atomic layers.
A large number of phase field models to simulate the time evolution of such interfaces
have been devised and more are developed. It is therefore of interest to study how
well the Allen-Cahn and the hybrid models are adapted to the simulation of thin
interfaces in solids. More precisely, it is of interest to study how large the difference
between the propagation speed of a thin phase interface in the real material and of
the interface in the respective phase field model is. This difference is the model error.
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To give a precise definition of the model error, we must approximately know the
propagation speed of the real phase interface. For very thin interfaces mathematical
models with sharp interface are appropriate. We therefore base the following con-
siderations on the hypothesis that the propagation speed of the interface in the sharp
interface model is a good approximation to the propagation speed of the interface
in the real material. The model error of a phase field model is then the difference of
the propagation speed of the sharp interface and the propagation speed of the diffuse
interface in the phase field model.

To formulate the sharp interface model to be used we must introduce some nota-
tions. The asymptotic solution is constructed in the bounded domain

0 =It,n]x £,

where 0 < #; < t, < oo are given times. I" () denotes the sharp interface at time ¢.
We assume that the phase sets y(¢), y’(¢) introduced in Sect.2 are open, disjoint
subsets of §2, whose common boundary is I"(¢), such that 2 = y () U y/'(¢) U I"(¢).
We set

F={t,x)eQlxel®), 1 =t <1},
y={t,x)eQ|lxey@®), nH <t <n}

Y ={t,x)eQlxey' (), n <t <n}

Let
n: I - R3

be the continuous vector field, for which n(z, x) is the unit normal vector to I"(¢)
at x € I'(¢), which points into the domain y’(¢). For a function w defined in a
neighborhood of I" and (¢, x) € I" we set

() S H
w (e, x) = limw(t, x £ n(t, x)E&),
(1, ) = limw(e, x £ n(r, 2)8)
Wiz, x) = wH @, x) —w @, x),
1
W), x) = S (W, x) +w @, ).
Now we can formulate the sharp interface model. Let S: 0 — {0, 1} be a piecewise
constant function, which only takes the values 0 and 1 with a jump across I”, such

that . .
y)={xe|St,x)=0}, y@t)={xe]|St x)=1)}.

The sharp interface model consists of a transmission problem for the elasticity equa-
tions and of a kinetic relation. The transmission problem is given by
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—div,T = b, (26)
T = D(s(V,it) — 5), 27)

[a] =0, (28)
[T]n =0, (29)
u())pe = U@). (30)

To determine the kinetic relation we proceed as in Sect. 2. We use the Clausius-Duhem
inequality
8twsharp + div, Gsharp = i - b, 3D

with the free enery and the flux

Vsharp (£ (Vi) §) = W(e(V,id), ) +)J/2c1/ do, (32)
@)

%harp(f’ 3) =-T. i,

where c¢; > 0 is an arbitrarily chosen constant. The last term on the right hand side
of (32) is the interface energy, hence A!/%c; is the interface energy density. It is well
known that if (i, f") is a solution of the transmission problem (26)—(30) and if the
interface I”(¢) in this problem moves with the normal speed sgharp (2, x) at x € I"(1),
then the Clausius-Duhem inequality (31) holds if and only if the inequality

Ssharp (£, X) - ( — 5 (DY, x) + A Per(, x)) >0 33)

is satisfied at every point x € I"(t). Here « (¢, x) denotes twice the mean curvature
of the surface I'(¢t) at x € I'(¢).

A proof of this well known result is given in [1], however only for the case where
c; = 01in (32). The proof can be readily generalized to the case ¢; > 0.

A simple linear kinetic relation, for which (33) obviously holds, is

Ssharp = € (— &+ (T) + 2Y2e1xp), (34)

with a positive constant ¢. The sharp interface problem thus consists of the transmis-
sion problem (26)—(30) combined with the kinetic relation (34).

We can now define the model error. To this end note that solutions of the Allen-
Cahn model depend on the parameters 4 and A, whereas solutions of the hybrid
model depend on the parameter v. Therefore we record these parameters in the nota-
tion. For a solution (uxg ) , Té‘ék), S/({g‘)) of the Allen-Cahn model and for a solution

(u;”y)b, Th(y”g, Sﬁ;é) of the hybrid model consider the level sets

1 v v 1
i = [(t,x) €0 ‘ SUP (1, x) = 5} Fh(yg = [(t,x) €Q ‘ S}(ly]))(t,x) = 5]
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Let s/ (¢, x) denote the normal speed of I'\™ (1) at x € T (1), and let s}(l;}l(t, x)

denote the normal speed of F}fy‘ﬁ (t)atx € Fh(y"lz (t). These normal speeds are approxi-
mately equal to the propagation speeds of the diffuse phase interfaces defined by the
solutions of the Allen-Cahn and hybrid models.

Lett € [11, o] be agiven, fixed number. As initial conditions for the sharp interface
problem we can choose

r@y=rg’ @, or I'(t)y=In).

Definition 1 We call the functions &“»(¢) : I'(t) — R and &V (¢) : I'(t) — R,
respectively, which are defined by

EW (1) = s{ (1) = sarp(t), i (1) = T (1), (35)
EV (1) = s () — separp(1), I T(1) = T (1), (36)

the error of the Allen-Cahn model or the error of the hybrid model at time ¢, respec-
tively.

We next state some results for the Allen-Cahn and hybrid models obtained by asymp-
totic analysis.

By B{” > 0 and By > 0 we denote the widths of the diffuse interfaces defined
by the order parameter in solutions of the Allen-Cahn model and by the order
parameter in solutions of the hybrid model. Here we do not define the interface
width precisely. If S is an order parameter, one could define the interface width
to be the maximal distance between the level surfaces {x € §£2 | S(¢, x) = 0.1} and
{x € £2| S(¢, x) = 0.9}, for example. We are interested in the limits &£ — 0, A — O,
v — 0 and assume therefore that © € (0, o], A € (0, o], v € (0, vy], with suitably
chosen fixed constants pg, Ag, Vo > 0.

Theorem 1 Let (MXLCA), T/i’é)"), SXLC}‘)) be a solution of the Allen-Cahn model (17)—
(21), let t € [t1, 12] be a given time, and let (ii(t), f(t)) be the solution of the trans-
mission problem (26)—(30) with the interface given by I' (t) = F;’é'\) (t). Then

sl (t.x) = so(t, x) + p' P (s10(2, %) + 225111, ) + ! Rac (. A, 1, ),
(37
where so = So (F/ié'\) (1)), s10 = slo(l“/igm (1)) and sy (F/i’éx) (1)) are nonlocal func-

tions of Fjié}“) (t). In particular, we have
c ~
so(t, ) = — (=& (1)1, x) + 2 ewer (1, %), (38)
1

with the constant

1
¢ = / 20 (rdr. (39)
0
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For the remainder term Rac(u, X, t, x) there is a function u — €g() with the
property that im0 €5 () = 0, such that for all 0 < p < o, 0 < A < Ao and all
(t,x) € Fli’éx) the inequality

[Rac (1, A, 1, )| < Ce(p) (40)
holds. Moreover, there is a constant C; > O such that forall0 < pu < o, 0 < A < X
B < Cy(un)'2. (41)

These results are contained in [7]. We stress here the fact, that the results are obtained
by formal asymptotic analysis. No rigorous mathematical proof of these statements
is given in [7]. The asymptotic analysis with respect to & — 0 uses mathematical
methods, which are standard in the analysis of phase field models. This is different
for the estimate (40), which says that the remainder term Rac tends to zero for
u — 0, uniformly with respect to A. This uniformity estimate is obtained by a second
asymptotic analysis with respect to A — 0. The formal derivation of this estimate is
a novelty introduced in [7].

Theorem 2 Let (u}(l‘;{), T, s;;{,) be a solution of the hybrid model (20), (21), (23)

(25), let t € [t1, 12] be a given time, and let (ii(t), f"(t)) be the solution of the trans-
mission problem (26)—(30) with the interface given by I'(t) = Fh(yvg (t). Then

s, x) = c( — & (T)(t. x) + v 2Ry (v, 1, x)), (42)

where ¢ > 0 is the constant from (25). For the remainder term Ry, (v, t, X) there is
a constant Cy such that for all 0 < v < vy and all (t, x) € Fh(y”g the inequality

[Ruyb (v, £, x)| < Co (43)
holds. Moreover, there is a constant C; > 0 such that for all 0 < v < v
By < Cyv'/2. (44)

These results are obtained in [6], again by formal asymptotic analysis.

6 Characteristic Equations

From the results on the asymptotic behavior of the models stated in Theorems 1
and 2 we derive in this section for both models some relations between parameters
of the models. We call these relations the characteristic relations of the models. The
comparison of the models in Sect.7 is based on these relations.
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We first consider the Allen-Cahn model. For ¢ in the free energy (32) we choose
the value given by (39), With this value we adapt the interface energy density A'/%c;
to the value in the real material by varying A. In (19) we choose ¢ = ¢c;. By (34)
and (38) we then have

$0 = Ssharp »
hence (35) and (37) together imply
EWD =53 — 50 = 1510+ 2 Zs10) + 1P Rac - (45)

This equation and (40) together yield

£4P] < Cu'l?, (46)
with a constant C, which can be chosen independently of A. By this inequality, 1!/2
controls the model error. Therefore we write F = 1!/ and call F the error parameter.
Moreover, since A'/?¢; is the interface energy density, we call E = A!/? the interface
energy parameter. Also, since by (41) the interface width is bounded by a constant,
which is proportional to (uA)'/?, we call # = (uA)'/? the interface width parameter.
These three parameters and the propagation speed sac = s/(fc'\) are connected by the
fundamental relations

# = EF, (47)
sac = & (=7 : (T) + c1krE) + E[E, F, (48)
|SIE, F]| < CF, 49)

where we use the notation &[E, F] = &V, The first equation is an immediate
consequence of the definition of the parameters, the second is obtained by insertion
of (34) into (35), and the last inequality is just a restatement of (46).

Now assume that we want to use a phase field model to numerically simulate the
propagation of a phase interface. In such a simulation the numerical effort is propor-
tional to 2~7, where h denotes the grid spacing and where the power p > 1 depends
on whether we want to simulate a problem in 2—d or in 3—d and it depends on the
numerical scheme we use. In order for the simulation to be precise, we must guar-
antee that the model error and the numerical error are small. To make the numerical
error small, we must choose the grid spacing & small enough to resolve the transi-
tion of the order parameter across the interface, which means that we must choose
h < W, hence we have h™? > %/ ~P. Therefore we see that the numerical effort of
a simulation based on a phase field model is measured by the number % ~7. We call
the number

enm =7

the parameter of numerical effort. For a simulation based on the Allen-Cahn model
we see from (47) that the numerical effort is
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enum = (EF)7F. (50
We call the relations (47)—(50) characteristic relations for the Allen-Cahn model.
Next we derive the characteristic relations for the hybrid model. In the free energy
(32) we choose ¢; = 0, and in (25) we set ¢ = ¢. By (34) and (42) we then have
Steb = Ssharp + 0"/ Rigp.- (51)
We insert this equation into (36) and obtain for the model error
&Y = ¢Ryyp v (52)
From this equation and from (43) we infer that
|EM| = &|Ruyp|v'/? < Cv'/2, (53)
By this equation, v'/? controls the model error. In the case of the hybrid model we
therefore choose F = v'/? as the error parameter. By (44), the interface width is
bounded by a constant, which is proportional to v'/2, whence the interface width

parameter is % = v!/2. For the hybrid model we therefore have the characteristic
relations

W =F, (54)
snyp = —C € : (T) + &[F), (55)
|&[F]l < CF, (56)
enum = F 7, (57)

where we used the notations spyp, = s}(l;,)) and &[F] = &™. The first of these relations
follows from the definitions of F and 7, the second one is obtained by combination
of (51) and (52), noting (34), the third one is just a restatement of (53), and the last
one follows from the definition ey, = # ~7 of the parameter of numerical effort
and from (54).

7 Comparison of the Models, Numerical Efficiency

From (48) we see that the Allen-Cahn model can describe the evolution of a phase
interface with propagation speed ¢ (—¢ : (T) + 1k E), which by (34) is the propa-
gation speed of an interface with interface energy density ¢; 1'/> = ¢| E. The interface
energy density is always positive, since we cannot set A = 0 in the Allen-Cahn equa-
tion (19). Varying of the parameter E to adjust the interface energy density does
not change the model error; this error can be adjusted to a desired value by choos-

ing the parameter F = p!/? suitably. Varying of F does not change the interface
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energy density. From (50) we see that if the interface energy density parameter E is
fixed, then the effort of a numerical simulation grows with F~7, where the power
p > 1 depends on the numerical method employed and on the space dimension of
the problem, which we want to simulate.

From (55) we see that the hybrid model, on the other hand, can describe the
evolution of a phase interface with propagation speed —C € : (f"), which by (34) is
the propagation speed of an interface with interface energy density c;A!'/? = 0. The
model error can be adjusted to a desired value by choosing the parameter F = v!/2
suitably. By (57), also for this model the effort of a numerical simulation grows with
F~7, where the power p > 1 depends on the numerical method employed and on
the space dimension of the problem, which we want to simulate.

These observations suggest the following rule:

Simulations of phase interfaces with positive interface energy density should be based on
the Allen-Cahn model, simulations of interfaces with zero or small interface energy density
should be based on the hybrid model.

One can object to this rule by arguing that the Allen-Cahn model can also be used
to simulate interfaces with zero interface energy density by choosing the interface
energy density parameter positive, but very small. However, because of the presence
of the factor E~7 in the formula (50) the numerical effort will become very large.

To be more specific, we consider an interface with vanishing interface energy
density, hence ¢;A!/? = 0, which by (34) means that the propagation speed of the
sharp interface is A

Ssharp = —C € : (T).

For the Allen-Cahn model it follows from this equation and from (48) that in this
case the total model error, which we denote by &g, is

Biotal = SAC — Ssharp = Ccikp E + E[E, F1.

This means that the term ¢c k- E is now part of the total model error.
If we prescribe the maximal value &7, of the total model error |y |, we must
therefore choose the parameters E and F such that

6C1(f111§1X lkrDE + max |ELE, F1| < Emaxs (58)
EF = max, (59)

where the second condition is imposed by the requirement to make the numerical
effort ey = (EF)~P as small as possible. To discuss this optimization problem,
we assume first that the term s, in the asymptotic expansion (37) of the propagation
speed s/(\"c)‘) is not identically equal to zero. In this case we conclude from (45) and
(40) that for sufficiently small A!/> = E and for sufficiently small '/?> = F the error

&[E, F] = &™) satisfies
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max |S1E, FI| > ~(max sl = = (max i) F.
r -2 r 2 r

This inequality and (58) imply that the solution (E, F') of the optimization problem
(58), (59) satisfies

2 1
= max |§[E, F]| < —— Emax and E < —— &hax.
mlgx [sio] T mlgx [s10] ccy mlgx ||

From this result we obtain

Corollary 1 Let &.x denote the total model error of the Allen-Cahn model in the
simulation of an interface without interface energy. If the term sy in the asymptotic
expansion (37) of the propagation speed SX/'CA) is not identically equal to zero, then
the interface width Bac satisfies

2C 5

max *

Bac < C1EF <

cey(max |sio]) (max [k r|) ©0
CcCq m{gx S10 m]ng Kr

In a numerical simulation of an interface without interface energy based on the
Allen-Cahn model the parameter of numerical effort satisfies

éey (max s10]) (max 1)\
enum = : (61)

260
with a power p > 1 depending on the space dimension and the numerical method
used.

For the hybrid model we have by (55) and (56) that &,,x = maxy |&[F]| < CF.
From (57) and from (61) we thus see that in a simulation of an interface without
interface energy or with small interface energy the numerical efforts behave like
emm = CERL eqm = CELT (62)
Since the time step in a simulation must be decreased when the grid spacing / in
x—direction is decreased, the number p can be larger than 4 in a three dimensional
simulation. From (62) we thus see that the numerical effort for the Allen-Cahn model
grows much faster for the Allen-Cahn model than for the hybrid model when the
required accuracy is increased. This confirms the rule stated above for the usage of
both models in simulations.
This picture does not change essentially when the term s9 vanishes identi-
cally. In this case the same considerations show that instead of (60) and (61) we

_3
would have Bac = O(éﬁéf) and efucm >C é’maip, hence the numerical effort for the
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Allen-Cahn model would still grow faster than for the hybrid model. However, a
close investigation of the terms, which constitute s;p and which are computed in
[71, shows that only in very exceptional situations one can expect that s;y vanishes
identically.
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Thermoelastic Waves in Microstructured
Solids

Arkadi Berezovski and Mihhail Berezovski

Abstract Thermoelastic wave propagation suggests a coupling between elastic
deformation and heat conduction in a body. Microstructure of the body influences the
both processes. Since energy is conserved in elastic deformation and heat conduction
is always dissipative, the generalization of classical elasticity theory and classical
heat conduction is performed differently. It is shown in the paper that a hyperbolic
evolution equation for microtemperature can be obtained in the framework of the
dual internal variables approach keeping the parabolic equation for the macrotem-
perature. The microtemperature is considered as a macrotemperature fluctuation.
Numerical simulations demonstrate the formation and propagation of thermoelastic
waves in microstructured solids under thermal loading.

1 Introduction

Microstructure of a body influences both wave propagation and heat conduction.
Microstructure-oriented theories of generalized continua [1-4] are, as a rule, isother-
mal, whereas the generalization of heat conduction to non-Fourier laws [5-8] is
usually restricted by the consideration of homogeneous and even rigid conductors.
The main problem is, therefore, to elaborate a conjoint framework for the descrip-
tion of coupled conservative and dissipative processes. As shown recently, such an
unification is possible on the basis of the dual internal variables approach [9, 10].
In the conventional thermoelasticity, the free energy density is a function of the
deformation gradient and temperature only and cannot depend on the temperature
gradient. However, the temperature gradient influence on the thermomechanical
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response of a microstructured material is expected in the presence of varying tem-
perature fields at the microstructure level [11]. This means that a weakly non-local
description should be applied [12]. As a result of the application of the dual inter-
nal variables theory, it is possible to obtain a hyperbolic evolution equation for
microtemperature keeping the parabolic equation for the macrotemperature [10].
The microtemperature is considered as a macrotemperature fluctuation. Effects of
microtemperature gradients exhibit themselves on the macrolevel due to the coupling
of equations of macromotion and evolution equations for macro- and microtemper-
atures. The overall description of thermomechanical processes in microstructured
solids includes both direct and indirect couplings of equations of motion and heat con-
duction at the macrolevel. In addition to the conventional direct coupling, there exists
the coupling between macromotion and microtemperature evolution. This means that
the macrodeformation induces microtemperature fluctuations due to the heterogene-
ity in the presence of a microstructure. These fluctuations, propagating with a finite
speed, can induce, in turn, corresponding changes in the macrotemperature. Then the
appeared changes in the macrotemperature affect macrodeformations again. Numer-
ical simulations demonstrate the formation and propagation of thermoelastic waves
in microstructured solids under thermal loading [13].

The purpose of the paper is twofold. First, the difference between the standard
single internal variable theory and the dual internal variable approach is empha-
sized. Next, it is demonstrated how thermal gradients produced by an appropriate
microstructure are able to generate fluctuations propagating with a finite speed with-
out introducing a hyperbolic heat conduction equation for the macrotemperature.

2 Internal Variables Formalism

Before the application of the dual internal variable approach to the description of
dynamic response of solids with microstructure, it is worth to explain the difference
between the single internal variable theory and the dual internal variables approach.
We start with the remainder of the single internal variable technique.

2.1 Single Internal Variable in One Dimension

We consider the simplest possible situation, i.e. a “body” or a “system” in one dimen-
sion. Suppose that all thermodynamic quantities like temperature, energy, entropy,
etc. are defined. Then we assume that the free energy density W is specified as a
function of temperature 6 and an internal variable ¢ and its space derivative

W=W@®, o, ). 9]
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Constitutive assumption (1) allows us to write down so-called “equations of state”
(just definition of additional quantities)
oW oW oW
Si=——0, TiI=—/—, ni=——, (2)
a0 ap @y

where S is the entropy density per unit reference volume.
The balance of internal energy in this case can be represented as

E +0.=0, 3)

where E is the internal energy density and Q is the heat flux, indices denote time and
space derivatives. Remembering the connection between internal energy and free
energy, i.e., W = E — S0, we arrive at another form of the energy balance

(SO) + Qe = K™, K" = =W, 4)

where the right-hand side of Eq. (4), is formally an internal heat source [14].
The energy balance should be accompanied by the second law of thermodynamics
here written as
S, +(Q/9+K), >0, (5)

where K is the “extra” entropy flux that vanishes in most cases, but this is not a basic

requirement [14].
Multiplying the second law (5) by 6

0S,+0(Q/60 +K), >0, (6)

and taking into account Eq. (4), we obtain
— (Wi +586) + (0K). — (Q/0 + K)b, = 0. (N

The internal heat source 4™ is calculated as follows:

; oW oW oW .
W= —W, = —59, — w(p, — ﬁwﬂ =86, + T + Ny = B 4 pinr - (8)

Accounting for Eq. (8), dissipation inequality (7) can be rewritten as
@ =19+ npu — (Q/0 + K)bx + (0K)x = 0. )
To rearrange the dissipation inequality, we add and subtract the same term 7, ¢;

D =19 + NP — N + nxpr — (Q/0 + K)bx + (0K), > 0, (10)
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which leads to
@ = (v —n)e — (Q/0 + K)bx + (ne, + 6K)x = 0. (11)

Following [15], we select the “extra” entropy flux in such a way that the divergence
term in Eq. (11) will be eliminated

K =—6""ng. (12)
Then dissipation inequality (11) reduces to
@ = (t — e — (Q/0 + K)b, > 0. (13)

It is remarkable that in the isothermal case (6, = 0) the dissipation is determined by
the internal variable only.
The simplest choice to satisfy the dissipation inequality (13) in the isothermal case

P = (T - Ux)(/’t 2 07 (14)

is the following one:
g =k(t =n), k=0, (15)

since dissipation inequality (14) is satisfied automatically in this case
& =ke? >0, if k>0. (16)

Itis easy to see that the dissipation is the product of the thermodynamic flux ¢, and the
thermodynamic force (t — 7,). The proportionality between the thermodynamic flux
and the conjugated force is the standard choice to satisfy the dissipation inequality.

To see how the obtained evolution equation looks like, we specialize free energy
dependence (1) in the isothermal case to a quadratic one

W= 1o+ Loy, (17)
2 2

where B and C are material parameters. It follows from equations of state (2) that

oW W
T i=— = —B(p’ n = — = _C(px, (18)
oy

and evolution equation (15) is an equation of reaction-diffusion type
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The given standard formalism of internal variables of state is sufficient for many
cases [16].

2.2 Dual Internal Variables

The dual internal variables approach is the extension of the technique described
above. We suppose that the free energy density depends on internal variables ¢, ¥
and their space derivatives

W=WO,0 0.V V0. (20)
The equations of state in the case of two internal variables read
IW oW oW oW oW

S=——, =——, = , =— = . 21
06 " oo 1T T © oy’ ST oy @D

We introduce the non-zero extra entropy flux following the case of a single internal
variable and set

K=-0""ng,— 07 "¢y (22)

It can be checked that the intrinsic heat source is determined in the considered case
as follows

" = (T = 0@+ (E = COvn. (23)
The latter means that the dissipation inequality in the isothermal case reduces to

D =(t—n)e+ E -y, = 0. (24)

The solution of the dissipation inequality can be represented as [17]

@ (T —nx) @ Ly L12) ((T - m))
=L , or = . 25
(w,) ((€ - g)) (w) (L21 m)\e-w) &
The non-negativity of the entropy production (24) results in the positive semidefi-
niteness of the conductivity matrix L, which requires

2
(Li2 + L) -

L1 >0, Lyp >0, LiLly-— ) >

0. (26)

To be more specific, we keep a quadratic free energy density in the isothermal case

W—IB2+1€2+1D¢2+1F¢2 27)
=7 TR TS 2" Y
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Calculating quantities defined by equations of state

oW AW
T =—— = —B(p’ ]7 = — = _C(px, (28)
e oy
oW oW
= —— = —Dv, = — = -—-Fy,, 29
& oy ¥, ¢ v /2 (29)

we can represent system of Eqs. (25) in the form
@ = Li1(=Bg + Cou) + Lio(=DY + F), (30)
Vi = Ly (—=Bg + Cpn) + Lo (=D + Fiy). (31

Now we will derive a single equation for the internal variable ¢. For this purpose,
Eq. (30) is differentiated with respect to time

@u = Li(=Be; + Cora) + Lio (=D + Fifra). (32)

Time derivatives of the internal variable i follow from Eq. (31)
Vi = La1(=By + Coue) + Lo (=DY + F), (33)
Ve = Lo1 (=B@ux + Cron) + Loo(—=D¥ax + Frer).- (34)

At last, the internal variable i can be eliminated using again Eq. (30)

1

L
(DY + Fy) = =1 = L_E(_B"’ + Coy), (35)

1 L
(_Dwxx + waxxx) = 7 @rx — i(_B(pxx + C‘pxxxx)- (36)
L Ly

As aresult, time derivatives of the internal variable 1 can be represented in terms of
the internal variable ¢

1 Ly;
Y = Lo (—By + Coxy) + Lo (—sof — —(—Byp + wax))
Ly, Ly,
Ly n LipLy — LyiLy

=0 (—=B¢ + Cpxr), (37)
Ly L
I;[/l)cx = LZI(_B(pxx + waxxx) + L22 — @Pox — _(_B(pxx + C@xxxx)
Ly, Ly
Ly LipLyy — LyiLy
= 7 Pnx + —(_B(pxx + C(pxxxx)a (38)

Lo Lip
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and the evolution equation for the internal variable ¢ has the form

0y = Lii(=Bg; + Coxy) + Lio(=DYr; + Fifrr)
= Li1(=By¢; + Coxy) — DLy — D(Li2Ly1 — Li1Lyn)(—Bg + Coy)
+FLy @ + F(Li2Ly1 — L11L2) (=B + Cpnry). (39)

After rearranging, we have finally

¢y = (CD + BF)(L1Lyy — Li2Lo1)@xx + (Li2Loy — Li1Ly)(BD@ + CF@ry)
—(BL11 + DLy)¢; + (CL11 + FL2)) @pe. (40)

The free energy density W is non-negative by default, which results in non-
negativity of material parameters B, C, D, and F. This means that Eq. (40) is the
hyperbolic wave equation with dispersion and dissipation.

Thus, extending the state space of our thermodynamic system by an additional
internal variable and keeping the quadratic form for the free energy density, we arrive
at the hyperbolic evolution equation for the primary internal variable.

3 One-dimensional Thermoelasticity in Solids with
Microstructure

Now we are ready to apply the dual internal variables approach to thermoelasticity in
solids with microstructure. We will keep the one-dimensional setting to be as simple
as possible. The 3D tensorial representation of the application of the dual internal
variables approach is given in [18, 19].

3.1 Reminder: Classical Linear Thermoelasticity

The one-dimensional motion of the thermoelastic conductors of heat is governed by
local balance laws for linear momentum and energy (no body forces)

pv; —o, =0, (41)
Ei—oe+ 0. =0, (42)
and by the second law of thermodynamics

S, +J, > 0. (43)
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Here o is the one-dimensional stress, v is the particle velocity, J is the entropy flux,
subscripts denote derivatives.
The constitutive relations include the Hooke law

o= (+2pe, (44)

and the Fourier law
0= -0, 45)

where A and p are Lamé coefficients, k2 is the thermal conductivity. The entropy
flux is proportional to the heat flux

J = (46)

0
7
The combined constitutive relation known as the Duhamel-Neumann equation has
the form

1 2 PG 2
Wie, 0) = 5 (A +20) uy — 2—90 (@ —6p)" +m (O — 6p) uy, 47

where u is the displacement, ¢, is the heat capacity, the thermoelastic coefficient
m is related to the dilatation coefficient a and the Lamé coefficients A and u by
m = —a(3r + 2u), 6y is the reference temperature.

Correspondingly, the time derivative of internal energy

E, =08, +os, (48)
and entropy definition
= —%:pe—(:’ 0 — 6y) — mu,. (49)
yield in the balance of energy
S0 — (k6y), = (2—?9, — muxt) 0 — (k6,), =0, (50)

which can be reduced for small deviations from the reference temperature to

pCpb; — (6760,)x = Moy (51)
The latter equation together with the balance of linear momentum

Py = (A + 21) Uy + mby, (52)

form the coupled system of equations for linear thermoelasticity.
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3.2 Microstructure Influence: Dual Internal Variables

Now we suppose that the free energy density depends on internal variables ¢, ¥ and
their space derivatives W = W(u,, 0, ¢, ¢x, ¥, ¥,). We use a quadratic free energy
function [9]

1
W == 0o+ 2wud — 2L 6 — 60)> +m (6 — ) s
2 26,
1 2 1 2
+Apu; + 3¢} + DY, (53)

Here A, C, and D are material parameters. This means that state variables include
strain, temperature, and two internal variables (and their gradients). For simplicity,
only a contribution of the second internal variable itself and the gradient of the
primary internal variable are included here. The corresponding equations of state
determine macrostress o

oW
o= = (A +2u) ux +m (6 — o) + Apy, (54)
microstress 1 o
ow
ni=— = —Cyp, — Au,, (55)
Ay

zero interactive internal force t

Ti=—— =0, (56)

and auxilary quantities related to the second internal variable

——31‘;: =0, E:—%:—Dw. (57)
Accounting for the time derivative of internal energy
E, =08 +oe — 19 — N — EYr — {Pu, (58)
results in the energy balance in the form
0S: — 1 — e — EYr — S + O = 0, (59)

which together with the second law of thermodynamics

0S, +6J, > 0, (60)
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determines the dissipation inequality

(T —n)e+ E =SV + O + g, + ¢ — Q) — J6, > 0. (61)
Including into consideration the non-zero extra entropy flux according to Eq. (22)
K =—6""ng. =07t . (62)

we reduce the dissipation inequality to the sum of intrinsic and thermal parts

O = (r — s + (€ — LoV — (W) 6.0, (63

Assuming that the intrinsic dissipation is independent of the temperature gradient,
we are forced to modify the Fourier law as follows

0 —n@ — ¢y = —K*0,, (64)

to satisfy the thermal part of the dissipation inequality.

The remaining intrinsic part of dissipation inequality (63) is satisfied by a choice of
evolution equations for internal variables. As it is shown in [9], the thermal influence
of a microstructure can be taken into account by the following choice

¢r=RE -8, Y =—R(T® —no) +Ra(§ — &), (65)

where R and R, are certain appropriate constants. This choice means that the intrinsic
dissipation is partly canceled and its remaining part is the square with a positive
coefficient.

It follows from Egs. (65) and (57) that

@1 = —RDY, (66)

i.e., the dual internal variable v is proportional to the time derivative of the primary
internal variable ¢,. Then the evolution equation for the internal variable i

Y =—R(t — ) + R2(§ — &y), (67)
can be represented as
1 R,
- E(pﬂ = —R(Coxx + Auy) + E‘pta (68)

or in the following form (I = 1/R*D)
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Ry
[(ptt + ﬁgot = C(pxx + Auy,, (69)

which is a Cattaneo- Vernotte-type hyperbolic equation [5] for the internal variable

.
Correspondingly, energy balance (59) in this case has the form

R,
pocp O — (16y) = mBouuy + ﬁsof : (70)

Equation for macrotemperature (70) is influenced by a source term which depends on
the internal variable ¢. This equation, as well as evolution equation for the internal
variable ¢ (69) is coupled with the equation of motion [9]

PolUy = ()L + 2:“) Uy + mex + A‘me (71)

which means that the internal variable ¢ possesses a wave-like behavior induced by
the macrodeformation. Identifying the internal variable ¢ with the microtemperature
[9], we see that the microtemperature may induce a wave-like propagation also for the
macrotemperature due to the corresponding source term in heat conduction equation
(70). Physically, the introduced microtemperature describes fluctuations about the
mean temperature due to the presence of a microstructure.

4 Numerical Simulations

Now we will check the influence of microstructure on the thermoelastic wave prop-
agation numerically. The solution of equations (69)—(71) in the case of plane wave
motion in a thermoelastic half-space is obtained by means of the wave propagation
algorithm explained in detail in [13]. We consider the matrix material as silicon
and the microstructure is represented by copper particles embedded randomly in
the matrix. Material parameters for silicon are the following [20]: the macroscopic
density, po, is equal to 2390kg/m?, the Lamé coefficients A = 48.3 GPa, and u =
61.5 GPa, the heat capacity, ¢, = 800 J/(kg K), the reference temperature, 6y = 300
K, the thermal conductivity, kK = 149 W/(m K), the thermal expansion coefficient,
a = 2.6 x 107® 1/K. Correspondingly, material parameters of copper are [21]: the
macroscopic density, pg, is equal to 8960kg/m3, the Lamé coefficients A = 101.5
GPa, and v = 47.75 GPa, the heat capacity, ¢, = 386 J/(kg K), the reference temper-
ature, 6y = 300 K, the thermal conductivity, k =401 W/(m K), the thermal expansion
coefficient, @ = 16.5 x 107° 1/K.

The problem under consideration is the thermoelastic wave propagation induced
by a thermal excitation at the boundary of the half-space. It is assumed that the
material is initially at rest. Two consecutive heat pulses are generated at the traction
free boundary plane for the first 120 time steps following the rule
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1 7(t — 30At)
60.0) =3 (1 + cos (T)) . (72)

The scale of excitation, Uy, is chosen as 6 % of the length of the computational
domain, L, so that Uy/L = 0.06. The scale of the microstructure, /, is supposed to
be even less /L = 0.002. Following [22] coupling parameters used in calculations
are chosen as follows:

R—f = 2% A= 002002, C = pocd. (73)
R, l

To exclude the direct influence of stress field on the macrotemperature, it was
assumed that the velocity gradient in Eq. (70) is negligible.

All calculations were performed by means of the finite-volume numerical scheme
[13] using the value of the Courant number 0.98. This scheme is a modification of
the previously reported conservative finite-volume algorithm [23, 24] adapted for
microstructure modeling. It belongs to a broad class of finite-volume methods for
thermomechanical problems [25, 26].

Results of calculations are presented in Fig. 1. This Figure demonstrates explic-
itly how the coupling in mathematical model (69)—(71) works. In the case of pure
silicon we see only thermal diffusion in the vicinity of the boundary. The dou-
ble pulse thermal excitation generates the corresponding stress pulses propagating
through the material. If microstructure is taken into account, this stress pulses induce

T T
macrotemperature
stress =------

081 microtemperature -+
temperature in pure silicon =

-1 1 1 1 1 h¥a 1
0 50 100 150 200 250 300 350

Space steps

Fig. 1 Normalized temperature, stress, and microtemperature distribution at 350 time steps
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the microtemperature waves. The microtemperature affects the macrotemperature
resulting in the oscillations of the macrotemperature hump with a fading thermal
wake.

It should be noted that the scales for all quantities in Fig.1 are different and
chosen artificially to show all quantities in a single picture. The real effect of the
microstructure is sufficiently small and can be made visible only by means of a
corresponding zooming.

5 Conclusions

The dual internal variables approach leads naturally to a hyperbolic evolution equa-
tion for the primary internal variable. In the case of thermoelasticity, this internal
variable can be interpreted as a microtemperature or, in other words, as a temperature
fluctuation due to the microstructure. Coupling of the governing equations results in
the wave-like temperature behavior.

Although the observed effect of the microstructure is small, it exists in the case
of realistic values of material parameters. This effect can be amplified by a choice
of suitable materials or even by a design of corresponding artificial materials.

It is remarkable that the governing equation for the macrotemperature remains
parabolic. The wave-like temperature behavior appears only due to the influence of
microstructure.
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Unconventional Thermodynamical Model
of Processes in Material Structures

Bogdan T. Maruszewski

Abstract Fast development of applied sciences, particularly of the technical ones
has resulted in the creation of a complex situation in which independently develop-
ing scientific branches such as mathematics, mechanics, physics, chemistry, Earth
sciences and even biology began to cover each other. So, a new area called the cou-
pled field theory in mono- and multiphase materials of various internal structures has
been created. One of the best ways to model real processes and interactions occuring
in any continuous material region within the phenomenological manner taking into
consideration a reasonably wide range of effects is the so-called thermomechanics.
The paper deals with an abbreviated form of this extremely broad area concerning a
concise description of physical reality.

Keywords Thermomechanical modelling - Coupled field theory : Materials of
internal structure

1 Introduction

Thermomechanical modelling (cf. [1-3]) is able to concern simultaneously many
phenomena and interactions thanks its deep fixing in physics (mechanics, thermo-
dynamics, electrodynamics, quantum mechanics, and the like) and necessary mathe-
matical branches (differential and integral equations, group theory, operator calculus,
algebra and others). Several parts can be distinguished creating such a model of inter-
actions. But the main condition that should be put on any thermomechanical model
is such that it has to be admissible by nonequilibrium irreversible thermodynamics.
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2 General Structure of Thermomechanical Modelling

THE FIRST PART should concern the set and properties of materials, structures and
other elements creating the system, its geometry, scale and fields interacting there,
and also properties of physical processes running during transferring the system
through a set of states. As a result it is necessary to formulate a vector of the state
(the set of independent variables) [4—-15]:

C ={Af a’ o D" b" £*| B, j'}. (1)

This set consists of three parts: the controllable state variables (tensor, vector and
scalar), the noncontrollable state variables (the internal or hidden variables also
called order parameters [4] also tensor, vector and scalar) and the fluxes of the fields
described by variables from the first and second ones [16] (only of tensor and vector
characters). The upper greek letters count particular variables. Each field from (1)
reads:

C = C(xg, 1). 2)

Moreover set (1) can be extended to gradients
C = {C’ C,i7 C,ij5 LR ] C,l]f} ’ (3)
and/or time derivatives of (2)

o (n)
c:[c,c,c,...,c] @)

Example I Thermoelastic paramagnet in an applied magnetic field [7]

The vector of state reads
C=1{B, T,VT} 5

¢ is the strain tensor, B is the magnetic induction and 7 is the temperature. All the
variables are controllable.

Example 2 Magnetothermoelastic n-type semiconductor defective by dislocations
and irradiated by neutrons [5, 8, 13, 17]

The vector of state can be chosen in the form:
C={¢,EB, T,VT |a, i,n,Va,Vu,Vn}. (6)

E is the electric field intensity. But « is the dislocation density tensor, ft is the
magnetic moment density vector of neutrons and # is the electron density—they are
the internal variables.
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Example 3 Thermoelastic body with temperature relaxation [9, 16]

This time the vector of state is the following:
C={e,T,VTlq}. )

q is the heat flux density.

Example 4 Thermo-magneto-visco-elastic field of the magnetic vortices in II-type
superconductor with the time relaxation of the thermal and magnetic vortex fields
[14]

This time the vector of state is as follows:
C={e,¢,A. T, VT |¥,¥*, V¥, V¥* 0,q,j' }. (8)

¢ and A are scalar and vector electromagnetic potentials, ¥ is the wave function of the
Cooper pairs (internal variable—order parameter), o is the stress tensor (momentum
flux)—its presence indicates the viscosity of the vortex field (elastic relaxation) and
J° is the supercurrent density.

SECOND PART deals, naturally, with the formulation of laws necessary to deter-
mine space-time distributions of fields from the state vector. Such a set can be pro-
posed in the form of:

e the balances of [1-3]

— mass

— momentum

moment of momentum

— internal energy (the I principle of thermodynamics)

e the evolution equations of electromagnetic field (Maxwell’s equations) [3]
e the evolution equations of internal variables [4]
e the evolution equations of nonequilibrium fluxes [16].

To ensure the physical meaning of the solutions of the above set

e the entropy inequality (the II principle of thermodynamics) has to be formulated

[2].

THE THIRD PART consists of a creation of the constitutive theory. It should be
started from the definition of the so-called constitutive vector (set of dependent vari-
ables). Then using the Lagrange multipliers method and Liu’s theorem [18] to the
entropy inequality with the laws formulated within the previous part we arrive at:

the laws of state
the affinities
the laws of the processes

[ ]
°
[ ]
e the residual inequality.



154 B.T. Maruszewski

Introducing the scalar and vector thermodynamical potentials the detailed constitu-
tive theory can be formulated. Then the particular analysis of the entropy inequality
with the help of the Onsager-Casimir theory [1] leads to the kinetic part of the
modelled processes. But sometimes the use of the representation theory of the ten-
sor, vector and scalar functions of the tensor, vector and scalar variables allows to
describe all the above considerations in a reasonably more general manner [3, 19].
To complete the created model the solutions of the laws introduced in the previous
parts for a particular case need to be obtained. So in THE FOURTH PART we
have to determine such laws at singular surfaces, lines and other geometrical objects
which characterize the considered multiphase physical system [20]. So, to find exact
solutions of the field equations resulting from balances, external field evolution equa-
tions (electromagnetic, for instance), evolution equations of internal variables and
evolution equations of nonequilibrium fluxes in material systems of finite extent,
the formulation of the suitable jump conditions of variables forming the vector of
state (1) across singular surfaces is necessary. If we deal with a surface whose points
move with the same velocities as the material points appearing there, we deal with
the so-called material surface.

2.1 Jump Conditions Across a Singular Surface for Balances

The balance of mass

ni [[pwi = v)]] = £2(p"). €))

v; is the velocity of a point at the singular surface, f is a function of the surface
mass concentration, n; is the unit normal vector positive outward and [[a]] =
a®™ —a~ denotes the jump of quantity a across the singular surface. If v; = v} we
deal with the material surface.

e The balance of momentum

[[oi]]n; = £ (0* o) + [[p (o — vp)mivi]] - (10)

/! is a function of p* and the surface tension . The surface momentum source
in (10) is very often omitted.

e The balance of moment of momentum
We skip here the problem of the jump of the balance of moment of momentum
across a singular surface because we deal in the paper only with physical interac-
tions in thermomechanical media of symmetric elastic properties (we exclude
Cosserat and other skew-symmetric—like media from the considerations; see
Conclusions).

e The balance of energy

2
[lgi — vkowilln; = fE(e’, 0°) + [|:P (6 - %) (v — U;i)nkﬂ —[[E“]] vin:.
(11)
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In (11) the lack of the surface energy flux and the surface sources of mass, momen-
tum and energy has been already assumed. f¥ is a function of the surface internal
energy e¢® and the surface tension. e denotes the internal energy density and E€
deals with other kinds of energies coming from various external fields.

2.2 Jump Conditions for External Fields Influencing
the Material System

These conditions depend on a kind of a problem which is taken into considerations.
So, it is difficult or almost impossible to present them in any general form. If the
external field is an electromagnetic one, such jump conditions come from classical
discontinuity conditions for electric and magnetic fields across a singular surface

(cf. [3]).

2.3 Jump Conditions for Evolution Equations of Tensor,
Vector and Scalar Fields

Based on the ojective Zaremba-Jaumann time derivative definition we have for:

e the arbitrary rank tensor field evolution equation

0 s OWi_m
& [[ka]] + v; n; (nj [[Wk...m]],j - |:|:nk an i|i|) + v [[Wk...m,i]]
— Wikq [[qu]] — T Whg [[qu]] = [[ka]] (12)

1
where wy; = §(Uk,l — v,,k)
e the vector field evolution equation

8 ) oW,
Fm [[Wil] +vpng (nj [((W:l,; — [[”k%:u)

+ v [[Wir]] = wir [[Wel] = [[Wi]] 13)
e the scalar field evolution equation

d

ow
% [IWT1] + ving (nj ((W1l; — |:|:nk_j|i|) +u [[We]] =0WD. (14
t 0xy

The above presented jump conditions are obviously one of the possibilities leading to
particular boundary value problems concerning physical field interactions in mono-
and multi-phase materials of finite extent.
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3 Application of the Proposed Model

The presented thermomechanical model will be now, as an illustration, applied to
describe reciprocal interactions of the mass diffusion field and dislocation field with
an elastic body [15]. The system consists of two mass components: diffusing mass
of density p; and an elastic body of density p, (two-component mixture of density
o = p1 + p2, p1 K p2). Before we use the proposed thermomechanical model let
us define the field of mass. The concentration of diffusing mass reads:

c="L (15)

Then, following the mass conservation principle we have:
p+ pvi; =0, (16)

a
% + (p1vi)i =1, % + (p2v2i) i = ra,  (Weassumery =ry =0) (17)

pvi = p1v1; + pavyi,  (barycentric velocity), (18)

so the flux of mass reads:
Ji = p1(vi; — vy). (19)

THE FIRST PART—the determination of the set of independent variables (the state
vector):
C= {Eija ¢, T,aij, ji.qi» Vijk.c,j, T, aij,k} . (20)

Temperature, concentration and dislocation fields are also of the relaxation character
and heterogeneous. The viscosity of the body is omitted.

THE SECOND PART—the fundamental laws:

e the evolution equations of the diffusing mass field

Ji— J(C) =0, 22)

e the evolution equations of the elastic field

pv; — 05, — fi =0, (23)
€ijk Ojx + & =0, (24)

fi and g; are the densities of body forces and moments;
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e the evolution equations of the temperature field

pé — (0jivij —qii +pr) =0, (25)
q; — 0:(C) =0, (26)

e is the internal energy density and r is the heat source distribution;
e the evolution equations of the dislocation field

aij + Vijrr — Ay (C) = 0, (27)
Vijk = Vijk(C) = 0, (28)

the superimposed star denotes the Zaremba-Jaumann time derivative and Q;(C),
A;;j(C) and ¥ (C) will be determined by the constitutive theory;
e the entropy inequality (the Clausius-Duhem inequality)

pS+ @y — =0, (29)

S is the entropy density and @; is the entropy flux, so the solutions of the evolution
equations should have now physical meaning.

THE THIRD PART—the constitutive theory:
Let us define now the set of dependent variables (the constitutive vector) and propose
the general form of the constitutive laws in the following form:

Z = {oij, 1%, mij, 8iv e, Aijy Jiy Qi Vi, S, @i}, Z=Z(C),  (30)

Z and C are determined in the same point and time, € is the chemical potential of
the mass concentration field and n;; plays the same role for the dislocation density
field.

The searched constitutive relations are obtained exploiting the entropy inequality
with the help of Liu’s theorem. Denoting the left hand sides of the fundamental laws

as F¢, F?, F°, F;I‘, Ff, FiQ and F,Vj”k this inequality reads [18]:

S o
P+ PUS K+ Pk — (AF + AV + AF* + A F (31)
+AIF + AZFL + ALFY) =0
A=t A AL A A AL AL AT, (32)

denotes the set of the indefinite Liu-Langrange multipliers. Introducing now the
scalar thermodynamical potential (the free energy density)

W=e—TS (33)
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and the vector thermodynamical (kinetic) potential [7]

K; = ,ollfv,- — T@Di,

taking the multipliers in the form

AE
1

I I
A, _?Hi’ i

(34)
Ay = i (35)
1
_ 0 w y
_?Hz’ ’ Aljp ?nUP

and using the fact that the Clausius-Duhem inequality is linear with respect to higher
range derivatives of independent variables C we arrive at

e the laws of state

L4 14 14 0 (36)
O; = = —, — =0,
TP M T e ey
14 l'4 L4 "4
SZ__7 Nij = > T =Y, =Y,
T da;; aT; da;j i
e the affinities
al o 72 o o 37)
= pHp— X =p—, Tiip = p——,
=7 i’ ' paqi ” pavijp
e the laws of the processes
0 0
T - , ﬁ = 18 + v d1!,
88,']' 8],
0k _ g + 0112 Orck 8+ (38)
oo = 70 ULl = Nij Uk TTijp,
0 kT Vrdd; Wiy NijOpk T VkTTijp
0Ky . Ky _ oKk o
86,,' 8T, - Baij,p -
e the residual inequality
0D, 0D, 0Dy o
Ta—Ck + Ta_TTk + T — 9a; —ajj — Nij Ay — 1 J; — ITE Qi — mij Vijie > 0.
(39
Finally, the scalar and vector potentials take the form
sz(gijacv T&“ij»jivqia ‘/ljk)v (40)
= —qi + 1 ji + 1ij Vijk + pu . (41)
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Then the entropy flux is the following

1 .
D = ?(Qk — 1k = nij Vije)- (42)

Using now any method which leads to the linear approximation of ¥ and applying
the Onsager-Casimir reciprocity relations to the residual inequality we arrive at the
following state and kinetic constitutive relations. We confine them to the isotropic
form as

oij = 2ue;; + (A — Ac — A%a)é;;, (43)
da 1 .

5 T Vik = di&k + dac + —aat d3ji +dsVi +dsc; +dsa ;, (44)

o 0Ji . !
T ¥=—1i+d7\/i—pDc,,-+E a;, 45)

aV;

r“a—t’ =dgji+V;—D"c; +¢a,. (46)
A, AS A dy, L ds, T, ¢, 14, D, DY, E! and & are the characteristic coeffi-

cients of the considered physical problem that have to be determined by experiment.
Assuming now that all the processes modelled within the proposed description are
isothermal the fundamental laws can be presented as the set of field equations in the
following linear form

Mg ii + (h + @ui g — piiy — Acp — Aap =0,
pDejx — pé —pé — Ela =0, 47
Ea,kk —a—rt%d+ dluk,k + ‘[adll;tk’k.

If we deal with the system of finite extent and/or multiphase structure there is the
necessity to use THE FOURTH PART of the modelling in order to determine the
proper boundary-value problem for the final field equations if we use Eq. (47) in such
a system and structure.

4 Conclusion

The paper shows a concise routine of the thermomechanical modelling of simul-
taneous interactions of various physical fields in materials of various physical and
geometrical properties. The presented proposition should be understood and treated
as a kind of fundamental description, one among many others possible which in
particular situations may be considerably modified and developed.
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A Monatomic Ideal Gas—Prototype
of a Continuous Medium with Microstructure

Ingo Miiller

Abstract A complete set of equations for the description of the properties of
monatomic ideal gases is formed by the balance equations of all moments of the dis-
tribution function which satisfies the Boltzmann equation. In a manner of speaking
these balance equations describe a continuum and the elements of its microstruc-
ture are the moments. There are infinitely many moments and for rapidly changing
processes with steep gradients they are all needed. However, for slow and smooth
processes the necessary set of balance equations may be cut off at some point and
may then still be useful. The most drastic cut-off provides the Euler equations in
which no dissipation occurs, so that its applicability is limited to isentropic flows.
A less rigorous cut-off leads to the equations of Navier-Stokes and Fourier which
permit the mathematical treatment of viscous flow and heat conduction. Those cur-
tailed sets of balance equations have been studied at great length: Their study is
the subject of ordinary thermodynamics. A still less drastic cut-off leads to Grad’s
13- and 14-moment equations. These provide some improvement upon both Euler
and Navier-Stokes-Fourier. Thus they forbid rigid rotation of a gas in the presence
of heat conduction. Even so, the Grad theory is not suitable for high frequency
sound propagation and high frequency light scattering and for the study of shock
structures. The study of Grad’s equations and of the balance equations for higher
moments is the subject of extended thermodynamics. Mathematically speaking the
set of balance equations of moments in the kinetic theory of gases provides a proto-
type of the hyperbolic balance laws of continuum physics. Indeed, the equations are
hyperbolic and the entropy principle makes them symmetric hyperbolic. High fre-
quency light scattering in monatomic gases proves the applicability and usefulness of
extended thermodynamics, because it furnishes results that are in full agreementwith
experiments at any frequency, while ordinary thermodynamics merely describes the
low-frequency limit. In hyperbolic equations there is a competition between non-
linearity and dissipation: Non-linearity attempts to steepen a field to a shock while
dissipation smoothes it out. And if dissipation is big enough, no shock singularities
will appear. In extended thermodynamics singularities can be prevented by adding
more equations, hence more dissipative terms. The study of shock structures makes
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this evident. Hyperbolic equations have as many sound modes as there are equations
and all their speeds are different from the ordinary sound speed. Extended ther-
modynamics proves that the highest sound speed increases monotonically as more
equations are added. It is when a shock structure moves more rapidly than the highest
sound speed that discontinuities appear in the theory. One may thus say that the flow
is truely supersonic only when its speed is quicker than the highest characteristic
speed. However, that will generally happen at Mach numbers well beyond Ma equal
to 1. It is a clear sign that more equations are needed.

1 Introduction

Few people will think of microstructure in the context of an ideal gas, let alone of
a monatomic ideal gas. They may well ask: Do not the five fields of mass density
p(x,, 1), velocity v;(x,, t), energy density p(x,, t)e(x,, t) or temperature 7T (x,, t)
fully provide whatever there is to be known about monatomic gases?

Well, definitly not. To be sure these are important fields but they only form the tip
of an iceberg. Indeed, the full knowledge of the state of a monatomic gas is furnished
by the distribution of atoms of all velocities in all positions of the gas and at all times.
That knowledge is embodied in the distribution function f(x,, c,,t) defined such
that

S (n, €n, 1)de (1)

is the density of atoms at position x, and time ¢ with velocities between ¢, and
¢, + dc,. p, v and e are moments of the distribution function

,o:m/fdf, oV :m/c,-fdc, 2pe=/c2fdc )

so that they provide only minimal knowledge about f(x,, ¢,, t): mean value and first
and second moment.
Full knowledge is provided by the full set of moments

Fiio..in =m/cilci2--~0inf dc 3)

which represent tensors of rank n (n = 1, 2,...). Knowledge of the full set of infinitely
many moments is equivalent to the knowledge of the distribution function itself.
Thus in a manner of speaking p, v;, and e or T define the macrostructure of a
gas while all other moments define its microstructure. It is in that sense that we may
speak of a monatomic ideal gas as a prototypical medium with microstructure.
Fortunately macrostructural phenomena—(p, v;, €)-phenomena—dominate in
dynamics and thermodynamics of gases. Thus in heat engines, internal combustion
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engines and jets microstructural effects may be ignored in very good approximation.
Technical thermodynamics and gas dynamics thrive on this fact.

However aerodynamics and heat transfer need to account for friction and heat
conduction, where the fluxes of momentum and energy—F;; and Fj;;—or viscous
stress and heat flux play a role and those are—by our definition—microstructural
variables. Thermodynamics of irreversible processes accounts for them. Exact solu-
tions are few and far- between but the effects of viscosity and thermal conduction
are ubiquitous and commonplace. So we may be tempted to reconsider: We may be
tempted,—in contrast to what was said before—, to count the viscous stress and the
heat flux among the macrostructural variables.

But what about all the infinitely many other moments? Surely they are truely
microstructural variables. Do they matter at all? Do they make themselves felt? If
so, where? Those are questions asked and answered by extended thermodynamics,
the truely microstructural theory of ideal gases.

2 Microstructural Effects

2.1 Coriolis Effect on the Heat Flux

The differential equation for the distribution function is the Boltzmann equation and
the Boltzmann equation implies equations of balance for the moments

0Fin..ip n 0Fi1i2...ipn

o7 o PEiip-0@ip Ti1,) — PFunip-1)2Wipn  (4)

gravitational and inertial terms

=TIy (p=0,1,2,...,N).

I1;y;>...ip represents productions in these equations of balance; they are due to colli-
sions between the atoms and they are responsible for dissipation and irreversibility.
And W;; is the matrix of angular velocity of the frame of reference; the term with W
represents the effect of the Coriolis force on the atomic motion.

The Coriolis effect is typical for a microstructural phenomenon. Therefore we
proceed to discuss its significance in a suggestiv form. For that purpose we consider
a gas between two co-axial cylinders which are kept at different temperatures 7
so that a radially outward temperature gradient is created, see Fig. 1. We focus the
attention on a small element of the gas of the order or magnitude of a mean free path
of the atoms. The atoms flying inwards from the hot outer boundary of the element
carry more energy in the mean than the atoms flying outwards from the colder inner
boundary. Thus when a pair of atoms has passed the middle plane H-H—one flying
inwards and one outwards—an amount of energy has also passed, and that amount
is proportional to the gradient of 7" and opposite to it. At least that is the situation, if
the gas is at rest in an inertial frame. If, however, the gas is at rest in a non-inertial
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Fig. 1 The Coriolis effect on heat conduction

frame, the free paths of the atoms are bent by the Coriolis force as shown in the figure
and now, in addition to a transport of energy through H-H, there is also a transport
through the plane V-V, i.e. perpendicular to the gradient 7" and to the angular velocity
w of the non-inertial frame. The kinetic theory of gases interprets such transports of
energy as a heat flux ¢ and thus we conclude that we have

= in an inertial frame and

ar. .
(% +Tw X %) in a non-inertial frame

(&)

The time 7 is of the order of magnitude of a mean free path and « is the thermal
conductivity. Note that there is a qualitative difference between the two formulae:
In a non-inertial frame the heat flux is no longer parallel and opposite to the tem-
perature gradien, rather it has a component perpendicular to the temperature gradient.

Nor is this the only qualitative effect of the rotation of the frame. It turns out that
the velocity field is also affected. Thus a state of rest of the gas between the two
cylinders is impossible in a non-inertial frame, if heat conduction occurs.

It is true though that such phenomena depend on the extent to which the Coriolis
force can bend the mean free path. And that can happen to an appreciable extent
only if either the gas is strongly rarefied or the angular velocity is impractically
large.! Therefore the frame dependence of the relation between the heat flux and the
temperature gradient has not been observed.

The same is true for the inertial terms of the other equations for all N. In the sequel
we shall therefore ignore those terms and concentrate the attention on the differential
parts of the equations of balance and on the productions. Thus the equations read in
the present synthetic form

'T conjecture that the effect of rotation has been observed in Hell, which may be considered—for
quantum reasons—as a degenerate ideal gas with large mean free paths. The effect may then be
responsible for the observed field of quantum vortices which mimick a rigid rotation.
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0Fii...ip n 0Fi2..ipn

= 1l1i2..ip- =0,1,2...N 6
- = i (P ) (6)

The equations of balance are not closed field equations for the moments Fjy;z..ip
because of the occurrence of the last flux Fjy;2. ip, and of the productions IT;1;2. .ip-
In thermodynamics we face that situation be adopting constitutive equations for those
additional quantities. And in extended thermodynamics we consider the constitutive
equations as local and instantaneous, so that F;y;»._ipn and IT;1;2. i, at one point and
time depend only on the values of Fji;s. ip, at that point and time:

Fitiz..ipn = Fitiz.ipn(Fi1i2..ip)s  Tiviz..ip = ivi2..ip(Fi1i2...in) - @)

The entropy principle ensures that the constitutive functions F and I7 lead to sym-
metric hyperbolic field equations,—for the proper fields. And that fact implies well-
posedness of the system, i.e. existence, uniqueness of solutions of initial value prob-
lems for small times, and finite wave speeds. For larger times though there may be
a problem with uniqueness, see below.

2.2 Explicit Form for N = 3. Navier-Stokes-Fourier
Equations and Grad 13-Moment Equations

In order to appreciate the nature of the equations of balance better we shall write
them explicitly—and in linearized form—for the case N = 3. In that case there are
20 equations and Fig. 2 exhibits them in a panel, where they are repeated four times:
Upper left, upper right, lower left, and lower right. For simplicity we have inserted
productions appropriate to Maxwellian molecules so that they are all characterized
by a single parameter 7, a time of the order of magnitude of the mean time of free
flight. Also we have introduced the conventional notation: p for mass density, v; for
velocity, T for temperature, #;;;) for deviatoric stress, g; for heat flux. The third rank
moment p; jx has no conventional name. We emphasize that the 20 equations are fully
explicit, except for the single unknown parameter ¢ which we shall identify shortly.
The purpose of the panel with four parts lies in the black frames which differ between
the parts:

Upper left: The frame embraces the Euler equations. These represent the con-
servation laws of mass, momentum and energy in a dissipation-less gas; there is no
irreversibility and p, v; and T are the only fields.

Upper right: The equations within the frame represent the Navier-Stokes-Fourier
equations. The deviatoric stress is proportional to the deviatoric part of the velocity
gradient and the factor of proportionality, containing 7 is the viscosity; since the
viscosity can be measured, T is known. The heat flux is proportional to the gradient
of temperature.

Lower right: The frame encloses Grad’s 13-moment equations. They represent
the prototypical equations of extended thermodynamics. Comparison of Grad’s
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Fig.2 The twenty equations of balance for N = 3. Upper left Euler equations. Upper right Navier-
Stokes-Fourier equations. Lower left Cattaneo equations. Lower right Grad 13-moment equations

equations with the Navier-Stokes-Fourier equations shows that the latter ones ignore
the rates of change and the gradients of 7;;, and g; Since rates of change are measured
in terms of mean times of free flight and gradients in terms of mean free paths we
conclude that the Navier-Stokes-Fourier equations represent the behaviour of dense
gases in slow processes, while extended thermodynamics describes the gases in rapid
processes and in rarefied gases.

Lower left: The frames enclose the equations of the Cattaneo theory, the earliest—
and incomplete—yversion of extended thermodynamics. It was invented in an ad hoc
manner so as to resolve the paradox of heat conduction, by which disturbances in
temperature propagate at an infinite speed. There is no such paradox according to
Grad’s equations.

The twenty equations of Fig.2 are only here for illustration. It is possible to
calculate the explicit full set of balance equations for moments for any N, and this
has been done, although the result it too long to print out. So, in a manner of speaking
the full set for N = 40 (say),—where there are 12341 equations—is only known to
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the computer. However, the computer can work with them; thus it can work out the
speeds of propagation of acceleration waves implied by the system for any finite N.

2.3 Acceleration Waves

Acceleration waves are singular surfaces across which the fields themselves are
continuous, while their gradients and time derivatives are not. Their speeds and their
growth and decay can be calculated and the result can be compared with observations
at least in principle.

We go back to the synthetic form of our equations for this topic

0Fi1i2...ip " 0Fi1i2...ipn

o1 e = liin...ip-

Using square brackets for the difference between front and back of the wave we can
thus write

0Fi..ip

dFiin..i
|:—1 2 p] = Aii2..iphn and [T} = —VAiir.ip ®)

0x,

where n, is the normal to the surface and V is its speed in the normal direction.
Because of the constitutive properties of extended thermodynamics we obtain

(3Fi1i2...ipn

ny, — V8i1i2...ipj1j2...jp) Ajija.jp = 0. )
dFj1j2...jp

This is called the characteristic equation of the wave, while the v - v-matrix in braces
is called the characteristic matrix.> We conclude there are v speeds to be calculated
as eigenvalues of the characteristic matrix, and that the jumps across the wave are
determined by the right eigenvector d;i2.._jp:

Ajijo.jp = Adjijo. jp (10)

A is called the amplitude of the acceleration wave.

Since we know the field equations explicitly we can calculate all speeds and, in
particular we can calculate the pulse speed, the largest speed of propagation which
the gas can accommodate at the level N of extension. The table in Fig.3 provides
some such pulse speeds for N = 3 through N = 40 referred to the “ordinary” sound

speed ,/ %%T of a monatomic ideal gas.

2v equals §(N + 1)(N + 2)(N +3).
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Fig.3 Pulse speeds referred to the normal sound speed. Crosses Calculations. Circles Lower bound

Clearly the pulse speed grows monotonically for growing N.This conjecture is
confirmed by a lower estimate calculated by Boillat and Ruggeri according to which

the pulse speed must be greater than ,/ g(N — %).

The obvious question is, of course, whether all these many sound speeds are ever
seen, or heard. The answer is obviously negative and the reason for this lies in the
fact that the acceleration waves are strongly damped before they reach our ears. So,
let us investigate the decay of acceleration waves. It turns out that the field equations
allow us to calculate the development of the amplitude A of an acceleration wave as

9A v oI,
ey A=, —2dy A=0. (11)
at  dF, IF,
S—— ——
a b

Here we have introduced the multi-index @ = ili2...ip and [, d, denote the left
and right eigenvectors of the characteristic matrix. This is a Bernoulli equation with
the coefficient a determining the nonlinearity and b determining dissipation. The
nonlinearity consists of the velocity dependence on the value of the field and the
dissipation is due to collisions between atoms. The solution of the Bernoulli equation
reads

A0)e™?"

A= T A0 e - )

12)

so that—without nonlinearity—there is a simple exponential decay of the initial
value A(0) due to dissipation. With nonlinearity, however, A(¢) will grow and even-
tually diverge at a time when the denominator of the expression becomes zero. Thus
we have a competition between nonlinearity and dissipation. Dissipation makes for
smooth solutions and decay of disturbances and non-linearity makes for growth of
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the disturbance and the eventual generation of a shock wave from the acceleration
wave.

In a gas under normal conditions the situation is such that dissipation prevails
and that is the reason that we do not hear the multiple sound waves inherent in the
microstructure of the gas.

2.4 Shock Waves

Concerning the foregoing remark about the formation of shocks from acceleration
waves there is a basic observation to be made. Indeed, shocks do not exist in nature
as experiments have clearly shown: The microstructural nature of a gas prevents
shocks. What does exist—and what may appear as a shock—is a shock structure,a
smooth but steep transition between two relatively flat states of a gas; to be sure,
the thickness of the shock structure is of the order of magnitude of a few mean free
paths, but still it is smooth. Therefore, if a theory predicts a shock, or allows for a
shock, it is not a valid theory and it has to be improved. Extended thermodynamics
shows how this has to be done. Let us consider this:

First of all, the Navier-Stokes-Fourier theory does not allow shocks. This would
seem to recommend it as a good theory in view of the forgoing remarks. However,
the shock structure which the theory permits us to calculate is wrong, see Fig.4.

0.35 T T T T T T T T T

0.3fb Navier-Stokes-Fourier theory 4

Experiments

ol

0.15f 4

0.1F .

0.05[] ]

Mg

Fig.4 Thickness 8 of a shock structure according to the Navier-Stokes-Fourier theory as a function
of the Mach number My of the structure. Ag is the mean free path of the gas before the structure
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Fig. 5 Shock structures for Grad’s 13-moment theory at My = 1.5 (left) and at My = 2 (right).
The subshock of Fig.5 (right) begins to develop at My = 1.65, the pulse speed of the 13-moment
theory

Grad knew this when he first derived the 13-moment theory. He tried that theory out
on shock structures, hoping, perhaps, to do better than Navier-Stokes-Fourier.
Unfortunatly, however, his calculation came out worse,—much worse! It is true
that for M = 1.5 Grad did calculate a nice shock structure—see Fig. 5—but for
that low Mach number there was a minimal discrepancy between observation and
the Navier-Stokes Fourier theory anyhow according to Fig.4. So that effort was not
decisive. Therefore Grad proceeded with M = 2 and he had a surprise: A subshock
appeared, see Fig.5b and certainly that was worse than the discrepancy of Fig.4.
Going up in Mach numbers one can show that the subshock is first seen slightly
above M = 1.65 and then it grows in size. Grad did not appreciate the significance
of this Mach number or, at least, he does not comment on it. The significance is that
My = 1.65 is the pulse speed according to the 13-moment theory and, if the gas
rushes forward with more than that speed, its down-stream region cannot move aside
in time and a shock must form or, in this case, a subshock. In a manner of speaking
it is for My > 1.65 that we must speak of a truely supersonic flow in a 13-moment
theory.
The recipe for avoiding this subshock is simple: We must abandon the 13-moment
theory and adopt an extended theory with more equations and, therefore, a larger pulse
speed, see the table of Fig. 3. So, if we adopt a 286-moment theory, the appearance
of the subshock is pushed upwards to M, = 4.018, and if we adopt a 12341-moment
theory the appearance of the subshock is pushed to My = 8.996. Eventually, if we
prefer to have no subshock appear, we need to go to a co-moment theory, because
its pulse speed is infinite.

3 Light Scattering

The knowledge of the atomic microstructure of a gas makes all the above phenomena
plausible and there is no doubt that they exist, e the frame dependence of the heat
flux, e the multiple speeds, e the pulse speed, and e the shift of subshocks to high
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Mach numbers. Yet, our experimantal tools—thermal and caloric measurements—
are too rough to detect such phenomena and to quantify them. More sensitive probes
into the microstructure are needed. The measurement of light scattering spectra is
such a probe.

Indeed, light scattering is a paradigm for the usefulness and practicality of

extended thermodynamics. Let us consider this:
Incoming laser light, i.e. light of a single frequency w;—most often green light with
the wave length A; & 0.4 - 10~% m—is scattered on the density fluctuations of a gas in
equilibrium, see Fig. 6 (top). While most of the scattered light has the same frequency
as the incoming light, the scattering spectrum also contains neighbouring frequencies.
For dense gases,—typically a gas under the pressure of 4 bar or higher—the spectrum
has three well-defined peaks, like the uppermost curve in Fig. 6 (bottom). When the
gas pressure is lowered, the peaks become less pronounced; they degenerate into
shoulders, until eventually—for pressures less than 1 bar—there is a single bump in
the center.

As long as there are peaks, i.e. for dense gases, the distance of the central and
lateral peaks determines the sound speed of the gas, or its temperature. From the
half-width of the peaks and their relative heights we may read off the viscosity and
the thermal conductivity of the gas. That should come as a surprise! Indeed, we may
well ask a question: How, if the scattering spectrum represents properties of density
fluctuations in equilibrium, can it carry information about macroscopic transport
coefficients like the viscosity?

The answer lies in the Onsager hypothesis according to which the mean regression
of fluctuations follows the same laws as the macroscopic fields which—in our case—
are the moments F;y;5...;,. We shall not go here into a discussion of the controversial
hypothesis. Let it suffice to say that, without it, the interpretation of light scattering
spectra in terms of the moments would be impossible. We accept the hypothesis,
since it furnishes good results as we shall see.

If we compare the observed scattering spectra for a dense gas with the predictions
of the Navier-Stokes equations we obtain an excellent agreement. Moreover the
transport coefficients so determined agree well with their values obtained by more
conventional means than light scattering, or calculated from the kinetic theory of
gases.

However, for a rarefied gas the agreement is not good, if we still use the Navier-
Stokes-Fourier equations. It is true that the expected gross features do appear: For
a stronger degree of rarefaction the three peaks of the spectrum degenerate into
shoulders and, eventually, into a bump, even for Navier-Stokes. But the finer details
are all wrong. We may well consider this as an opportunity to check out the validity of
the equations of extended thermodynamics,—and of the Onsager hypothesis—both
at the same time.

A prototypical case for the linearized equations is the 20-moment system shown
in Fig. 2 and used there illustratively for the identification of various special cases.
Equations like that for any specific number of moments are available, e.g. v =
20, 35, 56, 84, and their scattering spectra are shown in Fig.7 (left). Not two of
them agree among themselves and none of them agrees with with the measured dots.
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Fig. 6 Light scattering and scattering spectrum. 7op Schematic experimental set-up, Bottom Exper-
imental curves for different pressures (see text)

Ordinarily a situation like this calls for an adjustment of parameters, but that is
impossible in the present case, because there are no free parameters, e.g. see Fig.2.
Indeed, extended thermodynamics is a theory of theories with only one parameter:
The number of equations. So, if we push up that number to v = 120, 165, 220, 286
and calculate the scattering spectra, we obtain convergence of results at v = 120 in
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Fig.7 Scattering spectra for Xenon in extended thermodynamics for a low pressure. Dots represent
measurements by Clark. Left Spectra for 20, 35, 56, 84 moments. Right Spectra for 120, 165, 220,
286 moments

the sense that more moments do not change the scattering spectrum and—what is
more—they all agree with the measured values, see Fig. 7 (right).

In other words, for a given pressure our theory of theories provides the possibility to
determine its own range of validity, something that is usually said a theory cannot
possibly do. Here, however, if we have two successive theories which provide the
same results, the lower one is good enough: and we can say that without conducting
a single experiment.

All of this is most satisfactory, but there is also disappointment. Indeed, we might
have hoped that 13 or 14 moments might bring about a great improvement over the
Navier Stokes-Fourier solution and a good representation of experimental results.
Instead we need hundreds of moments for even moderately rarefied gases. The
microstructure of the gas is deeply hidden indeed.
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From Second Law Violations to Continuum
Mechanics

Martin Ostoja-Starzewski

Abstract The violations of the Second Law become relevant as the length and/or
time scales become very small. The Second Law then needs to be replaced by the
fluctuation theorem and, mathematically, the irreversible entropy evolves as a sub-
martingale. Next, a framework thermomechanics relying on stochastic functionals of
energy and entropy is outlined. This allows a study of diffusion-type problems with
random field constitutive coefficients not required to satisfy the positive definite-
ness everywhere. Finally, a formulation of stochastic micropolar fluid mechanics is
developed, accounting for the lack of symmetry of stress tensor on molecular scales.

Keywords Continuum mechanics - Second law violations - Fluctuation theorem -
Submartingale - Micropolar fluid

1 Motivation

The theory, simulations, and experiments of statistical mechanics over the past two
decades indicate that violations of the Second Law of thermodynamics are relevant
where/when the length and/or time scales become very small [5, 7, 9, 17, 19]. The
Second Law must then be replaced by the fluctuation theorem or, strictly speaking,
a group of such theorems. In effect, the Second Law holds on average, be it an en-
semble average, or a spatial average over a sufficiently large domain, or a temporal
average over a sufficiently large time interval. Interestingly, the Second Law viola-
tions may occur for up to 3s (!) in cholesteric liquids. While the focus in statistical
mechanics has been on stochastic thermodynamics, our interest is in introducing
these results into continuum mechanics, i.e. in formulating stochastic continuum
thermomechanics with spontaneous violations of the Second Law [12—14].
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So far, we have obtained these results:

e entropy evolution over time is a submartingale;

e classification of thermomechanical processes into four types depending on whether
they are conservative or not and/or conventional continuum mechanical;

e stochastic generalizations of thermomechanics in the vein of either thermody-
namic orthogonality [20] or primitive thermodynamics [4]; with explicit models
formulated for Newtonian fluids with, respectively, parabolic or hyperbolic heat
conduction;

e random field models of the martingale component, possibly including spatial frac-
tal and Hurst effects;

e evolution of an acceleration wavefront randomly encountering regions with neg-
ative viscosity coefficient;

e Lyapunov function of a diffusion phenomenon where the random field coefficients
do not satisfy the positive definiteness everywhere;

e spontaneous random fluctuations of the microrotation field in a viscous micropolar
fluid model in the absence of random (turbulence-like) fluctuations of the classical
(Cauchy) velocity field.

In this paper, following a brief account of the fluctuation theorem, we review some
of the above results.

2 Background: Fluctuation Theorem

It has been established in statistical physics over the past two decades that the entropy
production may be negative on short time and space scales, see reviews in [8, 15].
This is described by a so-called fluctuation theorem giving, in its basic form, an
estimate of the relative probability of observing processes that have positive and
negative total dissipation in non-equilibrium systems

P@=4) _ a

= 1
P(¢ = —-A) M

Here ¢ is the time, while ¢, is the dissipation function quantifying the thermodynamic
reversibility of a trajectory taken by a thermodynamic system, and A is the value of
¢,. To help explain it, in Fig. I we reproduce Fig. 1.1 from [8] giving the probability
density histogram of fluctuations of the time-averaged shear stress oy, in Couette
flow. Note that (i) the fluctuations are not confined to the negative values of o, and
(ii) for any pair of two points symmetrically distributed about 0.00 on the o, axis
consistent with (1) the probability of a negative fluctuation [P (¢, = A)] is greater
than the probability of a positive fluctuation [P (¢, = —A)].

That is, the fluctuation theorem compares the probability P (¢, = A = dA) of
observing an arbitrary system trajectory having a dissipation total infinitesimally
close to A with that of the time reverse of that trajectory (its conjugate anti-trajectory)
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in the ensemble of trajectories:

P(I'(0),0)

¢, (I'(0)) =1In m

2

More specifically, with I' = (g, p1, ...gn, pn) being the phase space vector of the
system which corresponds to a system trajectory and I'*(¢) being the result of a
time reversal map applied to I'(0), ¢, (I'(0)) is the total dissipation for a trajectory
originating at 0 and evolving for a time ¢:

¢ (I'(0)) =/0 ¢ (I(s))ds. 3)

This integration involves an instantaneous dissipation function:

d¢, (I'(0))
—a

¢ (I'(0)) = ;

“)

The fluctuation theorem as expressed by (1) states that (i) positive dissipation
is exponentially more likely to be observed than negative dissipation, and (ii) upon
ensemble averaging of ¢, (with E denoting the mathematical expectation), leading to

El¢| 7] =0. ®)

Here |.%, indicates the conditioning on the past history and is discussed below.
Considering that the time-integrated dissipation function ¢, equals the irreversible
entropy production in continuum thermomechanics with internal variables (TIV), the
inequality (5) is seen as a generalization of the Second Law of thermodynamics (i.e.,
the entropy production rate is non-negative). Note that ¢ in (3) and (4) is recognized
as the irreversible entropy production rate.
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3 Entropy Is a Submartingale

In view of the random fluctuations, ¢, is a stochastic process with a specific type of
memory effect to be examined as follows. First, every stochastic process is defined
with reference to a probability space (2, .7, &), where 2 is the sample space, .7 is
the o-field, and & the probability measure, the argument @ € €2 being employed to
indicate an elementary event as well as the random character of ¢,. We now switch
from a continuous (#) to a discrete (n) time parametrization

O = Gi=n, (6)

The point is that the analytical aspects of discrete-time stochastic processes are
simpler than those of continuous-time processes; the integral in (3) is replaced by a
summation, while the derivative in (4) is understood in a finite-difference sense.

Our growing knowledge of the process ¢, at the successive times (i.e., its history)
is represented by a so-called filtration on £2: a sequence { %, : n =0,1,2,...} of
sub-sigma fields of .% such that for all time instants #,,, %, C %#,.;. In view of (5),
we observe that this inequality is satisfied

E{¢n+l|yn} = ¢nv (7)

which indicates that ¢, is a submartingale. On the technical side dictated by
the probability theory, (7) has to be accompanied by two more conditions: (i)
{F,;n=0,1,2,...} is a filtration and ¢, is adapted to .%,; (ii) for each n, ¢,
is integrable.

If the < sign in (7) were replaced by an equality sign, we would have a so-called
martingale. In fact, this observation acquires more light in view of the so-called
Doob decomposition [3] saying that any submartingale is the sum of a martingale
(M) and an increasing process (G): Let ¢ = {¢,; n > 0} be a submartingale relative
to the filtration (.%,). Then there exists a martingale M = {M,,; n > 0} and a process
G = {G,; n = 0} such that

(i) M is a martingale relative to .%,;

(i) G is an increasing process: G, < G, almost everywhere;
(iii) G, is %, _1-measurable Vn;
(iv) ¢n =M, + G,.

In [12] we have employed an analogous (Doob—Meyer decomposition) theorem
in continuous time, also giving a unique decomposition of a submartingale into a
martingale and a “drift” process. The discrete time case should be sufficient for most
continuum physics applications, while allowing a simpler analytical treatment.



From Second Law Violations to Continuum Mechanics 179

4 Violations of Second Law in Diffusion Problems

The partial differential equation of diffusion hinges on a coarse scale and a deter-
ministic continuum approximation of a random medium. If we consider a very fine
scale resolution where the violations of the Second Law relative to heat conduction
occur [16], we must replace the deterministic picture by a stochastic one. Thus, the
internal energy density u (per unit volume) and the entropy s (per unit volume) are
random fields over the material (2) and time (7)) domains:

u:I9xTx2—->R, s:9xT x 22— R, ()

where we consider the heat conduction problem in a rigid (undeformable) conductor.
With reference to Sect. 2, the Second Law of thermodynamics takes the ensemble
averaged Clausius—Duhem form

E{¢|9n}20, ¢=T$(i)=—qk—5_ —_ (9)

Here we recognize the pair of affinities: vector of velocity T',; conjugate to the vector
of dissipative force —¢g;/T and introduce a dissipation function ¢ (g;). Given the
medium’s randomness, ¢ is a random field

¢: I xT x 2 —R. (10)

At any given continuum point X in &, ¢ is a random functional ¢ (q, w), w € §2. The
randomness of ¢ disappears as the time and/or spatial scales become large and then
¢ reverts to a deterministic functional of a homogeneous continuum. According to
the model outlined in Sect. 2,

¢(q, ) = G(q) + M(q, ), (11)

which for the linear Fourier-type conductivity becomes more explicit with
G(Q) = gidijq; M(q. 0) = gi.4;; (@) q;. (12)

Here G(q) involves the thermal resistivity A; ; which is positive definite, and
M(q, w) = dM(q, w)/dt, with M being the martingale modeling the random fluc-
tuation according to (4). Clearly, the randomness residing in M (d, w) allows the total
resistivity (and, hence, the total conductivity «;; = ()»i i+ M j)_l) to become neg-
ative since .#;; is not required to be positive definite, thus signifying the violations
of the Second Law. More specifically, the second-rank tensor .#;; : ¥ — ¥ (where
¥ is a linear vector space) also is a second-order random field [12], such that

M DX 2 — V? (13)
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In view of the Gaussian character of fluctuations in Fig. 1, .#;; is a Gaussian random
field.

Next, consider the evolution of energy in a spatial domain 2 € R" (n = 2 or 3)
having a boundary 0% = 0%, U 0 Zr with both parts disjoint and such that 3%, is
insulated and 0 Zr has a constant temperature prescribed on it:

gini =0 on 3%,

T=Ty, on 0%r. 14)
Following [2], we observe from the energy balance that u = —g¢;,;, and from
the decomposition of entropy rate § = §© + §@ (having the reversible part

§" = —(g;/T),; and the irreversible part §) = —¢;T,; /T?) that § = —q;,; /T.
Therefore,

L[, (u—Tos)dv=T [, Ldv, (15)

where the boundary conditions (14) have been employed. Noting, according to spon-
taneous violations of the Second Law mentioned in (11) and (12), that the scalar
product ¢; T,; takes random and possibly negative values, we cannot conclude that
this is a Lyapunov function just like in diffusion systems obeying the Second Law
considered in the aforementioned reference. It is upon taking the ensemble average

of (15) that
d qiT,;
E’E/@(M—Tos)dv}:E[To/g - dv}go (16)

which yields the Lyapunov function.

Interestingly, the result (17) does not depend on the heat conduction being linear.
But, if that actually is the case (with ¢ being the specific heat capacity), the equation
governing the temperature field is a stochastic partial differential one

oT 1

E—Z(Kij (X,a))T,j),i. (17)
Next, upon ensemble averaging, the Clausius-Duhem inequality reduces to the con-
dition of positive definiteness of the conductivity tensor k;; = )»ijl (with 4;; — 0),
the second-order random field «;; becomes a constant tensor field, and the diffusion
equations for anisotropic and then isotropic homogeneous medium are obtained:

oF _ 1 71 Lver (18)
— = —Kjil,j; d - .
ot c S Kij—>Kkdij C
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5 Micropolar Fluid Model

5.1 Dissipation Functions

As noted in [6], the Cauchy stress tensor (i.e., the negative of the pressure tensor)
generally lacks symmetry on length scales where the Second Law violations occur
and this is the case with the molecular fluids. Indeed, the complete description of the
hydrodynamics of molecular liquids must include angular momentum considerations
and this challenge can naturally be met by using, instead of the classical (Cauchy)
continuum, a micropolar continuum, Fig.2a, b.

To have a micropolar model, a couple traction m
addition to the Cauchy traction ti(") = 7;;n; on a unit surface of the outer normal
n;; the body force and body torque as being unimportant to our considerations.
The kinematics of the continuum point is described by the displacement u; and the
microrotation ¢;; their time rates, respectively, are v; and w;. Also, the intrinsic
angular momentum per unit mass is [; = I;zwy, where I;; is the microinertia; for an
isotropic micropolar fluid /;; = [8;x, where I is the microintertia of a continuum
fluid particle. The balance equations are:

the conservation of mass

(n)

i

= ujin; is introduced in

Dp
L= —pvii, 19
D1 pv (19)
the conservation of linear momentum
DV,'
th = Tjisj» (20)
y
(a) (b)
P >

= "

Fig. 2 a Molecular fluid in which the stress tensor of continuum approximation is not symmetric;
b dV element of a micropolar continuum (with the velocity v and microrotation ¢ degrees of
freedom) having spatial (and temporal) random field fluctuations. This is the basis for a study of
Couette- or Poiseuille-type stochastic flow of a micropolar fluid in a channel
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the conservation of angular momentum

DI;
Py = it +eijkTjk, (21)

the conservation of internal energy

Py = i +7ji (virj —exjiwk) + ijiwis; +08i- (22)
For an isotropic micropolar fluid I;; = I6;;, where I is the microintertia of a contin-
uum fluid particle. The special case of classical continuum mechanics is recovered
when pj; =0, and wy = g = 0.

In the presence of micropolar effects the constitutive equations are [11]

Tij = (=P 4+ i) 8ij + 1 (Vi i ) + e (Vioi =Visj ) = 20r€mijwn 23)
Mij = CoWk,k Sij + Ca (Wj,i +Wi,j) + ca (sti —Wi,j) )

where A and p are the usual viscosity coefficients, 1, is the dynamic microrotation
viscosity, while ¢, ¢4, and ¢, are the micropolar viscosity coefficients. Now, the
governing equations (20)—(22) become

Vi
Py = P F A+ =) v, + (o ) Viokk F2100€5Wks (24)

DW,‘
'OIE =24 (emijvj,i —2w;i) + (co + ca — ca) W), ji + (€a + o) Wiswk s (25)

Du

—— = —qi,i —PVisi int s 26
Py Qiri —PVisi +0Pint (26)

where ¢;,, is the intrinsic (i.e., fluid mechanical part of) dissipation function per unit
mass, such that

2

2
+ co (Wii)” 4 (ca + ca) Wigwik + (Ca — Ca) Wi kWi,

2
2 1
PPint = X (vii)” + 2pnijdij + 4iar (_emijvj,i - Wi) 27

where d;; is the deformation rate tensor. As discussed in [12], the intrinsic mechanical
dissipation (¢;,,,) is superposed with the thermal (¢,;,) dissipation

¢ = Gint [(vivj —erjiwic) . wij . @] + i (gi, ). (28)

Here the first two arguments of ¢;,, indicate its dependence on kinematic fields and
its randomness and, similarly, the first argument of ¢,, indicates its dependence on
the heat flux. Furthermore, in the vein of probability theory, the w parametrization
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(i.e. the third argument of ¢;,,; and the second argument of ¢,;,) indicate the stochastic
character of these functionals. Thus

¢ (V, @) = ¢in [V1, V2, 0] + ¢ (V3, 0), (29)
in which the velocity vector V has three components
Vi=Vv-—e;jxe-w, V,=Vw, V3=q. 30)

Corresponding to V there is the dissipative force Y:

Y =7, Yo=upu, Y3=_T' 3D
Given the randomly occurring violations of the Second Law, just like in (4), the
time integral of ¢ evolves as a submartingale: the entropy production inequality holds

on average
E{o ¢(V,w)} = 0. (32)

By the Doob decomposition theorem, the submartingale is split into an increasing
process and a martingale

/ ¢dt' =G+ M (33)
0

or, instantaneously, . .
¢=G+ M. (34

Clearly, M represents the microscale fluctuation, while G represents the conventional
(well-known) entropy growth. Thus, G = dG/dt is identified with the average of
the irreversible entropy rate (E{s*®}) and M=dM /dt with its zero-mean random
fluctuations. In terms of the irreversible entropy production, we have

E(s*V} =G, sV —E{s*) =M. (33)

The fluid mechanics (intrinsic) part ¢;,, [V, V2, w] of the random functional
¢ (V, w) is a superposition of two parts:

Gint(d, w) = G(d) + M(d, ), (36)

with the randomness residing in M (d, w), and the viscosity coefficients assuring the
positive-definiteness of G:

w=>0, 314+2u>0,
ca+ca>=0,ci+¢c, >0, 2cs+3¢c) >0, (37)
—(ca+ca) Scqg—cq < (catca), ur =2 0.



184 M. Ostoja-Starzewski

In general, the motion on microscale is turbulent. The micropolar fluid mechanics
accounts for turbulence in terms of zero-mean perturbations about the means of both
degrees of freedom (v, w) and pressure (p):

V=v+V, V=0,
w=w+w, w=0, (38)
p=p+p, p=0

With reference to the analysis of Couette- and Poiseuille-type flows conducted in
[10], we ask: Are non-zero microrotational disturbances w’ possible for vanishing
classical flow disturbances v'? According to the analysis of steady parallel flows,
assuming the conventional Second Law of thermodynamics holds, the answer is in
the negative. However, given the spontaneous violations of the Second Law, non-
zero fluctuations w’ will also spontaneously appear (!) under imposed zero fluctuation
field (v = 0) of the velocity field v [14].

5.2 Upscaling from Stochastic to Deterministic Media

As the spatial scale increases, the micropolar effects tend to vanish, and the fluid
becomes classical Newtonian, so that only the first line of these inequalities remains
relevant. As is well known, for incompressible response, the Newtonian fluid sim-
plifies to a Navier—Stokes fluid in the special case of a vanishing bulk viscosity:
A+ %,u — 0. The upscaling from the molecular level to stochastic and then deter-
ministic continua involves the gradual replacement of field equations (20)—(22) by the
equations of conventional continuum mechanics, whereby 1 ;; = Oandwy = g; =0,
so that

. . Dv;
conservation of linear momentum pD—l =0ji,j,
t
conservation of angular momentum eijkojx =0, 39)
. . Du
conservation of internal energy ,OD— = —q;,i +0jidj;.
t

Note that, since d V is a statistical volume element (SVE), not a representative vol-
ume element (RVE), the response depends on the type of loading. To this end, guided
by the analogy to upscaling of a spatially random micropolar elastic continuum [18],
we set up a homogenization condition of Hill-Mandel type for a micropolar fluid
medium [a generalization of the Hill-Mandel condition]:

oijdij + Bijetij + wijki; =01y dij + B @iy + Wiy Kij (40)

where f = % fdV denotes the volume average. The quantities appearing here are
defined by first introducing decompositions of the generally non-symmetric velocity
gradient /;; and the generally non-symmetric Cauchy stress 7;; according to
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lij =dij +aij,  wj=o0ij+Bij, (4D
where d;; is the deformation rate and o;; is the symmetric Cauchy stress.

dij = 30ij+vii), i =50 —Vj.i) — exijr, “2)

oij =5+ 1), Bii =51 — i)
Similar to the aforementioned reference, a computational study using molecular
dynamics, under boundary conditions consistent with (40), will reveal the quantitative
scaling of classical and micropolar viscosities in terms of the SVE size </d V in either
n = 2 or 3 dimensions.

6 Conclusions

That “the Second Law is of the nature of strong probability ... not an absolute
certainty” was already recognized by J.C. Maxwell. However, it is only in the past
two decades that statistical physics has come out in support of that statement. The
fundamental fact is that there is a non-zero probability of negative entropy production
rate on very small scales and (very) short times. To this end, the fluctuation theorem
replaces the Second Law of thermodynamics (and Clausius-Duhem inequality) as a
weaker (and stochastic) restriction to be placed on the dependent fields and material
properties. In turn, this leads to a generalization of continuum (thermo)mechanics.
Next, given the lack of symmetry of stress tensor on molecular scales, a stochastic
micropolar fluid is proposed a more appropriate model of hydrodynamics on very
small levels; consequences relating to fine scale turbulent motions and upscaling to
a deterministic continuous medium are then reviewed. On the history of mechanics
side, while finalizing this paper, the author became aware of the study [1], where a
microcrack density function was modeled as a submartingale.
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Abstract Replacing the use of fossil fuels by renewables is of paramount importance
not so much because of declining reserves (fossil fuel reserves are estimated abundant
for at least over a century) but because of increasing CO, emissions which cause
irreversible climate changes. To overcome the mismatch between supply and demand
of solar heat and electricity, smart combinations of heat pumps and heat storage are
currently investigated. A reliable method for heat storage is to use thermochemical
(TCM) and phase change materials (PCM). These materials should be tested for
energy density, temperature range, corrosion, toxicity, (dis)charge time and longevity.
A prototype TCM reactor is built and tested for hot water generation. Using zeolite
13X as TCM, it is shown that tap water temperatures of 45°C can be obtained.
Using optical microscopy, the hydration and dehydration process of TCM material
can be observed, as well as the phase transitions of PCMs. It is also argued that
computational molecular modelling methods provide a powerful tool for both TCM
and PCM material synthesis.
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1 Introduction

In Europa heat for domestic purposes constitutes 40 % of the total energy demand. In
summer, the sun provides more heat than needed to warm residential houses while in
winter the heat demand cannot be met by solar energy supply. A solution is to store
excess solar energy in a so-called thermal battery which can be discharged to meet the
residential heat demand in winter. A reliable method for seasonal solar heat storage is
by means of phase change materials (PCMs) or thermochemical materials (TCMs).
Both methods can store heat more compactly than by means of the traditional sensible
heat system where a liquid (typically water) is heated and stored in an insulated tank.
The TCM process is based on a reversible adsorption-desorption reaction, which
is exothermic in hydration and endothermic in dehydration [1, 2]. Examples are
zeolites and salt hydrates. The PCM process is based on latent heat release upon
crystallization for example in sodium acetate which is used in heat packs, and sugar
alcohols. This means that for TCMs humid air has to be in contact with the storage
material, while for PCMs the material is isolated and large-scale heat transfer is
achieved through heat exchangers. In the forthcoming, we will first discuss TCM
applications and next focus on PCM computations.

2 Theory

A thermal model is developed for the packed bed during the hydration of the zeolite
[3]. The model includes mass and heat transfer in the gas, the packed bed and the reac-
tor wall, as well as the adsorption reaction of water vapor on the zeolite. Equilibrium
constants are modeled as a function of temperature. By comparing the temperatures
of the experimental investigation with the results of the numerical simulation model,
the kinetic parameters for the adsorption in non-isothermal and non-adiabatic con-
ditions are found. We consider constant gas flow (interstitial velocity u,,) through a
packed bed. The energy equation of a moving fluid in a packed bed is given by

oy T _ g |
rrer\ 3, + U, ) = -q, (D

where T is the fluid temperature, ¢ is the heat capacity of the fluid and q the heat
flux from the fluid to the bed (W/m?). Integrating over a cylindrical pore volume
V, =¢m R? Az (¢ is the porosity) we obtain

aT oT
prep | =L +un—2L ¢nR2Az=—/ V-qdV,. 2
dt 0x v,

Using GauB’ theorem the right-hand-side of (2) can be written as — [ q - nd A,
with A, the contact area between the fluid and the bed particles. The heat transfer
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between the fluid and the bed can be described by Newton’s ’Ansatz’ in terms of the
convective heat transfer coefficient «:

—/q-ndA,,:ocA,,(TX—Tf), 3)

with T the temperatures of the solid. Note that we assume a uniform temperature
distribution in the bed particles (lumped-parameter model), which is only true for
Biot numbers smaller than 0.1. As the solid volume V, = w R*(1 —¢) Az, and assum-
ing spherical particles with radius b, the number of spheres is %(1 — ¢)R*Az/b.
Multiplying by the individual surface of each sphere, it is straightforward to show
that A, = 3m7 R*(1 — ¢)Az/b. Combination of (2) and (3) yields that

aT;

oT
prey (_f+um_) ¢7TR2:O{Sp(Tv_Tf)v “4)
ot 0x

where we have introduced the contact surface per length scale S, = A,/ Az. For the
bed particles, it holds that

0T 2
PsCs ( o ) (I =) R” = —aS,(T; — Ty). (&)

The coupled equations (4) and (5) can be solved for temperature profiles 77 (x, t)
and T (x, r) as was shown by e.g., [3].

3 Experiments

In order to investigate the potential for TCM applications for heat storage, a reactor
was designed and built to measure temperature and humidity profiles in a zeolite
packed bed. Moreover, on the smaller scale, optical microscopy was applied to study
hydration and dehydration in salt hydrates.

3.1 Reactor Design

Following [4], a lab-scale prototype thermochemical heat storage system was tested
(see Fig. 1). In the experimental setup, air enters a reactor vessel filled with zeolite
13X. The air can be hot and dry to charge the thermal battery, or cold and moist for
discharge. In the latter case, the idea is that the thermal battery generates heat to warm
up the air by means of an exothermic adsorption of water to the zeolite (hydration
of zeolite and dehydration of the moist air). The temperature profile is measured as
a function of time along the flow direction. Input and output temperatures, pressures
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and humidity are measured. In the dehydration (charging) experiment, an electric
heater is used to produce dry air of 200 °C which is blown into the reactor. This leads
to an increase in temperature from 25 to 160°C at the inlet of the reactor (T1). The
measured temperatures and humidity ratio (gram of water per 100g of dry air) in
a dehydration experiment are shown in Fig.2. The temperature in the bed starts to
increase layer by layer. Two endothermic effects can be determined in the graph; one
is around the bed temperature of 35 °C and the other one is around 120 °C. This may
be related to the sorption characteristics of the zeolite, but to establish this, additional
DTA (Differential Thermal Analysis) measurements need to be done. After almost
2h the humidity ratio becomes zero which means that the material is dehydrated as
far as possible with this dehydration temperature and vapor pressure. The remaining
fluctuations in the humidity ratio are due to the limited accuracy of the humidity
measurement at high temperatures, since the humidity ratio is calculated from the
measured relative humidity.

Next, humid air of 25 °C is blown into the reactor to start the exothermic hydration
reaction. In Fig. 3, it can be seen that the temperatures M1 and M2 rapidly rise to
more than 55°C. The inflow temperature T1 is more or less constant. After some
100 min, the temperature M1 drops off, indicating that the reaction has ended in the
upper layer of the reactor (above M1). The temperature M2 drops off much later
(around 200 min), because this temperature is a measure of the heat produced in
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Fig. 2 Dehydration results. The temperatures of the top panel are measured at the positions indi-
cated in Fig. 1. The humidity of the effluent air is indicated in the bottom panel. From [4]
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a larger part of the reactor (above M2). Note that the heat is transported through
the reactor by air flow. The outflow temperature (T2) also increases suddenly after
the experiment is started to the temperature of 48 °C which is somewhat lower than the
bed temperature due to heat losses. The outflow temperature still increases until some
4.5 h after the start of the experiment due to the reaction in the lower layers of the bed.
The hot outflow is used to heat up water in a separate vessel. The water temperature
in this vessel (W1) is also plotted. We notice that a maximum water temperature
of 45°C is reached. Next, for about 1 h (from #= 4.5-5.5h approximately), the hot
hydrated material in the bed transfers its remaining heat to the flow while cooling
down. The water temperature (W 1) starts to decrease when the outflow temperature
starts to decrease indicating that the reaction is now completely finished in the bed.

3.2 Microscopy

We also investigate the dehydration reaction on the smaller scale by means of optical
microscopy. Following [5, 6], we now use Li,SOy4 - H,O as heat storage material.
The dehydration reaction is found to proceed through formation and growth of nuclei
over time (see Fig.4). Crystals were embedded at room temperature in a liquid

Fig.4 Surface growth sequence of the anhydrous nuclei formed during the dehydration of aLi; SO4-
H;O crystal at 100°C and under a water vapor pressure of 13 mbar. From [6]
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resin called EpoFix resin, which hardened within 10h. An important feature of this
resin is that it will maintain its transparency at 130°C up to 5h, which ensures
that the phase change is visible during the entire reaction. Encapsulated crystals
were polished using abrasive paper. The resin layer was polished up to a thickness
of approximately 1 mm, which is thick enough to impede gaseous product release.
There are two reasons to make the resin layer this thin. One is that the resin is a poor
thermal conductor. In order to achieve a certain reaction temperature, the resin has to
be heated up to a higher temperature if the layer would be too thick. Unfortunately,
the transparency diminishes rapidly as the temperature increases. The other reason is
that the reaction temperature profile should be close to the resin temperature profile
to establish the correct reaction kinetics [7]. Figure4 shows a typical sequence of
the nucleation and nuclei growth processes on the surface of a single crystal. The
mesh on the background provides information on the length scale (grid size 1 mm).
The reaction proceeds by the conversion of the transparent phase to the opaque white
phase indicating the formation of nuclei and nuclei growth. Imperfections of a crystal
are potential nucleation sites. Hence, more nuclei are observed at the grain boundaries
such as edges and cracks. Apparently, in this case the growth process was dominant
over nucleation. It was found that the number of nuclei is more or less constant.

4 Sugar Alcohols as PCMs

Sugar alcohols are a category of organic materials derived from natural sugars. As
byproducts of the food industry, sugar alcohols are environmentally friendly and
economically competitive. For most common C4—C6 acyclic sugar alcohols, prelim-
inary studies have shown relatively high latent heat of melting A H,, and moderate
melting points Ty, for seasonal heating applications. Figure 5 summarizes T, and
AH,p, for all C4-C6 acyclic sugar alcohols (for nomenclature of sugar alcohols see
[8]). Recent studies suggest the use of eutectic mixtures of sugar alcohols to form
molecular alloys, to further increase their latent heat or decrease their melting points.
Diarce et al. [9] examined three most promising mixtures and Gunasekara et al. [10]
further designed a test protocol for xylitol-erythritol mixture. Their results are also
included in Fig. 5.

The commonly seen and produced sugar alcohols, can roughly be divided into
two groups. The lower melting point group has melting points ranging from 70
to 105°C and melting enthalpies ranging from 170 to 260 kJ/kg including xylitol,
glucitol, and ribitol. The higher melting point group with melting point ranging
from 120 to 200 °C includes erythritol, mannitol, and glactitol. The density of sugar
alcohols are in the range of 1.3-1.5 g/cm? with around 9 % volumetric expansion
upon melting [8]. Sugar alcohols are generally poor thermal conductors. Typical
thermal conductivities of sugar alcohols are in the order of 10~' W/(m-K) [11].
Carbon foams are investigated to boost thermal conductivity and the effect is proven
to be considerable [12].
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Fig. 5 Melting points and latent heat of C4—-C6 acyclic sugar alcohols. The error bars cover the
data range from various sources. The compounds without latent heat data are plotted on fop of the
figure to show their melting points only. From [8]

The stability and cycling effects of sugar alcohols are studied only for a few sugar
alcohol species. In general, sugar alcohols suffer from caramelization, oxidation,
and thermal decomposition. For example, D-mannitol reacts with oxygen, forming
a non-stable material with a lower storage capacity [13]. Erythritol decomposes at
160°C [14] but below this temperature it showed good cyclability [15]. Therefore
high operating temperatures must be avoided.

Sugar alcohols have evident supercooling effect. This makes sugar alcohols suit-
able for low-loss heat storage at relatively lower temperatures. However, the shear
viscosity of sugar alcohols increases significantly with high degrees of supercooling
[16]. This makes the low melting point group of sugar alcohols hard to nucleate and
crystallize [17]. For example, the crystal front growth speed of xylitol is at max-
imum 3 pwm/s. Erythritol and D-mannitol have good nucleation and crystallization
kinetics. However, this reduces the degree of supercooling they can achieve without
spontaneous nucleation [17].

Sugar alcohols can grow with distinct branching morphologies under different
temperatures. Figure 6 shows erythritol crystallizing at 90 °C and 1 °C of supercooling
respectively. In general, higher degrees of supercooling encourage surface nucleation
and branching.

To summarize, sugar alcohols are a promising category of materials suitable for
seasonal heat storage applications where the evident supercooling effect can help
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Fig. 6 Microscopic images
of Erythritol supercooled
crystallization at 28 °C (top)
and 117°C (bottom) showing
different branching
morphologies. The melting
point T, of Erythritol is
118°C. The scale bars are
200 pm, in both pictures

significantly reduce insulation costs. In seasonal storages, the cycling effects can be
neglected, given the limited number of cycles to be used in this scenario. To work
with sugar alcohols, temperatures much higher than their melting points must be
avoided. The 9 % volumetric expansion upon melting could reduce applicability for
seasonal storage.

S Molecular Modeling Method for PCMs

The sugar alcohol molecules can be modeled using state-of-the-art force fields, which
are derived from density functional theory calculations. Previous works have used
a generalized AMBER force field [18] to succesfully evaluate thermodynamic and
transport properties of sugar alcohols [16, 19], including enthalpy, heat capacity,
shear viscosity, and solid-liquid interfacial free energy. In this force field, all atoms
in the molecules are modeled as point masses which interact according to a set of
conservative potentials. The total potential energy is expressed as
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Ey(ry,ri,...,TN,) = Evond + Eangle + Edin + ELy + Eel, (6)

where E, represents the total potential energy, r; is the coordinate vector of the ith
atom. At the right-hand-side of the equation are the bond stretching energy, angle
bending energy, dihedral torsional energy, the van der Waals interaction in the so-
called 6-12 Lennard-Jones form, and the electrostatic interaction, respectively.

6 Molecular Modeling Methods for TCMs

Thermochemical heat storage materials can also be modeled using molecular sim-
ulation tools. Because of the nature of thermochemical storage, chemical reactions
and charge transfers may occur during the hydration and dehydration processes [20].
Therefore, a force field that allows bond breaking and forming is required. In the
work of Smeets et al. ReaxFF is parameterized and used in the simulations of MgCl,
hydrates [21, 22]. The dehydration of MgSQ,4 heptahydrate is studied by Zhang
et al. [23] based on a non-reactive force field and no charge transfer assumption [20].
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Distribution of Temperature
in Multicomponent Multilayered
Composites

Monika Wagrowska and Olga Szlachetka

Abstract The object of analysis is a heat conduction problem within the framework
of tolerance modelling in multicomponent, multilayered periodic composites. The
proposed model equations describe heat conduction in the discussed laminates by
means of partial differential equations with constant coefficients. This paper describes
the one-dimensional, stationary problems of heat conduction in direction perpendic-
ular to layers.

1 Introduction

The object of the presented investigation is a heat conduction problem in a multi-
component, multilayered periodical material structure (Fig. 1). The problem of heat
conduction in multilayered twocomponent periodic composite and composite with
functional gradation of material properties (FGM) is well known in the literature.
We can mention here papers: [1-27, 31-33, 35-37, 40—44].

The problem of modelling of heat conduction in multicomponent composites
based on the tolerance model procedure was presented by [38, 39] and applied by
[34] and by [28-30].

By means of a formal limit transition with the length parameter tending to zero it
is possible to obtain the equation of the local homogenization model from the toler-
ance model equations [38]. The process of heat conduction will be discussed within
the frames of this model. Examples of heat conduction will be narrowed down to
the one-dimensional, stationary problems of heat conduction in direction perpendic-
ular to layers for homogeneous and isotropic components.
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2 Object of Analysis

Let the physical space be parameterized by an orthogonal Cartesian coordinate sys-
tem Ox'x2x3. The object of analysis is a rigid heat conductor that occupies a region
£2 = (0, L1)x(0, Ly)x (0, L3) inthe physical space. The conductor is assumed to be
homogeneous in the Ox? and Ox? direction and multilayered in the Ox' direction.

The composite is made of N identical thin layers with constant thickness A, A =
Li/N.Let L = max (Ly; Ly; L3) then A << L (L—the characteristic dimension
of the composite). Every layer of the periodic composite is assumed to be made
of M different orthotropic, homogeneous components with known mass densities,
specific heats and thermal conductivities. These components are sublayers of the
representative layer and number of them is P, P > M.

Moreover let ¢, (1), m = 1,..., P, be positive constant functions, such that
01 (xl) + -4+ @p (xl) = 1 for all x! € [0, L,]. The thickness of the mth (m =
1, ..., P) sublayer in every layer is equal to A,, = @ A.

The heat conduction problem in the discussed composite will be described by the
Fourier law:

g (x, 1) = —k*’ (x)90(x, 1) (D

and the heat balance equation in the form:
c(X)3,0(x, 1) — 8, (k*f (x)0p0(x, 1)) =0 2)

where: x = (x', x2,x%) € 2, 0(, -)—temperature in the region of §2 for every
t €[0,t,), k% (-)—components of the thermal conductivity tensor (for orthotropic
materials k% (x) = 0 for & # B and k% (x) = k*(x), c(-)—specific heat, subscripts
and superscripts « and B are equal to 1, 2 and 3 (summation convention holds).
() = 5%, 0p() = 755, 0, = &
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Let us introduce the decomposition of the ith interval of periodicity into P subin-

tervals A! which are defined as:

. m—1 m
Al = (m’ “D+ Y g (x(i —H+ Y mk)) , -
k=1 k=1
m=12,...,P, i=1,2,...,N

The set which is occupied by the mth component in the discussed composite can be
described as follows:

N
Qm=UAﬁnx(0,L2)x(0,L3), m=1,2,...,P 4)
i=1

Then the components of thermal conductivity tensor kP (.) are equal to kP (x) = kf‘f s
forx € £2,,m = 1,2,..., P and the specific heat c(-) is equal c¢(x) = ¢, for
XxXe2y,m=172,...,P.

The Eq. (2) holds at all points of region §2 and V¢ € [0, #,).Itis a partial differential
equation with discontinuous and highly oscillating coefficients k*#(-), ¢(-) which
depend only on the x! coordinate. The fact that the coefficients are discontinuous
implies that the solution of the heat conduction problem will be considered within
the frames of the tolerance modelling in which discontinuous coefficients will be
replaced by constant ones.

The model of heat conduction for multicomponent multilayered composites based
on the process of tolerance modelling was proposed by [38, 39].

3 Modelling Concepts

In the process of tolerance modelling for periodic composites notion of slowly vary-
ing function, tolerance averaging approximation and oscillating micro-shape function
are needed.

e Slowly varying functions
Let I7 stand for an arbitrary convex set in the space R™, and let f € C! (IT) be an
arbitrary real-valued function. Let us define the tolerance parameter
d = (X, 8o, 81) as a triplet of real positive numbers and use the notation 9; = %
j=1,...,m. ’
We shall deal with two classes of slowly varying functions: weakly slowly varying
function (WSV) and slowly varying function (SV) [44].
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1. Function f € C' (IT) is weakly slowly varying function (f € WSV}Z 1) c
C' (I1)) if the condition ||x — y|| < A implies the conditions | f(x) — f(y)| <
doand |3, f(x) — 3, f(y)| <8 for j=1,...,mforall (x—y) € [T%

2. Function f € WSV), (IT) is slowly varying function (f € SV}, (IT)) if condi-
tions A |3jf(x)| <§pholdfor j =1,...,mforevery x € I1.

e Tolerance averaging approximation
Let us define A = (—%, %) and local interval A (x) = (x — %, x + %) for every

x €[4, L —%] Let fi € L2((0, L)). We shall define:

1
GICEE / £u2) dz 5)

A(x)

Let f, € L?> (A(x)) and F € WSV], ((0, L)). By the tolerance averaging approxi-
mation we shall mean the approximation of functions ( f F); (x), (f9, F); (x) by
functions (f) (x) F(x) and (f) (x)d; F (x), respectively.

(fF)r ®) = (f) ®OFX

(FO1F)p 0 = (f) (03 F(x) ©

e Oscillating micro-shape function for heat conduction problems
Function y (-) is oscillating micro-shape function (for heat conduction problems)
if [38]:

0
Yo =y +hgn (£ 1), m=12....,P,

y (-) is piecewise linear, ™)
(py)=0.
where y,,,m = 1,2,..., P, are values of function y (-) on the interfaces between
sublayers of a periodicity layer and
@1 or\"
Ko=(Z2Z ... 422 8
(4 s ) ®

where K, = k!l =k .

An example of oscillating micro-shape function for twocomponent structure is pre-
sented in Fig. 2.

It is easy to calculate that if k; = k, then y (x;) = 0 and 0 = ¥ (-). It means that
the limit passage exists from twocomponent composite to onecomponent body.
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x x/
ngK]
V=
P A=pd
| _ k- ks
¥ ="k
z 3 k% ph o k- ky
) I ¢ o 2;; k
K1 @A i

=0
K,

Fig. 2 The oscillating micro-shape function for two component periodic composite where

(122, x%) = (x,y,2)

4 Modelling Procedure

The process of tolerance modelling is based on two assumptions.

4.1 First Assumption

The temperature 6 (-) is approximated by @ in the form [44]:
0x,1) =0(x, 1) +y(xD¥(x,1), x€[0,L], te[€0,t). 9)

This formula is the same as micro-macro decomposition of temperature field in two
component composites. The fields ¥ (-, x2, x3) , ¥ (-, x2, x3) € Sle ((0, Ly)) are
unknown functions, which are called macro-temperature and amplitude fluctuation
of temperature, y (-)is the oscillating micro-shape function, which is given a priori
by (7). ;

Before formulating the second assumption let us define the residual field of 6 in
the region £2 for ¢ € [0,z,) [43]:

X, 1) = B, (k"‘ﬂ(x)aﬂé(x, t)) —ca,0(x,1) (10)

4.2 Second Assumption

The tolerance averaging approximation of the residual field and the residual field
multiplied by the oscillating micro-shape function is equal to zero:

(ryy =0,

{yrir =0. (v
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5 Modelling Equations

After implementation both assumptions the system of equations for unknown func-
tions 0 (-), ¥ () (¥ (-, x2, x3) , ¥ (-, X2, x3) € SV} ((0, L1))) takes the form:

(k/)82 —{c )3,19+(k181y)81w=0,
K/ (V) o2y — (k' @1y)*) ¥ — (K'dry) 010 — (c (¥)?) 9 = 0. (12)
j=172,

W\N

It has to be emphasized that the above system of partial differential equations,
obtained within the frames of tolerance modelling procedure for periodic multi-
component multilayered composites, has constant coefficients.

Subsequently coordinate x; be denoted by x, x = x;. For one-dimensional, sta-
tionary problem for isotropy, homogeneous components Eq. (12) take the form:

d? d
W 350+ (ko) 300 =0

d? d \* d \d
“W)FTw‘@(aV)>W‘@aV%§0=Q (13)

where k (-) is the thermal conductivity coefficient for isotropic materials.
The underlined component in the Eq. (13), depends on the length parameter A.
If A — 0 then Eq. (13), can be written in the form:

d
g tar) 4, (14)

(K (Lr)’) &

Substituting relation (14) into Eq. (13); the equation for unknown temperature field
¥ (+) takes the form:
dZ
Ko 2 =0 (15)
—1
where Ky = ‘]f—]‘—i—---—{-‘]f—ﬁ
Equations (9) and (15) are the base equations for the presented examples.

6 Examples

This section presents the distribution of approximate temperature field 6 for some
specific cases ofmulticomponent multilayered periodic composites. All components
of the discussed composites are isotropic and homogeneous.
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6.1 Periodicity Cell Composed of an Odd Number of Layers

6.1.1 Example1

Let us assume that composite with a thickness L = 20 cm is composed of P =
20 layers with constant thicknesses A = 1cm. It means that the thickness of the
periodicity layer is equal to 1 cm. The periodicity layer consists of seven sublayers
made of four different materials. Thicknesses of sublayers “1”, “2”, “6” and *“7” are
equal to 0.1cm, (I; = I, = lg = I; = 0.1 cm) and thicknesses of sublayers “3”, “4”
and “5” are equal to 0.2cm (I3 = Iy = [s = 0.2 cm).

There will be considered two variants of distribution of components. In the first
variant the sublayers made of the same material are distributed symmetrically respect
to the midplane of the periodicity layer and in the second one the sublayers made of
the same material are not distributed symmetrically respect to this midplane.

The coefficients of thermal conductivity related to the corresponding sublayers in
both variants are shown in Table 1.

The graphs of the oscillating micro-shape functions y (-) for considered variants
are shown in Fig. 3.

It should be noted that if components are symmetrically distributed respect to
the midplane of periodicity layer the graph of the oscillating micro-shape function
is antisymmetric with respect to this midplane and that the oscillating micro-shape
function is equal 0 on the edges of periodicity layer.

For two considered variants of distribution of components in the periodicity layer,
the boundary conditions on the macro-temperature are: ¥ (0) = ¥y = 0°C, 9 (20) =

Table 1 Thermal conductivity coefficients (example 1)

Sublayer 1 2 3 4 5 6 7
K (W/mK) in variant 1 | 160 0.05 0.35 380 0.35 0.05 160
K (W/mK) in variant 2 | 0.35 0.05 160 380 0.05 0.35 160

Fig. 3 Graphs of the Y
oscillating micro-shape
functions y () in periodicity
layer (example 1)
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Fig. 4 Distributions of the r°c)
approximated temperature 251
fields 6(-) for x € (0, 20)

(example 1) 20l

151

101

X|cm
5 10 15 0 fem]
variant 1 ---- variant2

Fig. 5 Distributions of the
approximated temperature 140+ 1
fields 6(-) in periodicity
layer (example 1)

13.5

6[°C]

13.0

12.5;

10.0 10.2 10.4 10.6 10.8 11.0

x [cm]
variant 1 == == variant 2

9, = 25°C. The distribution of the approximated temperature fields 6(-) for x €
(0,20) and x € (10, 11) are shown in Figs.4 and 5.

6.1.2 Example 2

Let us assume that a composite with a thickness L = 20cm is composed of P = 20
layers with constant thicknesses & = 1 cm and the periodicity layer consists of seven
sublayers made of seven different isotropic materials. Thicknesses of sublayers “1”,
“27,%6” and “7” are equal to 0.1cm (I} = I, = lg = I = 0.1 cm) and thicknesses of
sublayers “3”, “4” and “5” are equal to 0.2cm (/3 = Iy = Is = 0.2 cm). The thermal
conductivity coefficients are shown in Table 2.

Table 2 Thermal conductivity coefficients (example 2)
Sublayer 1 2 3 4
K (W/mK) in variant 1 | 160 0.05 380 0.035 1.7 0.004 0.2

9]
(o)}
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The graph of the oscillating micro-shape function y () in periodicity layer for
considered composite is shown in Fig. 6. The distribution of the approximated tem-
perature field 6(-), with boundary conditions on the macro-temperature given as
0 (0) =% =0°C, ¥ (20) = ¥, = 25°C, forx € (0,20) and x € (10, 11), are
shown in Figs.7 and 8.

6.2 Periodicity Cell Composed of an Even Number of Layers

6.2.1 Example 3

Let us assume that a composite with a thickness L = 20cm is composed of P = 20
layers with constant thicknesses . = 1cm. It means that thickness of periodicity
layer is equal A = 1cm. The periodicity layer consists of four sublayers made of
two different isotropic materials. Thicknesses of sublayers “1” and “4” are equal
to 0.3cm (I; = Iy = 0.3cm) and thicknesses “2” and “3” are equal to 0.2cm
(I =13 =0.2cm).

Fig. 6 The graph of the Y
oscillating micro-shape
function y (-) in 03f
periodicitylayer (example 2) 02F
0.1F
1 1 1 1 1 x [cm]
0.2 0.4 0.6 0.8
-0.1F
=02
-03F
Fig. 7 Distribution of the 81°C]
approximated temperature 25k
field 6(-) for x € (0, 20) [
(example 2) 20 »
15f
10f
st
:‘“““““““““‘x[cm]
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Fig. 8 Distribution of the
approximated temperature

field 6(-) in periodicity layer

(example 2)

14.0

135

6[°C]

13.0
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10.0

10.4

10.8

11.0

Table 3 Thermal conductivity coefficients (example 3)

Sublayer 1 2 3 4

K (W/mK) in variant 1 | 100 20 20 100
K (W/mK) in variant 2 | 20 100 20 100
K (W/mK) in variant 3 | 100 100 20 20
K (W/mK) in variant 4 | 100 20 100 20
K (W/mK) in variant 5 | 20 20 100 100
K (W/mK) in variant 6 | 20 100 100 20

Six variants of distribution of components will be considered. The coefficients of
thermal conductivity related to the corresponding sublayers are shown in Table 3.

In the first and the sixth variant the sublayers made of the same material are
symmetrically distributed in the periodicity layer with respect to the midplane. In the
second and the forth variant the sublayers made of the same material, are distributed

in a such way that the periodicity layer has a periodic structure.

The third and the fifth variant comes down to the case in which the periodicity

layer is composed of two sublayers of the same thickness.

Graphs of the oscillating micro-shape functions y (-) for considered variants are

shown in Fig.9.

Fig. 9 Graphs of the
oscillating micro-shape

functions y (-) in periodicity

layer(example 3)

vatiant 1
variant 2
variant 3
vatiant 4
vatiant 5
variant 6
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Fig. 10 Distributions of the 8[°C]
approximated temperature 25+ -—-— variant 1
fields 6(-) for x € (0, 20) —— variant2
(example 3) 20¢ -—- variant3
15F —— variant4
variant 5
101 variant 6

50
5 10 fs 20 *lom]

Fig. 11 Distributions of the
approximated temperature
fields (-) in periodicity
layer (example 3)

variant 1
variant 2
- variant3
variant 4
variant 5

variant 6

It should be noted that the oscillating micro-shape function is equal to zero on the
edges of periodicity layer only for variants 1 and 6. This is related to the fact that the
structure of the periodicity layer is symmetrical with respect to the midplane of the
periodic layer. In other variants the oscillating micro-shape functions on the edges
of periodicity layer have a value different from zero. In this three variants, for the
assumed boundary conditions on the macro-temperature %y = 0°C, ¥, = 25°C, the
distribution of approximate temperature field §(~) for x € (0,20) and x € (10, 11)
are shown in Figs. 10 and 11.

6.2.2 Example 4

Let us assume that composite with a thickness L = 20cm is composed of P = 20
layers with constant thicknesses A = 1cm and a periodicity layer consists of four
sublayers made of four different isotropic materials. Thicknesses of sublayers “1”
and “1” are equal to 0.3cm (/; = I4 = 0.3 cm) and thicknesses of sublayers “2” and
“3” are equal to 0.2cm (I, = I3 = 0.2 cm). The thermal conductivity coefficients in
the sublayers are shown in Table 4.

The graph of the oscillating micro-shape function y (-) in the periodicity layer is
shown in Fig. 12.
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Table 4 Thermal conductivity coefficients (example 4)
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Sublayer

1

2

K (W/mK) in variant 1

2.8

0.35

0.05

Fig. 12 Graph of the
oscillating micro-shape

function y (-) in periodicity

layer (example 4)

0.3
0.2
0.1

-0.1
-0.2

x [em]

It can be observed that if the periodicity layer consists of four sublayers made
of four different materials then the graph of oscillating micro-shape function is not
symmetric with respect to midplane of the periodicity layer. The distribution of the
approximated temperature field §(-), for assumed boundary conditions on the macro-
temperature 9y = 0°C, ¥, = 25°C, for x € (0, 20) and x € (10, 11) are shown in

Figs. 13 and 14.

Fig. 13 Distribution of the

approximated temperature
field 6(-) for x € (0, 20)
(example 4)

o[°C]

!

10

15

x [em]
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Fig. 14 Distribution of T
approximated temperature [
field § (+) in periodicity layer 13.5
(example 4) r

13.0

a°Cy

12.5

12.0 b, ) . . . e
10.0 10.2 10.4 10.6 10.8 11.0
x [cm]

7 Conclusions

In the recent papers concerning the tolerance modelling only twocomponent com-
posites were considered. A shape function, occurred there, had the form which was
proper only for the structures of such type. It was not possible to limit pass to a
onecomponent body within the frames of this model. The term of oscillating micro-
shape function, introduced by [38, 39], enables to describe periodic multilayered
composites made of many components, furthermore the definition of this function
gives the possibility of the passage from a twocomponent to onecomponent body. It
results from the presented example of this function (Fig.2). If k; = k; then y = 0
and the temperature distribution does not show oscillations —6() = ().

The examples presented in the paper illustrate the form of the oscillating micro-
shape function for various material distributions in periodic multicomponent multi-
layered composites.

Fig. 15 Distribution of the 8°C]
approximated temperature 25}
field 6(-) = 9 (-) for [
x € (0, 20) 20F
15F
10f
st

L L em
20[]
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If the same boundary conditions for the temperature are assumed for various
multilayered composites having the same size L, then the distribution of the macro-
temperature ¢ (-) is the same linear function (Fig. 15).

The influence of structure of the composites is visible only on the approximated
temperature distribution. This is shown in the Figs.4, 5,7, 8, 10, 11, 13 and 14. The
calculations were performed with the use of MATHEMATICA 8.0 software program.
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Hysteresis in Unsaturated Porous
Media—Two Models for Wave Propagation
and Engineering Applications

Bettina Albers and Pavel Krejci

Abstract Two models for the description of unsaturated porous media flow are
revisited. The first is a continuum model suitable for the description of sound wave
propagation in elastic media. Even if the model does not contain a hysteresis operator,
the effect of hysteresis in the capillary pressure curve is accounted for. The two
processes drainage and imbibition are investigated separately and the limit values
of material parameters and acoustic properties are determined. The second model
is a thermomechanical model capable for the description of flows in elastoplastic
porous media. It contains two independent hysteresis operators describing hysteresis
phenomena in both the solid and the pore fluids.

1 Introduction

Porous media whose pores are filled by two (or more) immiscible fluids are called
unsaturated or partially saturated. The pore fluids possess different partial pressures
and the difference is called capillary pressure. Thus, at the interface of the pore-
fluids a discontinuity appears which depends on the geometry of the pore space, on
the nature of the solids and on the degree of saturation. The latter is the ratio of the
volumes occupied by one of the pore fluids and the entire pore space.

Although itis well known that the capillary pressure exhibits two branches depend-
ing on the initial state of a sample—and thus hysteresis occurs—(see the left panel
of Fig. 1) often only one of them is considered. The connection between capillary
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Fig. 1 Left Two branches of the capillary pressure curve, from [11]; right capillary pressure in
dependence on the degree of saturation, calculated by (1)

pressure p. and degree of saturation S may be described e.g. by the empirical law
by van Genuchten [17]

Pe = i [S(—l/mv(,«) _ 1]1/”\'6 ) 0

This relation contains three parameters m,g, n,¢ and «,g. The choice of these para-
meters controls the shape of the curve (m,s and n,) and its position in the capillary
pressure-saturation-diagram («,¢ ). Itis used in the continuum model which was build
with the intention to investigate the wave propagation in partially saturated soils [4].
Equation (1) is exemplarily illustrated in the right panel of Fig. 1.

The continuum model is the first model which is revisited in this work. It has been
applied to the description of the wave propagation of air-water mixtures in sandstones
[7] and other soil types [3, 6]. The aim of further investigations which led to the
second model was to find a closed-form description of the propagation of sound
waves including the the hysteresis effects of the capillary pressure curve. However,
since the continuum model is linear but models containing hysteresis operators are
nonlinear, such a model would describe other types of waves. Therefore, instead of
a new model, a more engineering approach has been used to incorporate the two
branches of the capillary pressure curve, drainage and imbibition, into the model—
even if the model does not contain a hysteresis operator. Namely, for the two processes
the corresponding values for main drying and main wetting are inserted into the model
separately. For two examples of soils, namely for Del Monte sand and for a silt loam
both filled by an air-water mixture the procedure is shown in [1].
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Another model containing two different hysteresis operators has been proposed
in [8]. Both for solid and fluid constituents it includes hysteresis effects, namely the
above described hysteresis of the capillary pressure curve and elastoplastic hysteresis.
In [8] it is derived from basic thermodynamic principles. In the isothermal case, we
have proved the existence of a global strong solution to the resulting system of PDEs
with two independent hysteresis operators and a degeneracy under the time derivative.
The main argument of the proof is a time discretization scheme and a variant of the
Moser iteration technique.

In the following two sections the two above mentioned models are introduced
shortly.

2 Continuum Model for Partially Saturated Soils

The linear model for three-component materials with an immiscible mixture of two
pore fluids (F and G) in the voids of a solid material (§) has been introduced e.g. in
[4]. The fields {vS, v", v@, €5, &, cC}, the velocities of the three components, the
macroscopic deformation tensor e’ and the volume changes of fluid and gas, respec-
tively, satisfy the following field equations

a S
pga_vt = div {3%e1 +2u5¢5 + 07" 14+0%C1)

1 FS (VF _ VS) + 2GS (VG _ VS) ’

vl
”57 = grad {pj e’ + Qe+ Q" } — S (vVF = %), )
GaVG_ d {55, eC G FG_F GS (4G s
poy—gra {,OOK&‘ + Q%+ Q0 8}—JT (V —v),

de’ def 9eC

a3 =symgradvs, %:diVVF, %:divvc, e=tred.

Instead of the partial mass densities of the components, p5, p©', p¢, the equations
depend on the volume changes of the components e, 7, ¢¢ for which hold
o5 —p5  p pb—=pF o p§—p°
e=——5—, & =—F5—, & =—F—. 3)
Po Lo Po

Quantities with subindex zero are initial values of the corresponding current quantity.
0F, 0% and QFY are coupling parameters between solid-fluid, solid-gas and fluid-
gas, respectively. A5 and 5 are Lamé parameters. The compressibilities of fluid and
gas are denoted by «© and « .

In principle, the porosity also is a field and satisfies an own balance equation (see
e.g.[18]). However, if we neglect memory effects, the balance equation can be solved
and its consideration is no longer necessary to solve the problem.
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Fig. 2 Macroscopic material parameters appearing in (2) in dependence on the initial saturation
for silt loam; for the parameters on the left hand side the MDC (main drying curve) data, for those
on the right hand side the MWC (main wetting curve) data have been used, respectively

The current saturation of the fluid S is not included in the series of fields. Instead,
a constitutive law of van Genuchten type is used for this quantity. With this equa-
tion, actually only one branch of the capillary pressure curve is described. In order
to incorporate the hysteresis into the model, the macroscopic material parameters
{5+ %MS, k", k%, QF, QY QFC} appearing in the Cauchy stress tensors in (2)
have to be specified for the drying branch and the wetting branch separately. This
is done by applying a transition from the micro- to the macro-scale (see e.g. [5]).
Consequently, the micro-macro-transition-procedure for the material parameters is
applied twice, once to find the macroscopic wetting parameters from the measured
microscopic ones for wetting and the same for the drying branch. In Fig.2 exem-
plarily for silt loam the two sets of material parameters for drying and wetting are
illustrated. For details see [1].

Instead of permeabilities resistances of fluid and gas, 775 and 7¢5, appear in the
model which reflect the resistance of the flow through the channels of the skeleton.
These parameters are given by

7= — a7 = —. 4)

The quantities 777 and 7 ¢ account not only for the permeability of the solid but also
for the viscosity of the pore fluid. Furthermore, k y and k, are relative permeabilities
which depend on the degree of saturation. Van Genuchten [17] not only proposed
the theoretical relationship between the capillary pressure and the saturation (1) but
also formulae for the relative permeabilities

ky = §° [1 N (1 N Si)mf ke =(1—5)5 (1 - sﬁ)m‘” NG
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3 Model with Two Types of Hysteresis

Consider a domain 2 C R? filled with a deformable solid matrix material with
pores containing a mixture of liquid and gas. We state the balance laws in referential
(Lagrangian) coordinates, assume the deformations small, and denote for x € §2 and
time ¢ € [0, T']

u(x,r) displacement vector of the referential particle x at time ¢;
e(x,t) = Vsu(x,t) linear strain tensor, (Vyu),; := % (g% + %),

o(x,t) stress tensor;

p(x,t) capillary pressure;

O(x,t) absolute temperature;

Wi(x,t) relative liquid content;

A(x, 1) relative gas content.

To explain the meaning of W and A, consider an arbitrary control volume V,, C £2
in the reference state, set

Vi) ={yeR:y=x+ux,1), x €V},

and denote by V4 (¢), Vi (¢), Vs(¢) the subdomains of V (¢) occupied at time ¢ by gas,
liquid, and solid, respectively. Then V4 (¢) U Vi () U Vg(¢) = V (¢), and denoting by
| V| the Lebesgue measure of a set V, we assume that the porosity

_ Va@ U Vw®)

0,1 6
vao, SOV ©

remains constant and independent of the choice of V and . Let J(x, t) be the Jaco-
bian of the transformation x — x +4u(x, #). Under the small deformation hypothesis,
we may consider J(x, ) ~ 1 + divu(x, t), hence div u represents the relative vol-
ume increment. Indeed, we have

IV(t)|=/ dy=/ J(x,1)dx,
V() Vo

so that
[V ()]
~1+ulx,t). 7
Vol—0,xeVy | Vol (x, 1) @
We now define
Vi (¢ Val(t
W(x, )= lim Vi ()] A(x,t) = lim Va@l

[Vol—0, xeVo |V4(0) U Viy (0)] Vol=0.xeVo [V4(0) U Viy (0)]
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Note that by (6), we have

Va@ UVw@®l _ V@)
VA U V(O] V(O]

so that by virtue of (7) under the hypothesis of small deformations, we have

Wiae IV L divu— divaC, 0) ®)
= " x~ ivu — divu(-, 0).
1+ divu(- 0) " "

3.1 Constitutive Equations

For the stress o and gas content A we assume the empirical constitutive relations

o =Be + Ple]l + (p — B — 0:))1, )
A = Glp], (10)

where P is a hysteresis operator describing the elastoplastic response of the solid,
see Sect.3.4.1, B is a constant symmetric positive definite fourth order viscosity
tensor, 8 € R is the relative solid-liquid thermal expansion coefficient, 6, > 0 is a
fixed referential temperature, 1 is the Kronecker tensor, and G is of the form as on
Fig.3. We assume that it can be decomposed into the sum G[p] = Go[p]l + f(p),
where f is a bounded monotone function, and Gy is a Preisach hysteresis operator,
see Sect.3.4.2. The use of the Preisach operator for pressure-saturation hysteresis
modeling is justified in [12].

3.2 Mass Balance

Consider an arbitrary control volume V C 2. The liquid content in V is given by
the integral || v LW dx, where p is the liquid mass density. The mass conservation

Fig. 3 Pressure-saturation A
hysteresis diagram A
1
A =Glp|
—— -
0 P
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principle then reads

i/pLWd)c—}—/ &-nds(x) =0, (11
dr Jy av

where £ is the liquid mass flux vector and n the outward normal vector to 9V.
We assume that there exists a proportionality factor u(p) > 0 (the permeability
coefficient) such that

§=n(p)Vp. (12)
The assumption that the permeability depends only on p is a considerable simplifi-
cation. However, if u is allowed to depend also on the liquid content, the problem
becomes difficult even if mechanical interaction between solid and fluid is com-
pletely neglected. Existence results have been obtained in this case only if additional

time or space regularizing operators are involved, see [9, 10].
Using Egs. (8), (10), and (12), and the Gauss formula, we rewrite (11) as

. |
/ ((G[p] — divu), — — div (M(p)Vp)) dr =0 (13)
v PL
for every control volume V C 2. Hence, in differential form, we have in £2

Glpl: — divu, — pi div (u(p)Vp) =0. (14)
L

3.3 Momentum, Energy, and Entropy Balance

The momentum balance in the solid phase reads
psuy = divo + g, (15)

where pg is the solid mass density, and g = g(x, ¢) is a given volume force density
(e.g., gravity). Taking (9) into account, we obtain from (15) the equation

psuy = divBe, + div Ple]+Vp —BVO+g, e=Vu. (16)

The operators P and G admit hysteresis potentials Vp (clockwise) and Vi (coun-
terclockwise) and dissipation operators Dp, D¢ such that the inequalities

Ple] e — Vplels = I Dplelills,  Glplip — Velpl = [Dglpli 7)

hold a. e. for all absolutely continuous inputs, where || - ||, is a seminorm in R:yxn:
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We have to derive formulas for the densities of internal energy U and entropy S
such that the energy balance equation and the Clausius-Duhem inequality hold for
all processes. Let g be the heat flux vector, and let V C 2 be again an arbitrary

control volume. The total internal energy in V is fv U dx, and the total mechanical
power Q(V) supplied to V equals

Q(V):/o:s,dx—i—/ ip§~nds(x),
1% B

v PL

where £ is the liquid mass flux (12). We thus have
d 1
— | Udx + qg-nds(x)= [ o:edx+ —pu(p)Vp-nds(x). (18)
dr Jy v v av PL
By the Gauss formula, we obtain the energy balance equation in differential form
. I
U+ divg =0 :8,+p—d1V(p,u(p)Vp). (19)
L

The internal energy and entropy densities U and S as well as the heat flux vector ¢
have to be chosen in order to satisfy for all processes the Clausius-Duhem inequality

S, + div (g) >0 (20)

or, taking into account the energy balance (19),

q-Ve

1
U — 68 + <o:&+ o div (pu(p)Vp). (21)
L

As a consequence of (21), two inequalities have to hold separately for all processes,
namely

1
qg-V0 <0, U —0S <0:6+—div(pu(p)Vp). (22)
PL
For the heat flux, we assume Fourier’s law

g =—kV0 (23)

with constant heat conductivity « > 0. We further introduce the free energy F by
the formula F = U — 65, so that in terms of F, the second inequality in (22) has
the form

1
Fi4+6,S<o0:e+ p_ div (pu(p)Vp). 24)
L
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We claim that the right choice of F for (24) to hold is

F =Vplel+ Vglpl — BO —6.)divu + Fp(B), S = —2—5 = Bdivu — Fy(9),
(25)

where Fy(0) is a purely caloric component of F. It remains to check that (24) holds
for all processes. This is indeed true, since by (14) and (17) we have

1
F+60,S—o0:8— o div (pu(p)Vp)
L
1
= —[|Dplel |l — |Dglpli| —Be; : & — p—u(p)IVp|2 <0. (26)
L

We have

U=F+0S=Vplel+ Vslpl+ BO.divu + Fy(0) — O Fy(0) . 27
The derivative of the purely caloric component Fy(0) — 6 F;(0) is the specific heat
capacity c(f) = —6 F"(0). Assuming that ¢ (6) = ¢y is a positive constant, we obtain
Fy(0) = —copb log(6/6.) up to a linear function, and

U = Vple]l+ Vglpl + BO:-divu + cob . (28)

With ¢ given by (23), we can write the energy balance equation (19), using again
(14) and (17), in the form

1 .
cofy — kA0 = || Dplel |l + Dglpli| +Be, : & + p—u(p)IVp|2 — B divu, .
L
(29)

To summarize, in terms of the unknown functions u, p, 6, our model system of
equations has the form

psuy = div BVu, + P[Vul) + Vp — BVO + g, (30)
Glpl; = divu, + idiv (w(p)Vp), 3D

coby = kA0 + | Dp[Vulill« + |DGpli| +BVu, = Viu,
+ pime)pr — podivu, (32)

which is to be complemented with boundary and initial conditions.
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3.4 Hysteresis Operators

‘We now recall the basic concepts of hysteresis modeling that are used here.

34.1 The Operator P

In (9), P stands for the elastoplastic part o7 of the stress tensor o. We proceed as
in [15] and assume that o7 can be represented as the sum ¢’ = ¢ + o” of an
elastic component ¢ ¢ and plastic component o ”. While ¢ obeys the classical linear
elasticity law

o= A (33)

with a constant symmetric positive definite fourth order elasticity tensor A€, for the
description of the behavior of o”, we split also the strain tensor ¢ into the sum
e = &° + &P of the elastic strain ¢° and plastic strain £”, and assume

o = APe* (34)

again with a constant symmetric positive definite fourth order elasticity tensor A”,
and for a given time evolution &(¢) of the strain tensor, ¢t € [0, T'], we require o to
satisfy the constraint

oP(tyeZ vtel0,T], (35)

where Z C Rfyxn? is a convex closed domain containing 0 in its interior representing
the domain of admissible stresses. Its boundary 0Z is the yield surface. The time

evolution of e” is governed by the flow rule
gl (P —-6)>0 VoeZ. (36)
We can eliminate the internal variables £¢, ¢? and write (36) in the form

(& — (AP 16y (67 —6)>0 V6 € Z. (37)

3x3

We now define a new scalar product (-, -)5, in R3S

(AP)~'& @ p, and rewrite (37) as

by the formula (£, n),, =

(A?e; — o/ 0" —5),, 20 V5 eZ. (38)
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We prescribe a canonical initial condition for o”, namely
o”(0) = Proj,(A”e(0)), (39)

where Proj, is the orthogonal projection ngxnf — Z withrespect to the scalar product

(-, -)ar and is characterized by the variational inequality
x=Proj,(u) &= xe€Z, (u—x,x —y)4, >0 VyeZ. (40)

It is shown in [14] that for each given ¢ € W"1(0, T’ R*:yxn?) there exists a unique

solution 6” € Wh1(0, T; R3?) to (38) and (39), so that we may define the solution

sym
operator Py : ¢ > o? = Py[e]. Combining this relation with (33) we obtain

Ple] = A’e + Pyle]. 41

3.4.2 The Preisach Operator G

Preisach introduced his model in [16] as a weighted superposition of non-ideal relays,
see also [13]. We use here an equivalent definition of the Preisach operator G as in
[14], which is also based on a variational inequality of the type (38) and (39). More
precisely, for a given input function p € W'!(0, T') and a memory parameter r > 0,
we define the function &, (¢) as the solution of the variational inequality

lpt) =& @] <r vt [0, 7],
&)@ (p@) —&@) —2) =0 a.e. Vze[-rr], 42)
&.(0) = max{p(0) — r, min{0, p(0) +r}}.

This is indeed, for a fixed value of r, a scalar version of (38) and (39) with Z replaced
by the interval [—r, 7], € replaced by p, and o ” replaced by p —&,. Here, we consider
the whole continuous family of variational inequalities (42) parameterized by r > 0.
The mapping p, : wbtl, T) — W10, T) which with p € W1(0, T) asso-
ciates the solution &, = p,[p] € W1(0, T) of (42) is called the play, see [13].
Given a nonnegative function p € L'((0, c0) x R) (the Preisach density), we
define the Preisach operator Go : W' (0, T) — W'"1(0, T) by the integral

o rplpl(0)
Golpl(®) = / / p(r,v)dvdr. (43)
0 0

The construction of the energy potentials Vp, V; and of the dissipation operators Dp,
D¢ associated with the operators P, G and satisfying the energy balance equations
(17) is discussed in detail in [8].
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4 Final Remarks

Two models for the description of unsaturated porous media flow are shown. While
the first one was introduced to describe and analyze the propagation of sound waves in
poroelastic media, the second one is capable to describe flow processes in deformable
elastoplastic media. One practical application of the theoretical analysis of the first
model may be the construction of non-destructive testing methods for soils. In [2]
three different applications of the theory are described: soil characterization, surface
wave analysis and soils with anisotropic permeability. One application of the second
model may be a wall which is covered by plaster for protection against humidity,
temperature changes, etc. If water droplets penetrate into an outer layer of the plaster
by the capillary effect, the pressure difference between the wet and the dry layer
produces a deformation and eventually a detachment of the plaster from the wall.
Further applications in other branches of Civil Engineering are imaginable, e.g. such
in which also phase transitions occur (e.g. freezing and thawing processes). In a
forthcoming paper such a problem will be discussed.

Acknowledgments Supported by the Einstein Junior Fellowship of the Einstein Foundation Berlin
(BA) and by the GACR Grant GA15-12227S and RVO: 67985840 (PK).
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Simulation of the Influence of Grain
Damage on the Evolution of Shear Strain
Localization

Erich Bauer

Abstract The influence of grain damage on shear strain localization in a lateral
infinite granular layer under monotonic plane shearing is simulated using a micro-
polar continuum description. The change of the grading of the grain sizes caused
by grain damage is taken into account in a simplified manner by a reduction of the
mean grain diameter, which is embedded in the constitutive model as an internal
length. It is assumed that a reduction of the mean grain diameter caused by grain
breakage and grain abrasion is related to an increase in the pressure, the micro-
rotation and the micro-curvature. A reduction of the grain sizes is accompanied by a
reduction of the limit void ratios and a reduction of the material against compaction.
In the constitutive model the decrease of the mean grain diameter is linked to the so-
called solid hardness, which is defined within a continuum description. The proposed
concept of reduction of the mean grain diameter and the solid hardness is embedded
in a micro-polar hypoplastic model. The results of the numerical simulations show
that the reduction of the mean grain diameter has a significant effect on the evolution
of the void ratio within the zone of shear strain localization.

1 Introduction

The focus of the present paper is on constitutive modeling of the influence of grain
damage on the mechanical response of cohesionless granular materials like sand,
gravel or broken rock. The results of experimental investigations reveal that the
amount of grain damage in form of grain abrasion and grain fragmentation strongly
depends on the grain strength, the morphology of the granular material and the load-
ing path [36, 37]. Grain damage causes a change of the grading of the grain sizes,
the grain shape, the limit void ratios and the critical void ratio [3, 29, 38]. It can also
be accompanied by a change of the course of force chains and a reorientation of the
grain skeleton into a denser state. Grain damage becomes dominant within the local-
ized zone while outside of the shear band the material remains almost undamaged
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under continuous shearing [2]. Moreover grain damage in shear zones can already
be detected under low pressures. Thus the occurrence of grain crushing is not only
a question of the stress level, but it is also influenced by different factors related to
the grading of the grain sizes, the angularity of the grains and the loading history.
The amount of grain damage under shearing can be rather different to the one under
predominant isotropic loading.

Only little experimental data is available in the literature, so that numerical simu-
lations are a possibility to gain deeper insight into the mechanisms of grain damage
under shearing [15, 39]. In this context the question arises as to what state quantities
are appropriate for constitutive modeling of the influence of grain damage on the
incremental stiffness. As the shear stress inside and outside the localized zone is the
same, the pronounced grain damage observed within the localized zone cannot only
be explained by an interaction between the shear stress and the evolution of grain
damage. On the other hand experiments reveal progressive grain damage under con-
stant shear stress, a non-linear displacement field and particle rotations within the
localized zone e.g. [19, 35]. Such properties of granular materials, however, cannot
be modeled appropriately using a classical continuum. The influence of the grain
size, particle rotation and a non-linear displacement field within shear zones can be
taken into account for instance with a micro-polar continuum description. Further-
more, micro-polar constitutive equations are endowed with an internal length, so that
the problem described is regularized and the thickness of zones of shear localization
predicted by finite element calculations is independent of the size of the finite ele-
ments provided that the elements are small enough. For shear strain localization in
granular bodies without grain damage the performance of micro-polar constitutive
models was demonstrated by several authors, e.g. [16, 17, 23, 26, 27, 32, 40, 41, 44].
The hypoplastic modelling of the influence of grain crushing on the change of the
mean grain size was first discussed by Tejchman [42] and Tejchman et al. [43] using
formulae from breakage mechanics described by Nguyen and Einav [33] . In arecent
paper by Bauer et al. [14] a new concept has been presented, which is embedded in
a micro-polar hypoplastic description. The micro-polar hypoplasticity of the Karl-
sruhe type is an extension of the constitutive concept originally developed within the
framework of a classical, non-polar continuum [28]. It differs fundamentally from
the concept of elasto-plasticity, as no decomposition of the rate of deformation into
reversible and irreversible parts is needed. Inelastic material properties are modeled
in hypoplasticity with inherently nonlinear evolution equations. Various extensions
and applications of the basic concept are proposed, e.g. [4-7, 10, 12, 13, 20, 22,
24, 30, 34, 45-47]. For modeling the influence of grain damage the micro-polar
hypoplastic concept by Bauer et al. [14] is based on evolution equations proposed
for the void ratio, the mean grain diameter, the solid hardness, the stress tensor and
the couple stress tensor. As a measure of the packing density of the grains the void
ratio is used, which is defined as the ratio of the volume of the voids to the volume
of the solid grains. In soil mechanics it is common to represent the gradation of the
grain sizes in the so-called grain size distribution curve. A characteristic quantity
of the grain size distribution is the mean grain diameter, dsg, which is embedded
in the proposed micro-polar hypoplastic continuum model as the internal length. A
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change of the grain size distribution caused by grain damage is also reflected by a
reduction of dsy. In this paper grain damage is assumed to depend mainly on the
pressure level, particle rotation and curvature. In the constitutive model the effect of
change of the grain size distribution is included by a reduction of ds. It can be noted
that with a reduction of ds the thickness of the localized zone reduces and the effect
of the micro-polar quantities on the mechanical behavior dims, i.e. for dso — 0 the
response of the micro-polar constitutive model tends towards the classical, non-polar
continuum description [27]. But also for pronounced grain damage the state dso = 0
has no physical relevance for granular materials, so that only states with dsy > 0
are considered in the following. In contrast to the paper by Bauer et al. [14] a more
enhanced description of the influence of grain damage on the pressure dependent
limit void ratios and the critical void ratio is proposed in the present paper, i.e. the
maximum, minimum and critical void ratio decrease with a reduction of dsy. The
reduction of dsy usually leads to a reorientation of the grain skeleton into a denser
state. The additional compaction is modeled by a reduction of the incremental stiff-
ness which is related to a change of the solid hardness, /,. The state parameter &, is
defined within a continuum description and should not be confused with the hardness
of a single grain [5]. In the constitutive model the reduction of the critical void ratio,
the limit void ratios and of 4 is linked to the evolution equation for the reduction
of d50 .

The present paper is organized as follows: In Sect. 2 of this paper the micro-polar
hypoplastic constitutive model with respect to grain damage is outlined. In Sect.3
the proposed constitutive model and the finite element method is used to investigate
different mechanisms of grain damage for the case of monotonic plane shearing of
a lateral infinite granular layer under a constant vertical load. In order to illustrate
the reduction of dsy depending on particle rotation and on the curvature these two
effects are investigated separately. Particular attention is paid to the influence of the
reduction of the mean grain diameter on the evolution of the shear deformation and
the void ratio. The main results are summarized and discussed in Sect. 4.

Throughout the paper, bold letters denote vectors and tensors in symbolic notation.
Indices on vector and tensor components refer to an orthonormal Cartesian basis.
The symbol §;; denotes the Kronecker delta and ¢; j; denotes the permutation symbol.
The summation convention over repeated indices is employed. A superimposed dot
indicates the material time derivative, and the symbol ||.|| the Euclidian norm of
a tensor, i.e. |[|A|| = ,/A;; A;j. Compressive stress and strain and their rates are
negative as in the sign convention of continuum mechanics.

2 Micro-Polar Hypoplastic Model

The kinematics of a micro-polar continuum 1is characterized by the
macro-displacements u; and micro-rotations { (i = 1,2, 3) [18]. The components of
the rate of the macro-spin tensor, W, and the rate of the micro-spin tensor, W¢, are
defined as:
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. 1 (0u; Ou; . . .
Wl‘j = - i - ﬂ = —&kij Wk and Wﬁ = —&kij a),f (1)
2 8)Cj 8x,- J

respectively, where x; (i = 1,2, 3) denote the spatial coordinates of the state in the
current configuration. The components of the corresponding macro-spin vector, ,
and micro-spin vector, ®°, are related to the skew tensors W and W¢ according to:

1 1
—=&ijk Wij and Cl)/i = —Z¢&ijk ch] (2)

k=75 2

The components of the rate of the deformation tensor, &, and the rate of curvature
tensor, k£, can be written as:
ou; . dws

él‘j = E + Ekij a),i and Kij = E 3

It is obvious that the tensor of the rate of deformation is usually non-symmetric
and only becomes symmetric for cases where the macro-spin is equal to the micro-
spin [11]. For quasi-static processes and with respect to the stress tensor o and the
couple stress tensor u defined for the current configuration the components of the
local equilibrium equations read:

90 -
— +pb; =0, 4)
an
Opij
L_ezklakl+pct =0. )
8Xj

Here p denotes the bulk density of the material and the vectors b and & represent
the body force and body couple, respectively. Equation 5 indicates that the stress
tensor in a micro-polar continuum is usually non-symmetric with the exception of
states with dive = 0 and € = 0. In order to have objective measures for the stress
rate and couple stress rate the time derivative given by Green and Naghdi [21] is
used, i.e.

Gij = Gij — $2ik Okj + Oik ;s (6)

fiij = fij — ik i + Wik 2. @

Here the angular velocity tensor, £2, is related to the rotation tensor, R, and to the
rate of the rotation tensor, R, as 2 = RR7 . In order to model inelastic material
properties based on the concept of hypoplasticity the objective stress rate tensor, &,
and couple stress tensor, fi, are described by incrementally non-linear tensor-valued
functions, which depend on the current void ratio e, the mean grain diameter ds,
the solid hardness /,, the non-symmetric stress tensor ¢, the couple stress tensor
I, the rate of deformation tensor &, the rate of curvature tensor k£ and the pressure
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dependent density factor f; and stiffness factor f;. The components of these rate
type equations read [26]:

o AD o A N A N
Gij =fs[6l &ij + (G én + ua k) 61 + fa (Gij + 67 )y Qe éu + a, Kkllfkl]

(®)

fij = fsdso [ ap ¥ij + fij Gr éu + fn K + 2 fa \/&Zékl £+ a2iku Ko ) ]
©)

With respect to a constant density of the solid grains the evolution equation for
the void ratio can be derived from the balance equation of mass to:

ée=(1+e)éu (10)
In Egs.8 and 9 &, (Ari‘j, f;; and i ; denote the components of the normalized

quantities of the stress tensor, the deviatoric part of the stress tensor, the couple stress
tensor and the rate of curvature tensor, respectively, which are defined as:

n oij ad A 1 . Mij - .
6i; = —, =06;; — = 6ij , i = and  k;; = dso Kij.

Y o Y 7 dso o Y N
Factors a and a,, in Egs. 8 and 9 are related to critical states, i.e. a,, is assumed to be
aconstant and a is related to the limit condition given by Matsuoka and Nakai [31].
Function a depends on the so-called critical friction angle, ¢., and the symmetric
part of the normalized stress deviator, &¢ (Ukl +6 k) /2 , which can be represented
as [11]:

. sing. 8/3 — 3(0,55 G,(f) 4+ g/3/2 (cr,flf 6,?,3)3/2 5ds s 1
a=— &5 a2 +Vou'on | (1D
+ s @, 1+ g4/3/2 (le o)

Ads
\/6 Ukl Ulm Ok

with: g= .
ds 5ds \3/2
(Ghq Gpg )

The influence of the current void ratio, e, and the mean pressure on the incremental
stiffness, the peak friction angle and dilatancy behavior is modeled with the stiffness
factor f; and the density factor fy, i.e.

(e,-)f’ h (14 ¢;) ( Gkk)l_n
f= e/ n(6p,0p) e hy
s —
8 sin’ ¢, +1 22 singe [ i — €an \*
(3 + sin ¢,)2 3 + sin g,

(12)

€co — €do



236 E. Bauer

e —éeg “
Ja= . (13)
€c — €4
InEgs.(12)and (13) o, B and n are constitutive constants, ¢; , ¢; and e, denote
the maximum void ratio, minimum void ratio and critical void ratio, respectively. In
order to take into account the influence of grain damage the quantities ¢; , ¢; and e,

are related to the mean pressure p = —oy/3, the current value of the mean grain
diameter dsy and the solid hardness 4, i.e.

dso \* 3
(@ [ ()]
500 N
=) ()]
eq=e exp|— — , (15)
d d0 (dsou p h,
) e () ]
ee=eo |—) exp|—(—) |. (16)
0 (dsoo P h

where e;o, €40, €0 are the corresponding initial values for oy = 0. dsg, is the
initial mean grain diameter and b, is a constitutive constant. The solid hardness
is defined in the sense of a continuum description and it is a key parameter to reflect
the stiffness of the granular material under isotropic compression.

The influence of grain damage on the change of the grading of the grain sizes of the
granular material is taken into account by a reduction of the mean grain diameter dso.
For monotonic shearing the reduction of ds, is modeled by the following evolution
equation [14]:

and

n
n

dso = —dso [billicl] + by 167 = @1 + by f(p > 0) + by fyG7, ...)]. (A7)

InEq. (17) | li€]| denotes the norm of the normalized rate of curvature, ||@° — @||
denotes the norm of the difference of the rate of the micro- and macro-rotations,
fp(p) is a function depending on the rate of the mean stress and f;,(n) is a function
depending on other state quantities not yet specified. The scalar factors by, b, b,
and b, can also depend on the current state variables, but are assumed to be constant
for the present paper. The rate of the solid hardness, A, , is linked to the rate of ds
by the differential equation: )
@

hy = by hy 7

(18)

where b, is a constitutive constant.
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3 Numerical Investigation of the Influence of Grain
Damage on Plane Shearing

Experiments with the plane simple shear apparatus of the Cambridge type show
size effects and a nonuniform evolution of stress and strain distributions within the
specimen [8], Similar size effects were also detected from numerical simulations
[27]. Thus, the simple shear deformation of a granular material does not represent
a homogeneous element test. In order to prevent size effects, shearing of a lateral
infinite granular strip under constant vertical pressure will be considered for the
present numerical simulations as illustrated in Fig. 1a. For a micro-polar continuum
and for the case of plane strain the relevant kinematic and static quantities are shown
in Fig. 1b and c, respectively. With respect to the Cartesian co-ordinate system u; and
u, are the two displacement degrees of freedom and ws is the micro-rotation degree
of freedom. The non-zero stress components are oy, 022, 033, 012 and oy, and
the couple stress components are p3; and 3, . With the assumption of an initially
homogeneous specimen the evolution of any state quantity ¥ (x;) is independent of
the coordinate x; in the direction of shearing, i.e. d¥(x;)/dx; = 0 [11]. If body
forces and body couples are neglected, i.e. in Eqs.4 and 5 the quantities b; and ¢;
are set to zero, the equilibrium condition requires that the vertical stress 07, and
the horizontal shear stress o}, is independent of the coordinate x,. For plane strain
conditions the field quantities are also independent of the co-ordinate x3. Very rough
surfaces of the bounding structures at the bottom and top surface are assumed, so that
no relative displacements and particle rotations can take place along the interfaces.

For numerical simulation a four-node Cosserat element for plane strain conditions
is used which was implemented into the finite element program ABAQUS [1] by
Huang [25]. Linear shape functions for displacements and the micro-polar rotation
are used. With an updated Lagrange formulation large deformations can be taken into
account. The condition of a lateral infinite layer is modeled by applying constraint
conditions to the side nodes of the finite element mesh, i.e., each node on the left
boundary is controlled to have the same displacements and Cosserat rotation as the
corresponding node with the same vertical coordinate on the right boundary [9].

@ L4l Lyl RS

‘ }
i 0 &% (b)u2 #32;‘1\»0_12
i i M3
! GRANULAR LAYER (% ho <_é o 9_?
i | uj
; . 033 11
i i w3 021
i o ~ -l
X3 A

i X1 i

Fig.1 Modeling of plane shearing under constant vertical pressure: a Section of the lateral infinite
granular layer; b Kinematic quantities; ¢ Stress components and couple stress components
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Particularly, a granular layer with an initial height of 7y =4cm is discretized by
Cosserat elements with an initial size of 1.25mm x 1.25mm. For the initial state, a
homogeneous distribution of the initial void ratio of ¢y =0.62 is assumed. A constant
vertical stress of oo, = —1000 kPa is applied at the top surface. With the assumption
of a constant vertical stress the height of the layer can decrease or increase as a result
of compaction or dilation of the granular material under shearing. A monotonic shear
deformation up to 4 cm is initiated at the top surface of the granular layer, i.e. same
horizontal displacements are prescribed for all nodes along the top surface. In order
to study separately the influence of the individual factors in Eq. (17) on the reduction
of the mean grain diameter, numerical simulations are carried out for three different
cases:

Case A: In Eq. (17) only the term by ||k]| is active.
Case B: In Eq. (17) only the term b,, ||®° — ®|]| is active.
Case C: No grain damage is considered, i.e. dso, = const. and hyo = const.

Because of the constant vertical stress oy the increase of the mean pressure in the
specimen during shearing is small, so that the influence of the third term in Eq. (17)
is neglected. For the present investigations the values assumed for the constitutive
parameters in the constitutive relations in Sect. 2 are summarized in Table 1. For dif-
ferent state quantities the results obtained from the numerical simulations are shown
for Case A and Case B in Figs. 2 and 3, respectively. The dashed curves represent the
results for the Case C where no grain damage is taken into account. The evolution of
the horizontal shear stress and the distribution of the horizontal displacements across
the shear layer indicate that the influence of grain damage becomes dominant after
the stress peak. At the beginning of shearing the displacement field is almost linear
as it is in the non-polar continuum. After the stress peak the reduction of the shear
stress is more pronounced for the case of grain damage than for dso = const. From
Figs.2b and 3b it is clearly visible that for larger shear displacements of the top sur-
face the shear deformation localizes and the displacement filed becomes non-linear.
Because of the symmetric boundary conditions for the rough surfaces at the top and
at the bottom shear strain localization occurs in the middle of the shear layer. Within
the localized zone, called shear band, pronounced micro-rotations and an increase of
the void ratio can be observed also for the case without grain damage. The extreme
values for w§ and e arise in the middle of the shear band, while the distribution of
the curvature «3, shows extreme values at the boundary of the localized zone. With
respect to grain damage some differences can be detected between Case A and Case
B. In particular, for Case A the maximum reduction of the mean grain diameter occurs
at the boundary of the localized zone, while for Case B the reduction is dominant
in the middle of the localized zone. Similar results can also be observed under large
shearing in a ring shear device, where grain breakage is concentrated in the shear
band and almost no grain damage occurs outside the shear band. Grain damage is
accompanied with an additional compaction of the granular material which is also
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Fig. 2 Case A: Influence of the curvature «3; on the reduction of the mean grain diameter dso
according to Eq. (17). The solid curves and dashed curves represent the numerical results obtained
with grain damage and without grain damage, respectively. a Normalized shear stress, o12/022,
versus normalized horizontal displacement, w17/ hg, of the top boundary, b evolution of the nor-
malized horizontal displacement, u/ ho, across the normalized height, &/ hg, of the shear layer for
four states, ¢ distribution of the curvature «32, d distribution of the micro-rotation w$, e distribution
of the mean grain diameter dso, f distribution of the void ratio e
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Fig. 3 Case B: Influence of the micro-rotation w5 on the reduction of the mean grain diameter
dso according to Eq. (17). The solid curves and dashed curves represent the numerical results
obtained with grain damage and without grain damage, respectively. a Normalized shear stress,
o12/022, versus normalized horizontal displacement, u17/ hg, of the top boundary, b evolution of
the normalized horizontal displacement, u/hg, across the normalized height, &/ hg, of the shear
layer for four states, ¢ distribution of the curvature «3;, d distribution of the micro-rotation wg,
e distribution of the mean grain diameter dso, f distribution of the void ratio e
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reflected by a reduction of the void ratio e. A comparison of Figs. 2f and 3f shows that
for Case A the reduction of the void ratio is more pronounced close to the boundaries
of the shear band, while for Case B the maximum reduction arises in the middle.

4 Conclusions

In this paper a new concept is proposed for the constitutive modeling of the influ-
ence of grain damage in granular materials based on the framework of micro-polar
hypoplasticity. The effect of grain abrasion and grain fragmentation on the change
of the grain size distribution is taken into account by the corresponding change of
the mean grain diameter, which is embedded in the constitutive model as an inter-
nal length. In particular, it is assumed that a decrease in the mean grain diameter is
influenced by an increase in the mean stress, the norm of the rate of the curvature
and the norm of the difference of the rate of the micro- and macro-rotations. The
reduction of the mean grain diameter is linked to the reduction of the limit void
ratios and the critical void ratio and takes into account an additional compaction
of the material as a result of grain damage. Particular attention is paid to modeling
the effect of particle rotation and curvature on the process of particle damage. It is
demonstrated that for monotonic plane shearing under constant vertical stress grain
damage becomes dominant within the localized zone. In particular, grain damage
in the middle of the localized zone is mainly related to the particle rotation while
the effect of large curvature on grain damage is pronounced close to the boundaries
of the localized zone. Under shearing grain damage also leads to a reduction of the
dilatancy behavior of the material. The proposed concept of a reduction of the mean
grain diameter and of the limit void ratios is mathematically simple, but for practical
application it needs further experimental and physical clarifications.
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Non-hydrostatic Free Surface Flows: Saint
Venant Versus Boussinesq Depth Integrated
Dynamic Equations for River and Granular
Flows

Kolumban Hutter and Oscar Castro-Orgaz

Abstract Nineteenth and early twentieth century channel flow hydraulics is
dominated by depth averaged equations. Saint Venant and Boussinesq present
approximations with and without the imposition of the shallowness approximation,
respectively. In the former approximation the vertical momentum equation is replaced
by the so-called hydrostatic equation, in which the vertical pressure gradient and the
gravity force balance, but the vertical acceleration and the horizontal shear stress
gradients are dropped. In the classical Boussinesq-type amendments to the Saint
Venant approach the acceleration terms are accounted for, but the shear stress gra-
dients are generally ignored. For non-ideal fluids this is questionable. We derive the
unabridged depth integrated equations and demonstrate the subtleties of this problem
using as examples the potential, Navier-Stokes and granular fluid with earth-pressure
constitutive structure.

1 Introduction

Understanding granular mass flow is a basic step in the prediction and control of
natural or manmade disasters due to avalanches on Earth. Savage and Hutter [19]
pioneered the mathematical modeling of these geophysical flows; numerous follow-
up papers were subsequently published, for a summary, see Pudasaini and Hutter
[18], and are still being published to this date. Most of these papers are based on
a shallowness assumption in curvilinear coordinates following terrain, in which the
length scale tangential to the main flow directions, [L], is significantly larger than the
corresponding length scale, [H], orthogonal to this two-dimensional tangential man-
ifold, so that e = [H /L] < 1. Thus, the shallowness parameter is small, suggesting
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approximations of the governing equations in the spirit of perturbation expansions.
Its lowest order approximation for rapid granular flows is known as Savage-Hutter
(SH)-equations. In the context of classical fluid mechanics corresponding depth aver-
aged mass and momentum balance equations are attributed to Barré de Saint-Venant
[1]; they are all characterized by the fact that the bed-normal momentum equation
reduces to a hydrostatic force balance, in which the bed-normal pressure gradient
balances the corresponding gravity force, assuming a small channel slope.

This class of governing equations is intimately related to the stretching transfor-
mation, expressed by the shallowness assumption ¢ « 1. Topographic variations
often occur with a spectrum of wavelengths, in which significant amplitudes arise
at wavelengths comparable to the depth of the moving avalanches, implying that
necessarily ¢ = O(1), if the topographic protuberances are to execute an effect in
rapid geophysical flows over such bumpy beds. In a Cartesian horizontal-vertical
coordinate system the dynamical equations of rapid granular flows were formulated
by Denlinger and Iverson [8] to essentially abandon the hydrostatic pressure assump-
tion, but they expressed it differently: In the words of Castro-Orgaz et al. [6] they
“found that vertical accelerations in granular mass flows are of the same order as
the gravity acceleration, requiring the consideration of non-hydrostatic modeling of
granular mass flows”.

Free surface water flow simulations based on non-hydrostatic depth-averaged
models are well known in hydraulic modeling ever since Boussinesq [4, 5] intro-
duced his famous equations about 140 years ago; existing literature based on the
Boussinesqg-type equations is overwhelming. The derivation of these equations is
equally based on a stretch-free scaling of the hydrodynamic equations, but the cause
of the non-negligible vertical acceleration term in Cartesian coordinates is not nec-
essarily the bumpiness of the bed but rather the non-linear large amplitude of the free
surface in gravity driven surface waves and possibly undular hydraulic jumps, etc.,
on rather flat bottom topography. Denlinger and Iverson [8] did not seem to have been
aware of the connection of their non-hydrostatic granular modeling approach with
the Boussinesq approach. Moreover, they employed an unnecessary linearization of
the vertical normal stress in the depth integration, which can be amended. The equiv-
alence in the mathematical handling suggests the question, whether Boussinesq-type
gravity waves would also be formed in rapid granular mass flows, perhaps even when
the topography is smooth. Furthermore, certain forms in the basal topography give
rise to enhanced or damped free surface profiles.

These questions call for answers and their positive solution is likely, given the
potential to apply the approach of the Boussinesq-type procedure to channel flow or to
undular flow of two-dimensional and three-dimensional terrain. This will be initiated
in this memoir by employing the Boussinesq-type analysis to an arbitrary granular
mass flow using the depth integrated balance equations of mass and momentum.

The simplest geometric situation of a granular avalanching mass on a flat horizon-
tal bed will be used to isolate the salient physical features. Using simple academic
test cases, it will be demonstrated that the above question can be answered in an
affirmative way. This will open a new framework for the physical and mathematical
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modeling of granular mass flow in geo- and environmental physics in a consistent
way in this simple example. However, a wealth of additional detailed problems
lie ahead of us to generalize the mathematical approach to arbitrarily curved basal
topographies.

2 Vertically Integrated Balance Laws of Mass
and Horizontal Momentum

2.1 Governing Equations

Consider a horizontal-vertical Cartesian coordinate setting in Euclidean 3-space, in
which the balance laws of mass and momentum of a density preserving continuum
take the forms

ou  Jv n ow 0 0
ax 9y 9z
ou ou ou ou I (0T 0Tyy 0Ty
—tu—F+v—tw—=—\—+——+—), (2)
ot ox ay 0z o\ ox ay 0z
av ov av ov 1 (01, 0Ty, 0Ty
had - b = Yoy >, 3
8t+u8x+v3y+waz p(ax + ay + 0z ©)
ow n ow n aw n aw 1 (01, n 0Ty, n T, @
— tUu—+v—Fw— =—— -
ot ox ay 0z o\ ox ay 0z &

In these equations, (x, y) are the horizontal coordinates and z is the vertical coor-
dinate; (u, v, w) are the corresponding velocity components. Moreover, the stress
tensor is introduced as a pressure tensor, the negative of the usual notation, p is the
constant density and g the gravity constant. The above equations are considered in
this contribution to be applied to free surface flows of water on a rigid imperme-
able bed in channels or of debris, mud or snow avalanches. The process to obtain
vertically-integrated equations is identical to that used for river flow over 3D ter-
rain in hydraulics (Fig. 1). For simplicity, boundary conditions are formulated for a
movable material bed (subscript ») and a movable material stress-free upper surface

(subscript s)
0z n 0z n 9z 0
—tu—4+v——w =0,
ot 0x ay bus

and the free surface is considered stress free, whilst the traction at the bed follows a
given sliding law

(&)

t,n=0 7,=Cu,.

(6)
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Fig. 1 Definition sketch for flow over 3D terrain. a Profile, b section, ¢ plan

C = 0 corresponds to perfect sliding and C — oo to the no-slip condition. In
applications C will be specified. Alternatively, a Coulomb sliding law could also be
used,

up

Tn, =0, 7,m —np(y - TNy = (ny, - Tpmp)tan(Ppeq), @)

[ul,

in which ¢p,4 is the basal friction angle. An additive combination of the two sliding
laws corresponds to the Voellmy law.

Saint Venant [1] and Boussinesq initiated approximate transformations of equa-
tions (1)—(4) to depth integrated form. Saint Venant did this by imposing a shallow-
ness assumption, which implied reduction of the vertical momentum balance equa-
tion to the hydrostatic pressure balance. Boussinesq did not assume this, allowed
the field quantities to vary in all space directions with comparable magnitude and,
thus accounted for vertical acceleration and non-hydrostatic stress contributions in
the dynamic processes. Here this process will be performed and scrutinized by inte-
grating equations (1)—(4) in the z-direction. In this process the differentiation and
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integration operations are interchanged using the Leibniz rule, and the free and basal
surface boundary conditions are used to simplify the emerging mathematical expres-
sions. This mathematical procedure is standard, albeit somewhat complicated and
has for rapid surface flows explicitly been demonstrated by Castro-Orgaz et al. [6].
These authors also provide a detailed review of precursory literature. This justifies
to be brief here. In what follows, we shall employ the notation (py, pyy, pzz) =
(Txxs Tyy, T;z) in order to emphasize that these normal stresses are actually pressures.

2.2 Depth Integrated Balance Law of Mass

For the balance law of mass with vanishing entrainment or deposition from above
and below, this process yields

oh 00, 00,
Jat 0x 0x

=0, where QX=/'Xudg, Qy=/“vdg. @®)

b b

Here, O, and Q, are the volume fluxes in the x- and y-directions, respectively. The
derivation can be found in almost any book on fluid mechanics.

2.3 Depth Integrated Momentum Equations
in the Horizontal Plane

The process of transformations, analogous to that described above for the mass
balance equation yields for the momentum equations in the horizontal plane

s s s
9 9 9
ude + — [ w?dc + — d
8t ¢+ /u g“—l—ay/uv{

b b

1

2z Zs
0 0
= -1 / Pax A0 + — / Txy dc ¢ + (pxx)b + (T xy)h — (Tx)bs
p | ox ay dy

2

€))

s s s
9 9 9
— dc + — [V de + — d
ot V§+ax/v §+ay/’”§

b Zb b

Zs s

0 d
=—-—— a/fxy d¢ + 5/p}’y d¢c ¢ + (Txy)h + (pyy)h dy (T_vz)b-
2 2

(10)
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These equations do not involve any free surface stress terms, because stress free upper
boundary conditions have been assumed. The Eqgs. (8), (9) and (10) describe flows as
referred to the (x,y)-plane. They allow for several approximations to the kinematic
fields u, v, w and parameterizations of the stress tensor T (with the components 7;;,
with i, j = 1, 2, 3) to produce a family of depth-averaged equations. The local flow
depth is

h =2z, — 2p. (11

3 Depth Integrated Momentum Equation in the z-Direction

The integration in the z-direction of the vertical momentum equation differs from
those in the horizontal directions by the fact that it is performed from an arbitrary z
to z, rather than from z; to z;. This is the crucial difference which led Boussinesq
to equations different from those of Saint Venant. We now apply this integration
to Eq. (4). Because the lower limit z of the vertical integral is now an independent
variable, application of the Leibniz rule only involves the upper limit z = z,, so that
the equation analogous to (9) and (10) and solved for t,,(z) takes the form

Dz(2) = pg(h —n) —

p—/wd{—i—p—/wud{
p—/wv d{—}—p/ (atxZ + 81“) de, (12)
ox ay

2

where the local elevation above the terrain is
n=2z-—2p. (13)

The above Eq.(12) is being viewed as an equation for p.,(z) as a function of the
overburden pressure (first term on the right-hand side), the vertical velocity terms (the
terms at the 2nd, 3rd, 4th and 5th position) and the integrated shear stress divergence
(last term on the right-hand side). If [H] and [L] are vertical and horizontal length
scales and ¢ = [H /L] is small, only the first term on the right hand side survives—
the hydrostatic pressure equation emerges. However, for ¢ = O(1), Eq.(12) tells us
that more than just the vertical acceleration terms (2, 3, 4, 5) on the right-hand side
survive; the horizontal integrated stress divergence equally contributes to the vertical
overburden pressure.

Equation (12) was not presented by Denlinger and Iverson [8] or Iverson [12],
and it was first derived by Castro-Orgaz et al. [6]. Further, Denlinger and Iverson
[8] neglected to derive an evolution equation for w to complete the depth- integrated
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model, involving only u and v as variables, but not w. This was, however, done in
water wave modeling by Nwogu [16] and Kim et al. [13]. The crucial idea is to
vertically integrate the continuity equation (1) from z;, to an arbitrary elevation z,
using the Leibniz rule and imposing the kinematic boundary condition at the basal
surface, Eq. (5). This process yields, if dz,/dt = 0,

w(z) = — i/ud;—}-i/\/d{ (14)
ax ay

b b

It states that once any functional representations for u# and v are given, w(z) is
determined via the conservation of mass. Thus, w is linked to # and v; so, we may in
Eq.(14) assume that u = & and v = v, in which an overbar means depth averaging
which later will be replaced by U and V, respectively. Alternatively, if we assume
that (u, v) are independent of the z—coordinate, one easily deduces, withu = (u, v),
from relation (14) that

w(z) = —Div[u(z — zp)]
s ()| [ (2, 0 o
_[(M’V)'(E’E)} {(8x+8y)(z Zb)]- (15)

At z = 73, one deduces from this relation the kinematic boundary condition of a
rigid basal surface (the second term on the rhs in (15) vanishes in this case) and finds

atz = zg
w(z) = [(a, D), - (_azb, _sz)] — Div(u)h. (16)
dx dy

The reduced equation with the first term in braces on the right-hand side of (15)
represents the influence of the kinematic boundary condition at z; on w(z); only
the basal boundary condition is involved; the second term in braces says that the
local horizontal velocity divergence reduces the basal vertical velocity by an amount
which is proportional to the local material depth. Whether this contribution leads to
growing w or decreasing w depends on the sign of Divu. A qualitatively analogous
behavior can also be inferred from (14) and (15) within the moving mass.

The plug flow assumption, for which u and v are depth independent, can also
be implemented into Egs. (8)—(10). This was done by Savage and Hutter [19] and
many others (for a fairly complete literature review see Pudasaini and Hutter [18])
in the context of the shallow flow model, and by Iverson [12] in his more general
context, in which no stretching of the coordinates was introduced. If we denote the
depth averaged u- and v-velocity components by U and V and replace u and v
everywhere by U and V, apply in the computations the property that they have no
z-dependence, then the resulting equations can be expressed as a system of partial
differential equations in general conservative form as
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dU 9F 3G
T, 17
or Tax oy (172)
Uh Vh
h Uh+ 1 [ pode VUL + 1 [, de
U=|Un|, F= P , G= e (17b)
Vh Zs s
UVh+ 5 [t dC VZh+ 5 [ pyydg
b b
| 0
S=—— [ (medp G + (T)p 52 — (Tds | - (17¢)

9z, 0z
(fyy)haL; + (Txy)h% - (Tyz)b

In these equations, U is the dependent variable vector, a column matrix with three
components; F and G are the fluxes in the x- and y-directions, respectively, and S
is a source involving only basal stress terms. We also record Eq. (12) for the special
case that the horizontal velocity components are independent of the z- coordinate

8 s
pzzng(h—n)—pw2+pa/wd§
z

4 s

s s
d ] at, 0T,y
+p— U/wd; +p— V/wdg“ +/ Il 9% ) e (18)
dax ay ax dy

Z 4 Z
Introducing the new quantities [13, 17]
s

1) = /w(x,y,m dz

s

—/Div[u(z —zp)] d¢ = —Div u/(z —zp)d¢ | +uh - Gradh

z

W2 — 772 h? — 772
= —Div (u > ) + uh - Gradh = —Div(u) 7 (19)

where u = (U, V). Equation (19) is a scalar quantity, and it may be shown with the
aid of Eq. (15) that for z-independent U, V and when the shear stress divergence
term in (18) is ignored,

al

v pDiv (Iu) — pw?, (20)

z=pgh—n)+p
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in which Div and Grad are the two-dimensional horizontal divergence and gradient
operators, already used in (15) and (16). Equations (19) and (20) together determine
the overburden pressure at the vertical position z whenever the horizontal depth-
averaged velocity components are known.

4 Boussinesq-Type Development for Water Flows

4.1 Water Waves on a Horizontal Bottom Surface Treated
as an Ildeal Fluid

An inviscid density preserving fluid (p = const.) does not support shear stresses;
consequently, the last term in Eq.(18) drops out of the equation. Moreover, with
w(z) given by (14) and I by (19), we may deduce

h2 _ )72

w(z) = Div(w)n,  I(z) = —[Div(u)] T (21)

from which we may obtain

22
Iu = —Div(u)u 5 (22)
and
h2 _ 772
Div(/u) = —Div |:uDiv(u) 7 ]
hZ _ )72 h2 _ n2
= [Div(u)]2 —u - Div(u)hGradh — uGrad[Div(u)] 5 ;

(23)

SO, we can compute

ol _ fou\ h*—n? . oh
= —-Div|{ — — D1V(u)h§

ot at 2

. ou\ h* — 772 . 2,2 .
= —Div ™ 5 + (Div(u))“ h* + Div(w)u - hGradh, 24)

in which 9/ /9t has been replaced by —Div(uh) via the mass balance (8).
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The vertical normal stress p,., equivalent to the vertical pressure, can be evaluated
using Eq. (20) and relations (22)—(24). This computation yields

2.2
P_Pz_ s+ [[Div(u)]2 — Div (3—“) —u-Grad [Div(u)]] Won
P P at 2
(25)
or, since Grad [Div(u)] = Div [uDiv(u)] — [Div(u)]?,
2.2
P _ gth—n)+ {2 [Div(u)]*> — Div (Z;—l;) — Div [llDiV(ll)]} h 1 . (206)
P

For plane, one-dimensional waves both formulae reduce to

2 2 2 2 2

p 104 U U | h* —n
= =g(h— —) - —U— . (27
(:O)l-dim 8¢ nE [(8x) dxat dx? 2 &7

given by Castro-Orgaz et al. [6], but first essentially presented by Serre [20].

To present the complete two-dimensional water wave model, let us explore equa-
tions (17) for an ideal fluid. Setting 7, = 0 in those expressions and identifying
Dxx = Dyy = P2z = p, where p is given either in (25) or (26), we readily find

Uh Vh
UVh Vih+ gl +D

with
3

oo () |
D = {[Div(u)]” — Div m —u - Grad [Div(u)] 29)

3
D as defined in (28) and (29) describes the dispersion. For D = 0 the partial dif-
ferential equations reduce to the de Saint Venant equations. So, D # 0 accounts for
the alterations of the Boussinesq model over the de Saint Venant model. Moreover,
the source term in (17¢) does not vanish when z = z,(x, y) # const. In addition,
basal shear tractions could be accounted for if a boundary layer friction model is
implemented. In that case one has

0
1 ‘
S=—-= (P)b% + (Txy)b% — (oo |, (30)
P (P)b% + (Txy)b% —(ty

where (., Ty;), = C(U, V), in which C is a drag coefficient. Here, the thin bound-
ary layer dynamics is replaced by a viscous sliding law. The equations, which are
based on Eqgs. (28)—(30) are apt for use in estuarine and general lake dynamics. They
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can optimally be used in numerical schemes, in which shock-capturing procedures
are applied. Their one-dimensional version has originally been derived by Serre [20]
and was further explored in hydraulic engineering e.g. by Basco [2], Soares-Frazao
and Zech [21], Mohapatra and Chaudhry [15], and Chaudhry [7], among others.

4.2 Water Waves on a Horizontal Bottom Treated
as a Newtonian Fluid

In wave problems of a viscous fluid, the shear stresses in Egs. (17) and (18) cannot be
dropped; so, strictly speaking, Eqs. (27)—(30) are invalid and the shear stress terms
in (17) and (18) need to be parameterized. For a Newtonian fluid,

du  dv
T = pv(Uuij+uji) = Ty =Tye = pV 5 + ) (€1))

Here, v is the viscosity. When using a viscous linear sliding law, as in Eq. (6), then
(tee)p = Cup,  (Ty)p = Cvp. (32)

C is the drag coefficient of a viscous sliding law, see (6). The flux terms in (17) are,
for a viscous fluid, chosen as

1 Zb 1 s
! / (Paxs Pyy)(©) dE = / p(©) dg (33)
P P
17 Frou oy 9 [ 9 [
—/Txyd§=v/(—+—)(€)d§=v —/u({)d;—l——/u({)dc
P dy  ox dy ax
0Zs 92 0Zp dZp
lugy ] gy ], e
Tey(2) = l/rxy dc = v ’i(Uh) D wm vt U%] . (34b)
’ P ay dx ox ay

b

in which the terms in brackets are due to the application of the Leibniz rule. For
flow along a horizontal bed, z;, = 0, the last bracket in (34a) vanishes, and z; = h.
Moreover, for depth independent horizontal velocity components, (34a) takes the
form (34b). In this formula we have also set u; = U and v; = V and ignored that the
velocity in the basal boundary layer varies with depth. That contribution is accounted
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for in the viscous sliding law by adjusting the drag coefficent C accordingly. New-
tonian fluids do not exhibit any stress anisotropies, so that p,, = py, = p.. = p.
This implies that p., is given by Eq. (18). Alternatively, this equally implies that the
computations performed in Sect.4.1 down to Eq. (24) remain valid, except that in
the expression of p/p in Eq. (25) the term

s

s s

0Ty 0Ty a / a /
d¢ = — v d — d 35
/(8x+8y) ¢ 9x Tz §+8y Ty dC (35)

Z 2 z

must be added to Eq. (25). In obtaining the right-hand side of Eq. (35), the Leibniz
rule was used and the zero surface traction condition was applied. Employing the
sliding law (6), one may write

7.(0)=CU, 17.,00)=CV, (36)

where U and V are the z-independent horizontal velocity components outside the
boundary layer; Eq. (36) are used to approximately model the shear stress distribution
in the basal boundary layer. This distribution is modeled as

7:(2) = CUf(2), Ty(2) =CVf(2), (37)
in which the function f(z) satisfies the conditions
fz=0)=1, f(z=8 =0, f(z=8 =0, and §=ah, (38)

withO) < o < 1 and § as the boundary layer thickness. A popular choiceis o = 1 and
f(z) = z/h, but this is not in conformity with the boundary layer structure of the
shear stresses, and violates f'(h) = 0, which is less severe, however. A better choice
is proposed below. Adequate choices for f(z) and C should deliver a model for the
boundary layer transition from the base, z;, = 0, to the outer edge of the boundary
layer. For z > & we set 7, = 1;, = 0, in conformity with the z-independence of the
(x, y)-velocity. Formula (35) now yields

% 0’ 7> 8,
N g
/sz@) W=V Jcurorae=cufrerd, 0<z<s, .
Z 0’ > 5,
N 8
/Tw(f) ¢ = JCVf@)de =CV [ f(¢)ds, 0<z<3. o0

z
Z
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With the notation

T=(1.T,) = / (T 72y) d2, (40)

Equations (39a), (39b) imply
0, z>96,

: _ )
DvI(@ =1 pyy [Cuff(;) d;i| , 0<z<8.

(41)

With these results the normal stress Eq. (18) can now be composed by resort to Egs.
(26) and (41). The result is

P(2) = p(2)

. . (0u I .
= pg(h—n) + {2 [Div(u)]* — Div (E) — EDw [qu(u)]] (h* —n?)
0, z>0,

oelesdon]
Div|Cu [ f(¢)d¢ |, 0<z<3é.

(42)

With the above results one obtains for the conservative system of partial differential
equations (17) when the bottom is flat, z;, = 0,

Uh Vh 1[0
F = g§+Uzh+Dv .G = VUh+2Tx”y S=8"=—-[cUu|,
UVh+T}, V2h + g% + D P \cv

(43)

in which the source term reduces to the viscous component S, and the term D" is
made of the dispersion term plus a viscous contribution

s s

D' = D—i—/[DivT(z)] dé =D +/ Div(Cu)/f(g“) de | dg
0 z

2

h
=D —i—Div(Cu)//f({) d¢ dg, (44)
0 z

with D as given in (29).
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The first and second terms in the second row of F and the first term in the third
row of F in expression (43) (and similar terms in G but with rows interchanged) are
the x- and y-momentum fluxes of an ideal fluid in the approximation of de Saint
Venant. DVconsists of two contributions as shown in (44). The first part, D amends
the equations to the Boussinesq equations for an ideal fluid and the second term
depends on the shear stress (boundary layer) profile f(z) and vanishes if C = 0
or/and f(z) = 0. Therefore, this term is responsible for the viscous effect of the
fluid and the frictional sliding effects as expressed in the deviation of the vertical
pressure distribution from that of an ideal fluid. Moreover, TX"y accounts for the
viscous in-plane shear stress 7, as given in Eq. (34b). The superscript v is a label for
viscous effects. The above notation, therefore, clearly identifies the various sources
of the individual terms. When D" = 0, Tx"y = 0and S = 0, Eq.(17) with the thus
reduced expressions (43) describe the two-dimensional Saint Venant equations for
an inviscid fluid. When D’ = 0, Tx"y = 0 and S = 0, the emerging equations are the
two-dimensional Boussinesq-type equations for the wave-like motion of an inviscid
density preserving fluid; and the remaining terms are of Newtonian viscous origin.
To complete this mode, an explicit expression for the boundary layer function f(z)
is needed. The choice

f@Q=0-2z/", n>1, §=ah (45)

satisfies the boundary conditions (38) and yields

8

§
frovse= [ (1=8) sy 05" = - )

) (46)

h

5
82
//f(f) d¢ dz = GEDG T 47)

0

Accordingly, two parameters suffice to model the boundary layer profile.
5 Boussinesq-Type Extension of the Savage-Hutter
Equations

5.1 The Savage-Hutter (S-H) Theory

The fundamental equations for a non-hydrostatic dry granular model with enhanced
gravity are Egs. (8), (9) and (10); moreover, when the horizontal velocity components
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(u,v) = (U, V) are z-independent, Eqgs. (17) and (18) hold in that form, as long as
the basal and free surfaces are material. The decisive assumption is that the integral

s

/ Ty d¢

b

is ignored in the flux and source terms of equations (17b), (17c) in comparison to
the remaining terms. It then follows that closure relations have to be postulated only
for py and p,,. This means physically that 7,, is small in comparison to p., and
Dyy- Greve et al. [9] and Koch et al. [14] demonstrate that p,, is close to a principal
stress on planes orthogonal to the basal topography. Alternatively, this says also that
the flow is nearly unidirectional in the principal flow direction. Within the context
of the Mohr-Coulomb earth pressure theory, it is customary to introduce the earth

pressure coefficients

Ky=2= k=L (48)

Pzz Pzz

to account for the normal stress anisotropy, typical for soil mass behavior. The pres-
sure p,.(z)(= 1,,(2)) is given by Eq.(12), in which, in a first approximation, the
shear stress integral has been ignored in the one-dimensional treatment by Denlinger
and Iverson [8] as well as the otherwise exact ensuing one- dimensional analysis by
Castro-Orgaz et al. [6].

The closure procedure of the SH-avalanche model is intimately related to an
assumed hydrostatic pressure assumption and cannot rationally be extended to a
Boussinesq-type generalization as already seen by Castro-Orgaz et al. [6]. In this
paper we shall confine attention to the spatially one-dimensional plane flow. The
idea is that the integrated shear divergence term in Eq.(12) should be accounted
for. Equation (12) expresses the fact that in a Boussinesq-type extension of the SH-
model the hydrostatic (vertical) pressure distribution p,. = pg(h — n) is corrected
according to Eq.(12) by the z—integrated vertical acceleration plus the integrated
stress divergence, which both are considered important in such extensions.

5.2 One-Dimensional Non-hydrostatic Granular Flow Model

The difficulties outlined in the above paragraphs become already evident in steady
plane waves of a granular material. This case was analyzed by Castro-Orgaz et al.
[6]—though in an approximate manner only. These authors account in their analysis
for the vertical acceleration term, but ignore the contribution by the shear stress term
7... Specifically, on a flat horizontal plate, z;, = 0, n = z, Egs. (15), (19), (22) and
(20) [in (20) the last stress divergence term in (18) is not dropped] transform in
one-dimensional flow into
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w=-Uz = w?=U?Z? from(15),
h2 _Z2

I=-U, s
2

from(19),
49)

h2—22

11U =-UU;, >

from(22),
h
) 0T,y
+p(U)x — pw +/W(§) d¢,  from(20),

al

Tz = Pzz ng(h_Z)+p8t

in which the subscript x, v denotes differentiation with respect to x, v. Applying the
Leibniz rule in the fourth of Egs. (49) for the shear stress integral, and imposing the
zero traction condition at z = & yields

h h

7. 3
/ 5 (¢ dt = —/rzx@)dc. (50)
X 0x

Z Z

Moreover, let us now search for a permanent (form preserving) wave in a co-moving
coordinate system (Galilei transformation!); then in this new coordinate system
we get

a(- ol
ﬁ =0, — =0) andg = Uh = const., (28
at ot
so that
q hy hee  2h?
UZE’ sz_qﬁa Uiv = —q ﬁ_ e (52)
From the fourth of Egs. (49) on may deduce
10 h
T ;
Bl g nravn v o [na). 6
p 0 p dx

z

With IU as given by the third of Eq. (49) and with expressions (52)

h2_ 2
IV, = = [UU} + VU] =5 — UU.hh,

2 2 h 2R\ R - 22 2
—[q hz—q—( - )} S p L (54)

e n \ 2w 2 K2 x



Non-hydrostatic Free Surface Flows ... 261

Substituting this and the first of Eq. (48) into Eq. (53) and integrating the resulting
expression from z = 0 to z = h merges into

h h
. h? 2 hhyy — h? 19
/pZ dp= {8 4 L T T +——/zrzx(z) dz. (55
P 2 2 p 0x
0 0

3
The last term in this expression is obtained as follows

1 r 0 10 r i r oh
f/— /rzx@)d; di= o [ e ac - | [ = | 3
pJ 0 p ox ax
0 Z Z
h z=h h
10 10
**/ /sz(f) d¢ | dz=—— Z/fzx(g) d¢ - /Z(_sz(z)) dz
p o p 0x
0 \z z =0 LO
1
73—/ 277x (2) dz. (56)
0

In the first line the Leibniz rule for the integration of a differentiated function is
employed and boundary conditions are then implemented, whilst in the second line
integration by parts is used. The first term of Eq. (55) in braces has also been obtained
by Castro-Orgaz et al. [6] and is due to the vertical acceleration, originally motivated
by Denlinger and Iverson [8] [but these authors have the factor 1/4 instead of 1/3 in
the second term of Eq. (55), because of an approximate parameterization of w(z),
see Castro-Orgaz et al. [6] for a more detailed discussion]. The last term on the right-
hand side of Eq. (55) is missing by both Denlinger and Iverson [8] and Castro-Orgaz
et al. [6]. It is due to the stress divergence term in Eq. (18).

The crucial statements are Egs. (53) and (55) and the x-component of the momen-
tum equation (17), which reduces here for 1D steady flow to

h
i(U2h)+i/ Pax(2) dz — (sz)h. (57)
ax dax

o o
0

With the Coulomb anisotropic earth pressure postulate

Pxx(2) = Kp.(2), (58)

where K = const., and the Mohr-Coulomb basal sliding law of the Savage-Hutter

model

% . ;)b sen(U) tan(peq). (59)
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in which ¢y, is the bed friction angle, Eq. (57) assumes the form

—(U m+ Ko / P=(@) g, _ (”;)”sgmvnan(mad) (60)

or
) ] gh® g% hhy —H2 / Tox
£(U2h)+l(a l(2)+2 3 = +3)C/Zp(z)dZ]
0
q* 5 q* (hee 202N\ R® g%, 19 r
= [—gh+ I:hzhx - 7 (hT - 3 )] 7 + ﬁhl *3* (/ T2x (2) dZ) ] Ksgn(U) tan(¢peq)-

’ (61)

Savage and Hutter [19] have shown that for plane flow

K = Kpasaer = 2562 (@inn) {12 [ 1= (cos? g sec@nea))t [} = 1. (62)

in which ¢;,, is the constant angle of internal friction.

Equation (61) describes a steady unilateral granular flow along a horizontal bed,
when vertical accelerations and the frictional shear stresses 7., as well as basal
frictional resistance are accounted for. The shear stress 7, as a function of z and
the bed friction in the source term were omitted by Castro-Orgaz et al. [6]. Equation
(61), subjected to the condition that ¢ = const., then implies if shear stresses are
neglected too (source term neglected)

kg + (| + g = h t (63)
—_— —_— _— = cons
£ 3 ’

which agrees with the result of Castro-Orgaz et al., in their Eq. (56). For K = 1 this
statement reduces to the result of potential fluid cnoidal waves, see e.g. Hager and
Hutter [10, 11]. Momentum flux is not conserved in Eq. (61) as it is in Eq. (63). This
conservation is destroyed by diffusion (last term in braces on the left-hand side) and
annihilated by the source term on the right-hand side. To see whether permanent
solutions exist in this case, the vertical shear stress integrals must be evaluated by
parametrizing the shear stress t.,. In a first attempt a linear distribution with z may
be postulated

7 () = (s (1- ) (64)
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implying
h h

h h?
/sz(z) dz = (sz)bzv /ZTZX(Z) dz = (TZX)bF’ (65)
0 0

with (7,,), given in (59).
An alternative closure relation for 7., can be motivated by imposing a boundary
layer profile as suggested previously.

6 Discussion and Conclusion

In this paper the simplest possible dynamic problems for ideal and viscous fluids
and rapid granular flows have been looked at, which mathematically emerge, when
channelized or avalanching flows are scrutinized with depth averaged balance laws
of mass and momentum without imposition of the shallowness assumption. This
means that horizontal and vertical length scales may be of comparable size. This
corresponds in fluid dynamics to a replacement of the De Saint Venant equations
by Boussinesq-type equations, as stated here in Eq. (17). Physically, to surrender the
shallowness assumption implies that vertical convective acceleration terms and the
horizontal divergence of the shear stresses as shown in Eq. (12) compete with
the vertical gravity gradient.

In the work of the pioneers, Barré de Saint Venant [1], Serre [20], Benjamin and
Lighthill [3], as well as Hager and Hutter [10, 11] and Castro-Orgaz et al. [6], and in
granular flow problems by Denlinger and Iverson [8], these stress divergence terms
were ignored both in situations of laminar viscous flows and in turbulent modeling
attempts where such omissions are a bit doubtful.

In this paper, the above mentioned simplification was not made ab initio. In
Sect.4 it was demonstrated that in an inviscid potential flow the stress divergence
term is absent in the Boussinesq-type equations and Saint Venant equations would
be corrected in the Boussinesg-type extension by the vertical acceleration terms
alone. Here, the only simplifying assumption that is generally implemented is the
z-independence of the horizontal velocity components. In the emerging terms one
may—and we have done so—incorporate a basal friction law even though this is
conceptually in violation with the assumption of a potential flow.

In our attempt of applying the depth integrated dynamical equations to a New-
tonian fluid it turned out, see Eq. (43), that the contribution to the flux of the two-di-
mensional depth averaged motion is expressed in two different terms: (i) D", which
comprises of a contribution due to the vertical acceleration and a stress divergence of
diffusive nature due to the boundary layer close to the base and (ii) a sliding source
term at the base. The choice of our sliding law does not allow imposition of the
no-slip boundary condition. This is only approximately possible in the limit as C in
Eq. (6) becomes large.
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The implementation of the frictional stress components in the dynamical
Savage-Hutter equations is more difficult. We thus, restricted attention to the one-
dimensional case, and also were only looking at the situation of a steady state wave
situation. Its extension under inclusion of the stress divergence term culminates in the
longitudinal momentum equation (61) and shows that, when applying the Coulomb
normal stress anisotropy postulation paired with the Mohr-Coulomb basal sliding law,
the vertical shear stress component must still be assumed in an ad-hoc assumption.
With it, a complete model for a permanent non-linear wave follows from Eqgs. (58),
(59), (60) and g = const. Existence of solutions to this set of equations has so far not
been demonstrated. This demonstration is, however, important, because the reduced
model of Castro-Orgaz et al. [6] demonstrated this existence for the reduced model.

It turns out that the time dependent one-dimensional and two-dimensional Boussi-
nesqg-type models are yet more difficult in terms of the complexity of their governing
equations. They will likely be the subject of a further study.

Acknowledgments This work is based in parts on a detailed report by Castro-Orgaz et al. [6]. K. H.
thanks PD Dr.-Ing. Bettina Albers at the Technical University Berlin for support in November 2014.
He also thanks Dr. David Vetsch, at the Laboratory of Hydraulics, Hydrology and Glaciology, at
ETHZ for constructive help in the generation of the final text. We also thank an unknown referee for
his/her work and Benedikt Preugschat for translating our Word file into IATgX. K. H. dedicates this
research article to the memory of his friend Prof. Krzyzstof Wilmanski (1940-2012). We knew each
other for nearly 40 years since 1974 and had many challenging professional interactions through 4
decades.

References

1. Barré de Saint Venant, A.J.C.: Théorie du mouvement non permanent des eaux, avec appli-
cation aux crues des riviéres et 4 I’introduction des marrées dans leur lit. (Theory of unsteady
water movement, applied to floods in rivers and the effect of tidal flows). Comptes Rendus de
I’ Académie des Sciences 73, 147-154; 73, 237-240 (1871) [in French]

2. Basco, D.R.: Computation of rapidly varied unsteady, free surface flows. U.S. geological
survey, Water-Resources Investigation Report 83—4284, Reston Virginia, 1-64 (1983)

3. Benjamin, T.B., Lighthill, M.J.: On cnoidal waves and bores. Proc. Roy. Soc. Lond. Ser. A
224, 448-460 (1954)

4. Boussinesq, J.: Théorie des ondes et des remous qui se propagent le long d’un canal rectangu-
laire horizontal, en communiquant au liquide contenu dans ce canal des vitesses sensiblement
pareilles de la surface au fond (Theory of waves and disturbances propagating along a rectan-
gular horizontal channel, generating nearly uniform velocities from the surface to the bottom).
J. Mathématique Pures et Appliqués, Série 2, 17, 55-108 (1872) [in French]

5. Boussinesq, J.: Essai sur la théorie des eaux courantes. Mémoires présentés par divers savants
a1’Académie des Sciences, Paris 23, 1-680 (1877). [in French]

6. Castro-Orgaz, O., Hutter, K., Girdldez, J.V., Hager, W.H.: Non-hydrostatic granular flow over
3D terrain: new Boussinesq-type gravity waves? J. Geophys. Res.-Earth Surf. 120(1), 1-28
(2015)

7. Chaudhry, M.H.: Open-Channel Flow, 2nd edn. Springer, Berlin (2008)

8. Denlinger, R.P,, Iverson, R.M.: Granular avalanches across irregular three-dimensional ter-
rain: 1. Theory and computation. J. Geophys. Res. 109(F1), F01014 (2004). doi:10.1029/
2003JF000085


http://dx.doi.org/10.1029/2003JF000085
http://dx.doi.org/10.1029/2003JF000085

Non-hydrostatic Free Surface Flows ... 265

11.

12.

13.

14.

15.
16.
17.
18.
19.

20.

21.

Greve, R., Koch, Th, Hutter, K.: Unconfined flow of granular avalanches along partly curved
surfaces. I: Theory. Proc. R. Soc. Lond., A 445, 399-413 (1994)

. Hager, W.H., Hutter, K.: Approximate treatment of plane channel flow. Acta Mech. 51(3-4),

31-48 (1984)

Hager, W.H., Hutter, K.: On pseudo-uniform flow in open channel hydraulics. Acta Mech.
53(3-4), 183-200 (1984)

Iverson, R.M.: Debris-flow mechanics. In: Jakob, M., Hungr, O. (eds.) Debris Flow Hazards
and Related Phenomena, pp. 105—-134. Springer-Praxis, Heidelberg (2005)

Kim, D.-H., Lynett, P.J., Socolofsky, S.: A depth-integrated model for weakly dispersive,
turbulent, and rotational fluid flows. Oc. Model. 27(3—4), 198-214 (2009)

Koch, Th, Greve, R., Hutter, K.: Unconfined flow of granular avalanches along partly curved
surfaces. II: experiments and numerical computations. Proc. R. Soc. Lond., A 445, 415-435
(1994)

Mohapatra, P.K., Chaudhry, M.H.: Numerical solution of Boussinesq equations to simulate
dam-break flows. J. Hydraul. Engng. 130(2), 156-159 (2004)

Nwogu, O.: Alternative form of Boussinesq equations for nearshore wave propagation. J.
Waterw., Port., Coast. Oc. Engng. 119(6), 618-638 (1993)

Peregrine, D.H.: Long waves on a beach. J. Fluid Mech. 27(5), 815-827 (1967)

Pudasaini, S.P., Hutter, K.: Avalanche Dynamics. Springer, Berlin (2007)

Savage, S.B., Hutter, K.: The motion of a finite mass of granular material down a rough incline.
J. Fluid Mech. 199, 177-215 (1989)

Serre, F.: Contribution 4 1’étude des écoulements permanents et variables dans les canaux
(Contribution to the study of steady and unsteady channel flows). La Houille Blanche 8(6-7),
374-388; 8(12), 830-887 (1953) [in French]

Soares-Frazdo, S., Zech, Y.: Undular bores and secondary waves: experiments and hybrid
finite-volume modelling. J. Hydraul. Res. 40(1), 33—43 (2002)



A Mixture Theory of Porous Media
and Some Problems of Poroelasticity

I-Shih Liu

Abstract Based on the theory of an elastic solid-fluid mixture and the concept of
volume fraction, a theory of porous media can be formulated consistent with basic
characteristics in soil mechanics, such as Darcy’s law, uplift force, and the effective
stress principle. Boundary value problem for different models of poroelasticity can
be considered depending on the assumptions of incompressibility of solid or fluid
constituents. From the consideration of acceleration waves, there are two longitudinal
waves in general, except for the model with both incompressible solid and fluid
constituents, which admit only one longitudinal wave as known in the literature.

1 An Elastic Solid-Fluid Mixture

For a continuum theory of mixture, all constituents are supposed to be able to occupy
the same region of space simultaneously. Let %, denote the constituent « and «, be
its reference configuration and denote B, = k4 (%,). The motion of A, is a smooth

mapping,
Xo : By xR — E, X = xa(Xo, 1), Xu € Byg.

It states that for different motion of each constituent, at the instant #, there is a
material point X, € 4, in each constituent, X, = k,(X,), that occupies the same
spatial position x in the Euclidean space [E. The velocity and the deformation gradient
of each constituent are defined as

d
Vo = axot(xaa 1), Fy ZVXaXU‘(XO"t)'
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We consider a non-reacting solid-fluid mixture (¢ = s,f) with the following
balance equations of the partial mass and the partial linear momentum of each con-
stituent, and the energy equation of the mixture:

Ps + ps div vy = 0,

pr + ppdivv, =0,

psVs — div Ty 4+ myp = pyby, (D
prvy — div Ty —my = prby,

pé+div g — te(T grad v) = pr,

where py, pr are the partial mass densities; Ty, Ty are the partial Cauchy stresses; my
is the interactive force on the fluid constituent; €, g are the internal energy density and
the heat flux of the mixture. The material derivatives with respect to the constituent
and the mixture have been used,

. Yo .9
ya=L+(gradya)va, y=8—f

dyv.
o7 + (grad y)v

To establish field equations of the basic field variables, { Ps» Pf> Xs» Xf> 0 }, constitutive
equations for the quantities in the balance equations,

f={T. Ty, e.q. my}, 2

must be specified. For an elastic solid-fluid mixture, we consider the constitutive
equations of the form:

f=%0,pr Fs, grad 6, grad py, grad F;, V). 3)

where 6 is the temperature and V = vy — v is referred to as the relative velocity.
Thermodynamic considerations of such a mixture theory has been considered by
Bowen [1] in which consequences of the entropy principle have been analyzed with
Coleman-Noll procedure to obtain general restrictions on the constitutive equations.
These results have been confirmed from the analysis with the use of Lagrange multi-
pliers by Liu in [7], and can be summarized in the following constitutive equations:

dpv ayy
T, = I — 2o+ pp—L @V,
7= prr 50, prl o=, ®

0 0
T, = pssl + IOWIFT + 05 Vs ®V,

oF, ° SV
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81#1 1 Lr Ps
= llll—e—a +— B L "a
P SwO aof]lf;)
0 PsVs ; 0
= % d — . d FS’ = 0. 4
mf 3 ” gra 123 3 2 gra q ( )

where o, denotes the equilibrium value at the state with V = 0 and grad 6 = 0.
These constitutive equations depend solely on the constitutive functions of the
free energy,

vff=1//f(03 pf’Fsv V), ¢s=1/fs(9, pvas» V)s
Vi = Y10, pr, F). (5)

Note that although the partial free energies ¥y and 1/, may depend on the relative
velocity V, the (inner) free energy v,

oY = :Ofo + osVs,

does not depend on V.
Moreover, from (4) and (5), the sum of partial stresses becomes

dpY; oY
T; = pvrl — I+ FT
T=pY¥r o of oF, s
1 ps
T=n@wdm—§%?V®v (©6)

Similarly, although the partial stresses Ty and Ty may depend on V, the sum of partial
stress, Ty = Ty + T, does not depend on V.
If we define the equilibrium partial fluid pressure as

apIﬂl 0
pr=o (5 =97, )
f f P) of f
then the equilibrium fluid stress reduces to the pressure, 79 = —prl, and
— 0 al//f
Ty = =prl+ sy =V + o7 @V, ®)

and from (4)4 and (7), the interaction force can be written as

€))

m}) = Z—j: grad oy — py(grad wf(-)) o
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Note that the definition of equilibrium fluid pressure in (7) implies the usual
relation for a pure fluid,

p=pi—. (10)

2 Saturated Porous Media

The solid-fluid mixture considered in the previous section can be regarded as a model
for saturated porous media provided that the concept of porosity is introduced. For
mixture theory of porous media, a material point is regarded as a representative
volume element dV which contains pores through them fluid constituent can flow.
Physically, it is assumed that a representative volume element is large enough com-
pare to solid grains (connected or not), yet at the same time small enough compare
to the characteristic length of the material body.

Let the volume fraction of pores be denoted by ¢, then for a saturated porous
medium, the volume fractions of the fluid and the solid are

dVy =¢dV, dVy = (1 — ¢)dV.
Remember that in the mixture theory, the mass densities are defined relative to
the mixture volume, so that the fluid and solid mass in the representative volume
element are given by

de = pr dV = df de, dMY = Ps dV = dx st,

and hence,
pr=¢dr, ps=(—¢)d, (11)

where dr and d; are the true mass densities of fluid and solid constituents respectively.

2.1 Pore Fluid Pressure

We shall also regard the partial fluid pressure py in the mixture theory as the outcome
of a “microscopic” pressure acting over the area fraction of surface actually occupied
by the fluid in the pore, i.e.,

prdA = PdAs, hence, pr=¢.P,

where P will be called the pore fluid pressure and ¢, = dAy/dA is the area fraction
of the pores.
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In general, the volume fraction ¢ and the area fraction ¢, may be different, yet
for practical applications, we shall adopt a reasonable assumption that they are the
same for simplicity, so that the pore fluid pressure is defined as

pr

P == (12)
¢
The pore pressure is an important concept in soil mechanics [3, 6].
Let us write the stresses in the following form,
Ty = —¢PI + Ty,
T, = —(1 — )Pl + T,. (13)

We call Tf the extra fluid stress and T, the effective solid stress.

2.2 Egquations of Motion

The equations of motion (1) 4 for the fluid and the solid constituents can now be
written as

¢dsvy = —¢ grad P — P grad ¢ + div Ty + my + ¢dyg,
(1 —¢)dsvs = —(1 — @) grad P + P grad ¢ + div T, — my + (1 — p)dsg, (14)

where the body force is the gravitational force g.
On the other hand, from (9), the interactive force my in equilibrium becomes

0 __ P _ 0 0 _ _£ 0 1
my; = P grad ¢ — ¢r, r’= 4 grad dy + dy(grad ¥;) (15)

0.

By canceling out the term P grad ¢ in (14) from the interactive force (15) leads to
the following equations of motion for porous media,

pdpvy = —¢ grad P+ div Ty + (mp — m)) — ¢r° + ¢dyg,

(1 — ¢)dsv; = —(1 — ) grad P + div T, — (mp — mY) + ¢r° + (1 — $)d,g,
(16)

2.3 Linear Theory

Since equilibrium is characterized by the conditions, grad® = 0 and V = 0, in a
linear theory, we shall assume that | grad 6| and |V| are small quantities, and that
0(2) stands for higher order terms in these quantities.
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From (8) and (13), the extra fluid stress,

_ oy
Ty = ¢d (Y — Y + ¢dfa—‘;‘ ®V ~o(), (17)
is a second order quantity because the free energy of fluid constituent must be a
scalar-valued isotropic function of the vector variable (V - V).

Moreover, we can define the resistive force as

1
r=r0——(m —mo).
¢

It is the force against the flow of the fluid through the medium. Since the non-
equilibrium part of the interactive force, (my — m?), vanishes in equilibrium, we can
represent the resistive force as

r=RV+Ggrad 6 + r’ + 0(2). (18)

The parameter R is called the resistivity tensor, and its inverse R~ is called the
permeability tensor.

2.3.1 Darcy’s Law, Uplift, and Effective Stress Principle
The equations of motion (16) in the linear theory becomes

dpvp = — grad P — r + dsg,
(1 —¢)dyy=—(1 —¢) grad P+ div T, + ¢ r+ (1 — ¢p)d,g. (19)

The Eq.(19); for the motion of the fluid is a generalized Darcy’s law. Indeed, for
stationary case, and only r = RV is taken into account from (18), it reduces to the
classical Darcy’s law,

v — vy = —R '(grad P — d;g)

We can obtain an interesting equation for the solid constituent if we multiply the
Eq.(19); by (1 — ¢) and subtract it from the Eq. (19),,

(1 — )dvs — div Ty = r + (1 — ¢)(ds — dp)g + (1 — ¢)dyy. (20)

From this equation, we notice that the effective stress is not affected by the pore fluid
pressure—this is known as the effective stress principle in soil mechanics (see [3]).

Note that there are three terms of forces on the right-hand side of the Eq. (20).
The first one is the usual resistive force r of diffusive motion. The second term,
(1 —¢)(ds —dy)g, is the weight of solid reduced by the uplift (or buoyancy) from the
fluid corresponding to the principle of Archimedes. The importance of uplift in soil
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structures had been one of the major concern in the development of soil mechanics
(see [2)]).

The third term, (1 — qﬁ)dfi)f, is the inertia force against the displacement of fluid
in the motion of the solid through it. In the theory of Biot (see [11]), the relative
acceleration was introduced as a part of interactive force between solid and fluid
constituents to account for the apparent added mass effect he expected in the diffusive
processes. The inertia force considered here seems to correspond to such an effect.
However, from the derivation above, it is clear that it is not a part of interactive force,
since there is no inertia effect on the motion of fluid (19);.

3 Problems in Poroelasticity

Hereafter we shall restrict our attention to mechanical problems (isothermal case) of
the theory of elastic porous media,also known as poroelasticity. The governing equa-
tions are based on the balance equations of partial mass (1); » and partial momentum
of fluid and solid constituents (19):

(¢df3 + ¢d\f div Vi = 0,

((1 = ¢)dy) + (1 — p)d; CPV vy =0, (21)
Gdivr+ ¢ grad P —div Ty + ¢ r = ¢ dsg,

(1 = @)dvy + (1 — ¢) grad P — div Ty — ¢ r = (1 — ¢)d,g.

For this system of equations, from (13), (15), (17), and (18), we have the following
constitutive relations:

7o 0 Ay ~
Ty = ¢dr Yy = Y)l + pdp =7 @V ~ 0(2),
T, = TI+PI_T;"= T; + PI + 0(2),

P
r=RV — 7 grad dr + dy(grad Iﬁj?) 4+ 0(2). (22)
f

where 0(2) stands for higher order terms in |V|, and

waWf(d)?dstsvv)v P:P((pvdf?FS)v TI =T1(¢sdfan)-

3.1 Some Models of Porous Media

The governing system (21) consists of two scalar and two vector equations, while
besides the two vector variables of the motions of fluid and solid constituents, there
are three scalar variables, namely, the two true densities, dy and dj, and the porosity
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¢. Therefore, the system is under-determinate, namely, there are less number of
equations than the number of independent variables.

Porosity is a microstructural variable of the porous media. To deal with this addi-
tional variable, without postulating an additional (evolution or balance) equation
for porosity, as proposed in some mixture theories in the literature [9, 10], there
remain some possibilities to formulate deterministic theories from the present theory
of porous media. We may consider following models:

1. Firstly, we can regard the porosity as a constitutive quantity, given by a constitutive
relation.
Independent variables: (dr, d, xr, Xs)-
Constitutive variables:

P = P(d;, Fy), ¢ = ¢, Fy),
r=r(d, F,, V), Tr=Ti(d,Fs, V), T, = T,(d;, Fy, V).

Secondly, we can make some assumption of incompressibility of solid or fluid
constituent to reduce the number of scalar variables.
2. Incompressible solid constituent: constant d.
Independent variables: (¢, dr, X7, Xs)-
Constitutive variables:

P:P(d)?df?Fs)» r:r(d)vdstSvV)v
Ty = Tr(p, dy, Fy, V), T, =T\(¢,ds, F, V).

3. Incompressible fluid constituent: constant dy.
Independent variables: (¢, dy, xr, xs)-
Constitutive variables:

P=P@,F,), r=r(¢,F,V), Tr =T, F, V), T,=T¢,FsV).

4. Incompressible porous medium: constant d; and dj.
Note that even composed with incompressible constituents, the porous body is
not necessarily incompressible because the porosity may vary. Moreover, we can
regard the pore pressure P as an indeterminate pressure so that the system is
deterministic.
Independent variables: (¢, P, xs, xs)-
Constitutive variables:

T, =T, F,, V), T,=Ty(¢.F,,V) r=r(g,FyV).



A Mixture Theory of Porous Media and Some Problems of Poroelasticity 275

3.2 Boundary Conditions

Regarding the boundary as a singular surface between the porous body and the
external medium, we have the following jump conditions for the mixture as a single
body,

ot —u] -n =0,
wWRW—u*)—T|n=0, (23)
[ |

where u* is the surface velocity of the boundary. Therefore, at the boundary of a
solid-fluid mixture body, we have v, = u* and the jump conditions (23) becomes,

[[,OfV]] n = 0,
1 prps
V®'0fV_(Tf+TS)+ETV®V n=0, 24)

Furthermore, the boundary of a porous body can also be regarded as a semipermeable
singular surface for the fluid constituent, in other words, the fluid can flow across
the boundary and the solid cannot. In a semipermeable boundary, it has been proved
that the jump condition of energy is given by (see [5]),

5
[[uf+%v2—v-$}]=0,

L is the fluid chemical potential. From (7), py = pr(uy — ¢J9), it

where ;=

implies the jump condition for the pore fluid pressure in a porous body,

[P1l + df [[w}ﬁrévz—v.%]] =0. (25)

Based on the above jump conditions, we can formulate the boundary condition for
the system of partial differential equations. For well-posedness of the problem, two
boundary conditions are needed at any point on the boundary, in addition to the proper
initial conditions. There are two type of boundary conditions, namely, prescription
of the motion of the boundary or the force acting on the free boundary described in
the following, where the subindex w denotes the corresponding prescribed value at
the exterior side of the boundary.
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3.2.1 Dirichlet Conditions

These are displacement (velocity) boundary conditions. From (24);, one can pre-
scribe the solid displacement u,, and the fluid mass flow m,,,

Us = by,  Qdr(vp —vy) -1 = My,

where i is the displacement vector of the solid constituent.

3.2.2 Neumann Conditions

Traction boundary conditions must be prescribed according to the relations (24), and
(25). Provided that the fluid mass flux is small enough, one can prescribe the total
surface traction f,,

In= T, +Tpn =ty

If in addition, the equilibrium free energy 1//;.) is a function of dr only, then the second
condition implies the continuity of the pore pressure across the boundary,

Pn = pyn,

where py, is the pressure of the adjacent fluid acting on the boundary.

3.2.3 Remarks on Boundary Conditions on a Free Boundary

Since there are two equations of motion in the systems of governing equations, for
a free boundary, two traction boundary conditions are needed. However, unlike the
continuity of total traction, the continuity of pore pressure has been mostly ignored in
the literature, and an additional boundary condition is often postulated for the closure
of the problem. It is proposed by Rajagobal and Tao [8] a “method of splitting the
total traction” into parts acting on the fluid and the solid constituents according to the
proportion of volume fraction (or surface fraction more exactly). Therefore, suppose
that the boundary separates the porous body and the external fluid with pressure p,,,
then the method requires that

P
Trn~ —prn = ——fpwn.
dy

Since the pore fluid pressure is defined as P = py/¢ and py = ¢dy, the proposed
splitting method is consistent with the continuity of pore fluid pressure at the semi-
permeable surface.
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Another condition was suggested by Deresiewicz and Skalak [4], Wilmanski [11];
in which an interfacial version of Darcy’s law simulates the fluid flow across the
boundary,

Pf

pr(vr —vs) - n= Ol(Pf - —Pw),

dr
where « is referred to as the interface permeability. For ¢ = 0 the condition reduces
to v = vy, i.e., the boundary is impermeable, while for o = o0, it reduces to the
continuity of pore fluid pressure. For the value in between, the boundary is not an ideal
singular surface as proposed in the usual mixture theories, instead, the interface has
its physical property. To include such an effect, a more sophisticated mixture theory
containing interfacial membrane must be considered. Such a theory is beyond the
present consideration. However, with of the jump condition (25), which relates the
mass flux and the pore pressure across the boundary, it seems that the postulate of an
additional condition, such as Deresiewicz condition, is superfluous in the framework
of the usual mixture theories of porous media.

4 Acceleration Waves

It is known in a theory of binary fluid mixture, there are two longitudinal waves,
usually referred to as the first and the second sound (see [9] Appendix 5B). For
porous media, the existence of two longitudinal waves, referred to as P1 and P2
waves, was predicted in Biot’s theory [11]. From this observation, mathematically,
the existence of two longitudinal wave in a well formulated theory of two com-
ponent system seems beyond doubt in general. Nevertheless, the non- existence of
second longitudinal wave in incompressible porous media has been pointed out in
the literature (see [11]). Therefore, we would like to consider wave propagations in
the porous models formulated from the present theory under some incompressibility
assumption and show that indeed, in the model with both incompressible solid and
fluid constituents, the second longitudinal wave does not exist. In other models with
only one incompressible constituent two longitudinal waves may exist in general.

4.1 Wave Front Propagation

A propagating wave can be regarded as a moving singular surface through a material
region, across which some physical quantities may suffer jump discontinuity. Let

[A] =A™ — A",

be the jump of the quantity A, where A~ and A" denote its limiting value ahead and
behind of the surface respectively. Let n be the unit normal vector pointing in the
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propagating direction and U be the normal speed of the moving singular surface in
the present configuration. According to Hadamard lemma, if [A] = 0, we have the
following geometric and kinematic compatibility conditions:

[erad A]] = [[grad A - n]jn,  [22]] = —U [[grad A - n]]. (26)

We shall consider a wave front propagating into a homogeneous region of porous
body in equilibrium, in which v = vy = 0. For a weak discontinuity wave, i.e., on
the singular surface, we assume that

[[Vf]] =0, vl =0, [F1 =0,
(4] =0, 141 =0. I[g1=0,

and let

vy s ady ads a9
=5t «=[%] o=15] +=[5] =[F]
The amplitude vectors a; and a, are the jumps of acceleration of fluid and solid
constituents and such a weak wave is called an acceleration wave.

By repeated use of the compatibility conditions (26), the following jump condi-
tions at the wave front hold:

ngad vf]] = —[i] ar @n, ngad vs]] = —% as @ n,
[grad &/ ]| = —5 8n, [[gradd,]] = —[—1] S, n, 27
[erad ¢]] = =L on, [[erad ]| = Ha, @ F'n@n.

Since the relative velocity V = vy — vy = 0 vanishes at the wave front, we can
replace the equations of motion in (21); 4 by the equations (19); and (20) of the
linear theory,

dpvy = — grad P —r + dyg,
(1 = ¢)(dsVy — dyiy) = div Ty + r + (1 — ) (ds — dy)g, (28)

in the systems of the governing equations, without loss of generality.

4.2 Porous Media with Incompressible Solid Constituent

We consider the porous media model of incompressible solid constituent (d; =
constant) governed by the system (21). With the following abbreviations for partial
derivatives,
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P 9Ty

Py=—., Hy=2>%
A7 %A A7 %A

and
P 0

r= RV—d— grad dy+dy grad ¥ = RV+R,, grad df+Ry grad ¢+Rp,- grad F,
T’

the jumps of the governing equations at the wave front become

Udf(ﬂ + U¢8f — ¢df(af -n) =0,

Up+ (1 —¢)as-n) =0,

Uzdfaf —U(Pp +Rp)pn — U(Pdf +Rdf)8fn + ((RFS +Pp)-as ® FYTn)n =0,
U2(1 — ¢)(dsas — drar) + U(Rpl + Hy)gpn

+URg I + Hy,)5n — ((1 ®Rp, + Hp,) - a; ® an)n —0.
For clarity, the last two equations in (Cartesian) component forms are
Udsal — U(Py + Ry)pni — U(Pg, + Ra,)dpn; + ((RFS + Pr )t Fé”nj)ni —0,
U*(1 — ¢)(dsal — dpaf) + URSI + Hy)ijo nj

U R T+ Hap)idynj — (G(Re )k + (HE a5 i ) nj = 0.
If we define
My = (Rr, + Pr,) e n; n;, O = (8 (REka + (HE)jra) Fninj, (29)
then the system can be written as

Udf(ﬂ + U¢8f - ¢df(af . }’l) = 0,
Up+ (1 —¢)as-n) =0,
U(Ps + Ry)¢n+ U(Py, + Ry)8n — Udpay — M a; = 0,

URyl + Hy)pn + U(Rg I + Hy)dpn — U(1 — ¢)(dsay — dsay) — Qay = 0.
(30)

4.2.1 Longitudinal Acceleration Waves

For longitudinal waves, let
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i.e., the amplitude vectors of accelerations of fluid and solid constituents are in the
direction of the propagation direction, and let

Py =Py +Rs, Py =Py +Ry, Hsy=Ry+n-Hsn, Hy =Ry +n-Hyn.

The system (30) then can be written as

Udg  U¢ —¢ds 0 ¢ 0

U 0 0 (1—¢) s | |0
UP,  UPy —U%dy —n-IIn | |a |~ |0
UHy UH, —U*(1—¢)dy U*(1—¢)d,—n-0On| | &y 0

The propagation condition requires the determinant of the coefficient matrix be van-
ish.

Obviously, if U = 0, the determinant is identically zero, as well as ay = a, = 0,
which is an uninteresting case. Therefore we are looking for moving longitudinal
wave with U # 0. The vanishing of the determinant can be simplified to

dr ¢ —¢ 0
10 0 (1—¢) _
det\ 5, B, U2 —n-IIn =0, GD

Hy Hy —U*(1—¢) U1 —¢)d,—n-On
which is a quadratic equation in U?, say
aU4+bU2+c=O,
with the coefficients given by

a=¢( — @),
b=—¢n-0n +(1—¢)$(n-In)
+(1 = §)’¢Ps — (1 = )(@ds + (1 = §)dp)Py, + (1 — $)(dsHy, — $Hy),
¢ = ¢Py(n-On) — ¢Hy (n - ITn) — (1 = )¢ (PyHy, — Py Hy).
In case there are two positive real roots of this quadratic equation, there will be
two longitudinal waves propagating in the porous body. Obviously, this possibility

depends on the constitutive parameters in the above coefficients.
To be more specific, we shall consider a simple case with constitutive relations,

v =yPdp), T, =Tu(Fy), (32)

so that
Hy =0, Hy =0, Ry =0, Rr =0.
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Moreover, if we assume the free energy 1//]9 (dr) is the same as that of the pure fluid
in the pore and the relation (10) holds, i.e.,

P = d? —f, hance Py =0, Pr, =0,

and, from (22), we have

0
Ry = —(% —df%) =0.

In this simple case, we have, from (29),

Py=0, II=0, Hy=0, Hy;=0,

Oi = (Hr)ijaF“min; = Lijg njny, (33)
where, from (13),
aT!
Liw = - by
5

is the elasticity tensor of the solid constituent. It is usually assumed that the elasticity
tensor is strong elliptic and the compressibility is positive, i.e.,

opP
Py = @ >0, Lyguviuv; >0 Yu,v#0. (34)

The quadratic equation of the propagation condition can then be written as

A
(W—@wté%Qi¢ 3)v* =0, (35)

n@n aP
PPN C) = PR
(1 — ¢p)d, 27 94

are the well-known speeds of longitudinal wave in an elastic solid and an elastic
fluid respectively. In the present case, from the roots of (35), these two speeds are
modified by the presence of the last term in the Eq. (35).

From this simple case, it seems reasonable to expect two longitudinal wave speeds,
known as P1 and P2 wave, in the present theory of porous media with incompressible
solid constituent, from the propagation condition (31) in general.

where, by (34),
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4.2.2 Transversal Acceleration Wave

For transversal wave, as -n = 0 and ay - n = 0, from the the first three equations of
(30), it follows that

1 -
g0=0, 5f=0, dfafz—mﬂas,

and the last equation becomes
(©— U =¢)D) — (1 = $)d,U I)a, =0 (36)
Let a; = agm where m is a unit vector normal to the propagation direction, i.e.,

m -n = 0. Then from (36), there is a transversal wave with propagation speed given
in the following relation,

(1 —¢)dU* =m- (0 — (1 — ¢)[)m.

In particular, for the simple case given by (32), the velocity of propagation reduces
to the well-known speed of shear wave in an elastic body,

U o | moOm
(1 — ¢)d;

4.3 Porous Media with Incompressible Fluid Constituent

Similarly, for the model of incompressible fluid constituent (d; = constant) governed
by the system (21), we have

Ug—¢las-n) =0,

Udyp — U(1 — ¢)d; + (1 — ¢)d,(as - n) =0,

Uﬁd)(pn — Udyay — Ma, =0,

U(Ryl + Hy)pn — U*(1 — ¢)(dray — dyay) — Qa, =0. (37

For longitudinal waves, we have

U 0 —¢ 0 @ 0
UP, 0 —U%d; —n-In a |~ |0
UH, 0 —U*(1 —¢)dy U1 —p)dy—n-On | | & 0
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and the determinant of the coefficient matrix reduces to

| ~¢ 0
det| P,  —U’ds —n-In =0, (38)

Hy —U>(1 —¢)dy  U>(1 — ¢)d, —n - On
which lead to the quadratic equation in U?,
(U>(1 = ¢)d, — n- On) (Ud; — ¢pPy) + (n- On)(U*(1 — ¢)dy — ¢pH,) = 0.

Therefore, there may also exist two longitudinal wave in the incompressible fluid
model.

We may also consider a simple case that the pore pressure and the fluid free energy
are independent of F\, so that IT = 0. In this case, there are two longitudinal waves

(P1 and P2 waves),
n@n ¢ ~
U =,———, Uy = [—P,.
TV - o), TV

The first wave is the same as the longitudinal wave in the elastic body, while the
second wave is essentially the compressive wave of pore fluid.

For transversal wave, from (37), one can easily check that the propagation con-
dition is exactly the same as the relation (36) for the incompressible solid model.

4.4 Incompressible Porous Media

For an incompressible porous medium, we assume that both the solid and the fluid true
densities are constant. In this model the pore pressure is regarded as an indeterminate
pressure, and for acceleration waves, we have, in addition,

[P1=0, [lgradP]|=mn,

where 7 = [Igrad P n]] By taking the jump of the system of equations (21) at the
wave front, we obtain

Up —¢(ar-n) =0,

Up+ (A —¢)as-n) =0,

URgpn — U n — U'dpay — Ma, =0,

U(Ryl + Hy)pn — U*(1 — ¢)(dray — dyas) — Qas = 0. (39)
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The abbreviations are the same as before except
My = Rp)iaFlnjn,.

For longitudinal wave, the system can be written as

U 0 —¢ 0 0] 0
U 0 0 (1— Q) 7| |0
UR, ~Un —U%dy —n-IIn _ a| |0}|’
UHy, O —U?(1 — ¢)ds U*(1 —¢)dy —n-0On | | ay 0
and the determinant of the coefficient matrix reduces to
1 —¢ 0
det | 1 0 (1—9¢) =0,

Hy —U*(1 —¢)d;  U(1 —¢)d, —n-On
which gives only one propagation speed,

o Gn-On+o( —d)H,
¢(1 = )i + (1 = ¢)2dy’

Therefore, there is no second longitudinal wave in this model as pointed out in the
literature. As for the transversal wave, the propagation speed is the same as before.
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Plane Waves, Uniqueness Theorems

and Existence of Eigenfrequencies

in the Theory of Rigid Bodies with a Double
Porosity Structure

Merab Svanadze

Abstract The present paper concerns the linear theory of rigid bodies with a dou-
ble porosity structure. Some basic properties of plane harmonic waves are treated.
The internal boundary value problems (BVPs) of steady vibrations are formulated.
The uniqueness theorems for regular (classical) solutions of these problems are
proved. The existence and asymptotic distribution of eigenfrequencies of the inter-
nal BVPs of steady vibrations are established. Finally, the connection between plane
harmonic waves, uniqueness of solutions and existence of eigenfrequencies are pre-
sented.

1 Introduction

The mathematical models of double porosity media, as originally developed for
the mechanics of naturally fractured reservoirs, have found applications in many
branches of civil engineering, geotechnical engineering, technology and, in recent
years, biomechanics.

On the basis of Darcy’s law the general 3D theory of consolidation for mate-
rials with single porosity was formulated by Biot [4]. The mathematical model of
porous media with double porosity is proposed by Barenblatt et al. [2]. The theory
of consolidation for elastic materials with double porosity is presented by Aifantis
and coauthors [3, 21, 51]. This theory unifies the earlier proposed models for porous
media with double [2] and single porosities [4]. More general models of double
porosity materials (the cross-coupled terms are included in the equations of conser-
vation of mass for the pore and fissure fluid) are introduced by several authors [16,
17, 22-25, 52]. The linear theory of viscoelasticity for Kelvin-Voigt materials with
double porosity is presented and fundamental solution of equations of steady vibra-
tions is constructed by Svanadze [43]. The double porosity concept was extended to
media with multiple porosity by Bai et al. [1] and Moutsopoulos et al. [28].
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In the last decade there has been interest in investigation of problems of the theories
of elasticity and thermoelasticity for solids with double porosity. In this connection,
the linear theory of elastodynamics for anisotropic nonhomogeneous materials with
double porosity is studied by Straughan [34]. The properties acceleration waves in
the nonlinear double porosity elasticity are established by Gentile and Straughan
[18]. The fundamental solutions in the theories of elasticity and thermoelasticity for
materials with double porosity are constructed by Scarpetta et al. [33], Svanadze
[37, 42], Svanadze and De Cicco [47]. The basic properties of plane harmonic waves
in the coupled linear theory of elasticity for solid with double porosity are established
by Ciarletta et al. [10] and Svanadze [41]. The three-dimensional BVPs and initial-
BVPs of the theory of elasticity for materials with double porosity are investigated
by potential method and the theory of singular integral equation by Scarpetta and
Svanadze [32] and Svanadze [39, 40, 44].

The double porosity model represents a new possibility for the study of important
problems concerning the civil engineering. The intended applications of the theories
of elasticity and thermoelasticity for materials with a double porosity structure are to
geological materials such as rocks and soils, manufactured porous materials such as
ceramics and pressed powders, and biomaterials such as bone. The double porosity
model would consider the bone fluid pressure in the vascular porosity and the bone
fluid pressure in the lacunar-canalicular porosity. The mathematical problems of
the theory of bone poroelasticity are studied by Svanadze and Scalia [48, 49]. An
extensive review of the results of this theory, along with references to various pertinent
contributions, may be found in the survey papers by Cowin [12], Cowin et al. [13]
and Rohan et al. [30].

Recently, on the basis of balance of equilibrated force the theories of elasticity
and thermoelasticity for materials with a double porosity structure are presented by
Iesan and Quintanilla [20]. In this paper the Cowin-Nunziato theory of materials with
voids [14, 29] is generalized to derive a theory of thermoelastic solids, which have
a double porosity structure. The basic equations for elastic materials with a double
porosity structure involve the displacement vector field and the volume fraction fields
associated with the pores and the fissures. The basic three-dimensional BVPs of the
equilibrium theory of elasticity for materials with a double porosity structure are
investigated by potential method and the theory of singular integral equations by
Iesan [19]. The uniqueness and existence theorems for external BVPs of steady
vibrations in the linear theory of rigid bodies with a double porosity structure are
proved by Svanadze [45].

In the present paper, we shall consider the 3D linear theory of rigid bodies with
a double porosity structure [20]. This work is articulated as follows. Section?2 is
based on the dynamical equations for rigid bodies with a double porosity structure. In
Sect. 3 some basic properties of plane harmonic waves are treated. In Sect. 4 the basic
internal BVPs of steady vibrations are formulated. In Sect. 5 the uniqueness theorems
for regular (classical) solutions of these problems are proved, the existence and
asymptotic distribution of eigenfrequencies of the internal BVPs of steady vibrations
are established. Finally, in Sect.6 the connection between plane harmonic waves,
uniqueness of solutions and existence of eigenfrequencies are presented.
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2 Basic Equations

Let X = (x1, X2, x3) be a point of the Euclidean three-dimensional space R, let
t denote the time variable, # > 0. In what follows we consider a rigid body with a
double porosity structure that occupies the region £2 of R*. ¢(x, 1) and ¥ (x, 1) denote
the changes of volume fractions from the reference configuration corresponding to
pores and fissures, respectively.

We assume that subscripts preceded by acomma denote partial differentiation with
respect to the corresponding Cartesian coordinate, repeated indices are summed over
the range (1, 2, 3), and the dot denotes differentiation with respect to ¢.

The governing field equations in the linear dynamical theory of rigid bodies with
a double porosity structure are as follows [20]:

(1) The constitutive equations
G=ag;+ B T=Ppo;+ v (1

where 6; and 7; are the components of equilibrated stress vectors, j = 1, 2.
(2) The balance of equilibrated forces

GitE+Fi=pg, T+ +F=pm, ©)
where
E=—aip -3y, {=-w3¢— i, 3)

o, B, v, a1, ay, a3 are constitutive coefficients, 5-, E and F R I:"Q are the intrinsic
and extrinsic equilibrated body forces, respectively, p; and p, are the coefficients
of the equilibrated inertia, p; > 0, py > 0.

Substituting Eqgs. (1) and (3) into (2), we obtain the following system of equa-
tions of motion in the linear theory of rigid bodies with a double porosity structure
expressed in terms of the volume fraction fields ¢ and :

OlA@-f‘ﬂAlz—Oll(f?—azip:pﬂé—Fh

- - = - 4
BAG+ Yy AY —a3@ —ar ¥y = ;o — I, @

where A is the Laplacian operator.
Neglecting the extrinsic equilibrated body forces in (4), we obtain the following
system of homogeneous equations of motion in the considered theory:

WA‘Z"“ﬂA‘/}—al@_O{NZ_PIé_:O,

~ - = 5
BAG+ Yy AY —az3 @ —ary — oo = 0. ©)
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We will suppose that the following assumptions on the constitutive coefficients
hold true [20]

o >0, ozy—ﬂ2>0, o > 0, ozlotz—oz§>0. (6)

3 Plane Harmonic Waves

Let us suppose that plane harmonic waves corresponding to a wave number t and to
an angular frequency o propagate in the x;-direction through the rigid solid with a
double porosity structure. Then

G, 1) = Cre™=en,  r(x, 1) = el ™)

where C; and C; are constant values, w > 0.

It is obvious that if 7 > 0, then the corresponding plane wave has the constant
amplitude, and if 7 is complex with Im 7 > 0, then the plane wave is attenuated as
X1 — —+00.

Keeping in mind the condition (7), from (5) it follows that

(at? —m) C1 + (Bt + a3) C, =0,

(3
(Br? +a3) C1 + (y12 —m) C2 =0,
where n; = ,oja)2 —a;, j=1,2.
‘We introduce the notation
ag=ay — B2, Py=aa —aj3, ©
o=am+yn+2Baz,  no=mn —o3.
Obviously, from (6) it follows that oy > 0, By > 0.
If 7 is a solution of the biquadratic equation
4 2 _
ot — ot + 10 =0, (10)

then (8) has non-trivial solutions (C, C5). The relation (10) is the dispersion equation
of longitudinal plane harmonic waves. In this section, we will establish the basic
properties of solutions of (10).

It is easy to see that

o = p1p2w* — (pray + pran)w? + By (11)

with the discriminant 2* = (pa2 — por1)? + 4p1p2a32 > 0. On the basis of (6) the
equation
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p1o2w* — (o102 + pray)@* + By = 0

with respect to w has two positive roots w; and w, called the cutoff frequencies in
the considered theory. Obviously, if Z* > 0, then w; # w; (in this case we assume
that w; < w») and if Z* = 0, then w; = w>.

Let @) = /‘;—: and @, = /‘;—z. Assume without loss of generality that @; < @;,
that is

a_p (12)
[2%) P2
Clearly,
w) <@ <@y < w). (13)

Remark 1 The cutoff frequency is the critical frequency between wave propagation
with the constant amplitude and attenuation, which corresponds to the frequency at
which the longitudinal wave number is zero. The wave propagation in the single
porosity materials is studied by Biot [5], where the existence of one cutoff frequency
(called as “the certain frequency”) is established. In addition, in [5, 6], the frequency
intervals below and above the cutoff frequency are called as “low-frequency range”
and “higher frequency range”, respectively.

Remark 2 The dispersion equation (10) is also valid below the cutoff frequency,
where the longitudinal wave number is imaginary.

Obviously, If 2* = 0, then w; = w, and there are two frequency ranges in the
considered theory:

1. Low-frequency range LF' = {0 : 0 < w < w;},
2. Higher frequency range HF' = {w : v > w;}.

If 2* > 0, then there are three frequency ranges in the linear theory of rigid bodies
with a double porosity structure:

1. Low-frequency range LF = {w : 0 < w < w1},
2. Medium frequency range MF = {w : w1 < » < w»},
3. Higher frequency range HF = {® : v > w1}.

The Eq. (10) may be written in the form

aoE” — Lof + 1o = 0, (14)

where £ = 12. Let 7 = §02 — dagno.
We will consider separately the cases: (a) Z* = 0 and (b) Z* > 0.

(a) Let 2* = 0. On the basis of (9), (11)—(13) we have the following results.
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Lemma 1 If 2* = 0, then
(i) —, a3=0,
(ii) w1 =@ =0 =wy = /‘;—: is the cutoff frequency,

2
(iii) no=mm = pip2 (0> —})", o= (p1y + pa) (0* — &}),

(iv) the dispersion equation (10) has the form
@8” = (pry + o) (0 = 0] €+ p1p2 (0 —}) =0, (15)
(v)
2 =[(p1y — p2)* +4B%012] (0* = })’ =2 0

and (15) has two real roots & and &,.

Lemma 2 If 2* =0, then

(i) & <0 forweLF',
(ii) & =0 forw = w,
(iii) & > 0 for w € HF',

where j =1, 2.
Lemma 3 Let w € LF' U HF' and 2* = 0. The equation 9 = 0 implies:
(i)
@ _n

- . B=0,
14 P2

(ii) the dispersion equation (15) has the double root

§1=§'2=%(a)2—w%),

(iii) the system (8) has the following form
(*—&)C =0 1=12

Let 7; = /€ for & > 0 and 7; = i,/—§; for § <0, j = 1,2, where & and &
are the solutions of (14). Obviously, t; and 7, be roots of (10) with respect to ,
i.e. 71 and 1, are the wave numbers of longitudinal plane harmonic waves. If 7; is
represented by complex value, then the amplitude change of a decaying plane wave
can be expressed as

C/=Ce ™™ jl=1,2.
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In this expression the amplitude C; is the reduced amplitude after the wave has
traveled a distance x; from the initial location, C; is the unattenuated amplitude
of the propagating wave at the same location, the quantity Im 7; is the attenuation
coefficient of the wave traveling in the x;-direction.

Lemmas 1-3 lead the following theorems.

Theorem 1 If 2* = 2 =0 and w € LF' U HF', then through a rigid body with
a double porosity structure one longitudinal plane wave P| propagates with wave
number t,. This is attenuated wave for w € LF' and has the constant amplitude for
w € HF' as x; — +o0.

Theorem 2 If 2* =0, 2 > 0 and w € LF' U HF', then through a rigid body with
a double porosity structure two longitudinal plane waves Py and P, propagate with
wave numbers t| and T,, respectively. These are attenuated waves for w € LF" and
have the constant amplitudes for v € HF' as x; — +0o0.

(b) Let Z* > 0. In what follows we use the following results.

Lemma 4 If 2* > 0 and w € LF U HF, then

(i) no >0,
(ii) m <0, 1, <0, & <0forw € LF,
(iii) m1 >0, 1, >0, & > 0for w € HF.

Proof (i) On the basis of relations w € LF U HF and (13) from (11) we have
Nno > 0.

(i) Let 0 <w < w;. Then 1 = pi(w? — a)f) <0 and 1 = pr(@? — a)g) <
P (w?* — w%) < 0. However, from (6) and inequality no > O it follows that

Bl < Jay and |as| < /n1n2. Therefore,

1
[Bas| < oy (=ni)(=m) = /—an/—yn < —5(0”72 +vn)

and an, + yn — 2|Bas| < 0. Hence, ¢y < O.
(iii) Let @ > w,. Then n; = py(w? — a)f) > p1(w? — w%) >0 and 1, = po(w® —
w3) > 0. However,

1
|Baz| < Jay/mm = JamJ/yn < 5(0”72 +yn)

and any + yn — 2|Bas| > 0. Hence, ¢y > 0. O
Quite similarly we can proved the following result.

Lemma 5 If 7* > 0 and ny = 0, then

(i) m <0,m <0,% <0 for w=wy,
(ii) m >0,1n2>0, ¢ >0 for o= ws.
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We introduce the notation
a=my—ma, bi=mB+ay, br=my+az. (16)

Obviously,
niby = maby + aza. (17)

Lemma 6 Ifnn, # 0, then

1
P = — [(nby + mb)* + nod’] . (18)
nn2

Proof Taking into account (9) and (16) we have

D = (am+ym +2Ba3)* —4ay — BH(nim — o3) (19)
= (amy — yn)> + 4 [B*mmz + Baz(amy + ym) + aya;| = a® + 4bbs.

By virtue (17) from (19) it follows that
) 4 1 2 2
92 =a + n—(nzbg + aza)by = 77_ (ma + 4azaby + 47)2b2)
1 1

1
P (41365 + dmbracs + aja* + noa’)
112

1
— [@mbs + aa3)* + noa®] =

— [nib1 +mb2)? +mod’] . 4
nnz nnz

Lemma 7 If 2* > O, then the Eq. (14) has real roots & and &, with respect to &. In
addition

(i) & <0and&, <0 forw € LF,
(ii) & =0and é, <0 forw = w;,
(iii) & >0and & <0 forw € MF,
(iv) & >0and& =0 forw = w,,
(v) & >0and&, >0 forw € HF.

Proof If w € MF,thenny < Oand & = {02 —4agno > 0. If w is a cutoff frequency,
then ny = 0, ¢y # 0 and from (18) we get ¥ > 0. However, if w € LF U HF, then
by Lemma 1 we have 1y > 0 and from (18) it follows that Z > 0. Hence, ¥ > 0 for
arbitrary positive w and consequently, the Eq. (14) has real roots with respect to &.
On account of Lemmas 4 and 5 it is simple to establish the sings of the roots of
Eq.(14). O

Lemma 7 leads to the following results.

Theorem 3 If 2 > 0, Z* > 0 and w is not the cutoff frequencies, then through a
rigid body with a double porosity structure two longitudinal plane waves Py and P,
propagate with wave numbers 1| and 1, respectively:
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(i) these are attenuated waves as x; — +0o for w € LF,
(ii) Py has the constant amplitude and P, is attenuated wave as x; — —+00 for
w € MF,
(iii) these waves have the constant amplitudes for o € HF.

Theorem 4 If 2 > 0, 2* > 0 and w is the cutoff frequencies, then through a rigid
body with a double porosity structure one longitudinal plane wave propagates:

(i) this is attenuated wave as x; — +o0 for v = wy,
(ii) this wave has the constant amplitude for o = w,.

It is easy to see that the system (8) can be written as

(o7? —ay) gl +b0,C, =0, (20)
b,Cy + (Ol()‘( — az) C, =0,
where a; = n1y + @3, a = mo + a3 B, by and b, given by (16). Obviously, a; +
a) = §'0 andal —dy) =d.

In addition, the inequality Z* > 0 implies

il R Y Q1)
0% P2
or
AL 40 (22)
(2% P2

Now we study the case 2 = 0 and we will establish the values of the frequency
o from LF U HF, when the Eq. (14) has a double root. Clearly, on the basis of (18),
if no > 0, then the Eq. (14) has a double root for some frequencies from LF U HF'.
We have the following results.

Lemma 8 If 2 = 0 and the condition (21) is satisfied, then

(i)
o o
— € }0; —I[U]&; +0<>[, (1y — aa)(p1y — pa) > 0,
14 o) P2
(ii)
W =0 < )y = wy, B=0 for az=0 and
W <0 < < w, B #£0 for az#0,
(iii)
Blar1p2 — azp1) = az(aps — yp1),
(iv)

_ 2ap(a1p2 — 2p1)
p1y — P2

o
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(v)
a3 >0 for
a3 <0 for

c O;Z—;[, a3 20 and
€ %;Jroo[, s # 0.

XIR XIR

Lemma 9 If 7 = 0 and the condition (21) is satisfied, then

(i) @ = wy, where
— o
wo = a”/—z’ (23)
p1y — p2

(ii)
10y — 020
§l=b=—""7"7+,
Py — p2
(iii)
wy €LF, & =& <0 for %e 03%[ and
wy € HF, & =& >0 for %e %;—i—oo[.

Lemma 10 [If 2 = 0 and the condition (22) is satisfied, then

(i)
@ _a
Y B o’
(ii)
W < @) =W < Wy, B #0,
(iii)
a3 o
— < _,
B o
(iv)
;_0 _ _20(00[3
B

Lemma 11 [If 2 = 0 and the condition (22) is satisfied, then

(i) @ = @y, where

&y = M’ (24)
o18
(ii) o
fl=f=——
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(iit)
@ €LF, & =£&<0 for 0<% <% and
@ € HF, & =& >0 for % <0.

Let Z = 0and w € LF U HF. Then from (18) we have a = 0, 11b; + n,b, = 0.
By virtue of (21) we get a; = a,, by = by, = 0 and from (20) it follows that

(oc()rz — al) C, =0, (aorz — al) C, =0.

Hence,
2 2 _ @
(o))

In addition, a; = %g“o. By Lemma 4 we obtain a; < 0 for w € LF and a; > 0 for
w € HF.
We have thereby proved.

Theorem 5 If 2 = 0 and the condition (21) is satisfied, then v = wy and through a
rigid body with a double porosity structure one longitudinal plane wave propagates;

(i) this is attenuated wave as x; — +00 for wy € LF,
(ii) this wave has the constant amplitude for wy € HF, where wy given by (23).

Theorem 6 [If 2 = 0 and the condition (22) is satisfied, then w = @y and through a
rigid body with a double porosity structure one longitudinal plane wave propagates;

(i) this is attenuated wave as x; — +00 for @y € LF,
(ii) this wave has the constant amplitude for @&y € HF, where @ given by (24).

Remark 3 1Itis obvious that if plane harmonic waves propagate in an arbitrary direc-
tiond = (dy, d», d3) through a rigid body with a double porosity structure, then we
obtain the same result given in Theorems 1-6.

4 Internal Boundary Value Problems of Steady Vibrations

If the volume fractions fields ¢, ¥ and the extrinsic equilibrated body forces Fi, F,
are postulated to have a harmonic time variation, that is,

{95’ 1/7, F1, Fz} (x,1) =Re [{(p, ¥, Fi, Fy} (X) efiwz] ’

then from the system of equations of motion (4) we obtain the following system of
nonhomogeneous equations of steady vibrations in the linear theory of rigid bodies
with a double porosity structure
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(@A+n)e+(BA—-a3)y =—F,

BA—as)g+(y Atm)y = —Fs. 25)

The corresponding system of homogeneous equations of steady vibrations in this
theory can be written as

(@A+n)e+(BA—a3) Yy =0,

26
(BA—)p+(y Adm) = 0. (20
We introduce the matrix differential operator
ADy) = (4;Dy),, , .
where
Ai(Dy) =aA+n1, ApDy) =A3Dx) =B A —as,
Ay =y A+m,  Dy= (& Lk
The system (25) can be written as
ADyu(x) = F(x), (27

where u = (¢, ¥) and F = (—F;, —F,) are two-component vector functions.
Let S be the closed surface surrounding the finite domain 27 in R3, Se

cC. 0<v<l, QF =0T US. The scalar product of two vectors u = (uy, uy)
2
and v = (vi, v2) is denoted by u - v = > u;V;, where ¥; is the complex conjugate of
j=1
Vj.

Definition 1 A vector function u = (¢, ¥) is called regular in T if ¢, ¥ €
cC2(RHNnclLh).
In the sequel, we use the matrix differential operator
P(Dy, n) = (P;(Dx, n))2x2,
where
Pi(Dy.n) =a,  PpDyn) =PyDyen) =L Ppdyn) =y,

n = (ny, ny, n3) is the unit vector, 3% is the derivative along the vector n.

The basic internal BVPs of steady vibrations in the linear theory of rigid bodies
with a double porosity structure are formulated as follows.

Find in £2* aregular (classical) solution u = (¢, 1) to system (27) satisfying the

boundary condition
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lim uX) = {u@)}t =f(2)

2+>5x—>z€S§

in the internal Problem (I )i;f,

lim _ P(Dy. nz)u(x) = {PD,, n(z)uz)}" =f(z)

2+5x— z€

in the internal Problem (II )Ef, where F and f are known two-component smooth
vector functions, n(z) is the external unit normal vector to S at z.

In the next section, the uniqueness of regular solutions of the BVPs (I )}ff and
(I1)5 ¢ will be studied.

5 Uniqueness Theorems

On the basis of the Green’s first identity [26, 27]

/Q+ [Ap(xX)¥ (X) + Vox) - Vi (x)] dx :/s wEZ;W( z)d,S

we have
/ [(@A +n)e@ + a|Vel* — nilel*]dx = a/—wd S,
o+

(28)
/ [(ﬁA—OB)l/f@-FﬂVI/f'V§0+0€31/f¢]dx=,3/3—w¢dz5-
2+ s on

Taking into account (28) we obtain

3
/ (@A + 1)@+ (BA — an)ylg + W) dx = / ("‘a_ + ﬂ—“’) 4,5,
0+ S
(29)
where Wy = a|Vo|> + BV - Vo — nil¢]* + a3y @.

Quite similarly we get

/m {l(BA a3+ (v A+ )y 1y + Wz}dx:/

S

dp oY\ _
(ﬁa—n + )/a—n) od,S,
(30)

where Wy = BV - Vi + y VY > — m|¢ | + azp¥.
From (29) and (30) it follows that

[ADYux) -ux) + Wx)]dx = /P(Dz, n(z))u(z) - u(z)d,S, (31)
2+ S
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where

W=Wy+W;,  Wy=a|Ve|*+28Re (Vg - V) + y|Vy|?,

(32)
Ws = —mlpl* + 2asRe (p¥) — ma|/|*.
Taking into account (6) from (32) we have
Wy > 0. (33)

Theorem 7 If 7* > 0 and » € LF, then the internal BVP (K); ¢ has one regular
solution, where K =1, 1.

Proof Suppose that there are two regular solutions of problem (K );f, where
K =1, II. Then their difference u = (¢, V) is aregular solution of the internal homo-
geneous BVP (K )[{ o- Hence, the vector u is a regular solution of the system (26),
ie.

ADyux) =0, for xe Rt (34)
and satisfies the boundary condition
(P(D,, n(z)u(z) -u@)}" =0 for xe 2t. (35)

Taking into account (34) and (35) from the equality (31) we obtain
W(x)dx = 0. (36)
0+

By virtue of Lemma 4 and the condition w € LF it follows that g > 0, n; < 0,1, <
0 and we have W3 > 0. On the basis of (32) and (33) from (36) we get W(x) =0, and
this relation implies W3(x) = 0. By inequality ny > 0 from (32) we obtain u(x) = 0
forx € 27. |

Theorem 8 If 7* =0 and w € LF, then the internal BVP (K){ ¢ has one regular
solution, where K =1, 1.

Theorem 8 can be proved similarly to Theorem 7.

Theorem 9 If 7* > 0 and w = wy, then

(i) the internal BVP (I );f has one regular solution,

(ii) any two regular solutions of the internal BVP (II);f,f may differ only for an
additive vector u(x) = (¢(X), ¥ (X)), where

¢(X) = ¢ = const, Y(X) =c, =const for xe 27, 37
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¢y and ¢y are arbitrary complex numbers satisfy the equation
a3C) = N2Cs. (38)

Proof Clearly, the difference u = (¢, 1) of two regular solutions of the BVP (K )lff_ ¢
is a regular solution of the homogeneous BVP (K )({ o» Where K =1, 1. The vector
u satisfies the system of homogeneous equations (34) and boundary condition (35).
Hence, we have (36).

On the other hand, by Lemma 5 we have n; < 0,1, < 0,111, = a% and

_ _l 21 12 7 2 2 _i _ 712
W3 = n a3lel” = 2azmRe(py) + myl¥|” | = nzlotw my|°=0. (39)

By virtue of (33) and (39) from (36) it follows that Wy(x) = 0 and W3(x) = 0 for
x € £27. The last two equations imply the Egs. (37) and (38).

In the case of BVP (I )({ o> in view of homogeneous boundary condition {u(z))* =
0 from (37) we get ¢; = ¢, = 0 and hence, u(x) = 0 forx € 27.

In addition, in the case of BVP (I )af o- if a3 = 0, then from (38) it follows that
¢y = 0 and consequently, we obtain u(x) = (ci, 0). (I

Theorem 10 If 2* = 0 and w = w,, then

(i) the internal BVP (I)if,f has one regular solution;

(ii) any two regular solutions of the internal BVP (II);?’f may differ only for an
additive vector u(x) = (¢p(X), ¥ (X)), where ¢ and \ satisfy the condition (37),
¢y and ¢, are arbitrary complex numbers.

Proof Quite similarly, as in the previous theorem, the difference u = (¢, ¥) of two
regular solutions of the BVP (K );{ ¢ 1s a regular solution of the homogeneous BVP
(K)g.9» Where K = I, II. Hence, we have (36).

On the other hand, by Lemma 1 from equations 2* = 0 and w = w; we have
n1 = 2 = az = 0. These equations imply W3(x) = 0. By virtue of (32) and (33)
from (36) it follows that Wy (x) = 0. From the last equation we obtain the condition
(37).

In addition, in the case of BVP (1 )(t o- 10 view of homogeneous boundary condition
{u(z)}* = 0 from (37) we get ¢c; = ¢, = 0 and hence, u(x) = 0 forx € 2. O

Now we begin to study uniqueness of regular solution of BVP (K )I]f_ ¢ forw > wy,
where K = [, II. Let u = (¢, V) be a regular solution of the first internal homoge-
neous BVP (1 )({ o- As in classical theory of elasticity (see [26, 27]), this problem is
reduced to the equivalent Fredholm’s homogeneous integral equation

v(X) — w? / G(x, Y)V(y)dyS = 0, (40)
_Q+
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with the symmetrical kernel G(x, y) = G (y, x) of class L,, where G is the trans-
pose of matrix G, v(x) = Eu(x) and

2= (0 ).

This is proved in the conventional manner, applying Green’s formula of the con-
sidered theory. Hence, in agreement with the Hilbert-Schmidt theorem follows the
existence of a discrete spectrum of real eigenvalues of the parameter w?> for which
integral equation (40) has solutions different from zero. These values w are called
the eigenfrequencies of the internal homogeneous BVP (I );{ 0

Let {a)(]-)};; is the complete system of the eigenfrequencies of BVP (1 )('{ o> Where
() < wpy < ---. On the basis of Theorems 7-10 it follows that

W <1 =W =, wg) — +oo  for j— +oo. 41

Therefore the following theorem is valid.

Theorem 11 The first internal homogeneous BVP (I )({0 has a discrete spectrum of
o0
eigenfrequencies {a)(,-) };21 where {wé)} is the complete system eigenvalues of

j=1
the integral equation (40). These eigenfrequencies satisfy the condition (41).

Keeping in mind Theorems 7—10 the following theorem is proved quite similarly.

Theorem 12 The second internal homogeneous BVP (11 ):{ o has a discrete spectrum

oo
of eigenfrequencies {67)(,-) };fl, where {d)é)] is the complete system eigenvalues of
- i=1
Fredholm’s integral equation

v(X) — @’ / H(x, y)v(y)dyS = 0
_Q+

with the symmetrical kernel H(x, y) = HT (y, X). These eigenfrequencies satisfy the
conditions w; = @y < &) < - -+ and &gy — +00 for j — +o0.

(o]
. and

Now we establish the asymptotic distribution of eigenfrequencies {a)(,-)}];

{&g) }zl . Letus denote by N (r) the number of eigenvalues wy;) (or ;) not exceeding
r,wherer >0, j=1,2,...

Ny =1 or N(ry=>_1

wj=r wj<r
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Let v; and v, be the positive roots of equation (with respect to v)

p1oavt = (o1 + pra)v* +ap = 0,

i.e.

v = \/Zp:pz [,01)/ + paat — /(pry — paet)® + 4101,02/32]’
(42)

vy = \/ﬁ [my + pao ++/(pry — pra)* + 4/01,02/32]-

Obviously, v; and v, are the velocities of the longitudinal plane waves in the linear
theory of rigid bodies with a double porosity structure foro; = ap = a3 = 0. Clearly,
if B = 0, then from (42) it follows that

\/7 \/7
vV = _—, V) = —_—.
P1 P2
Quite similarly as in the theory of elasticity of binary mixtures [35], by using the

same technique of Tauberian theorems due to Carleman [9] we obtain the following
theorem.

Theorem 13 The asymptotic behavior of eigenfrequencies of the internal homoge-
neous BVP (K )& o is independent of the shape of the rigid body with a double porosity
structure, is simply proportional to its volume and expressed by formula

|27

62

N(r) = Mr* +0(?)

or r — 400, where |21 is the volume of 27, M = vl + v_3, v and v, are given
1 2 8
by(42), K =1,1I.

Remark 4 Using the theory of integral equations, the earliest results on the asymp-
totic form of distribution of eigenfrequencies were obtained by Weyl [50] for the
case of the Laplacian A operator in two dimensions.

6 Connection Between Plane Waves and Uniqueness
of Solutions

By virtue of our Theorems 1-12 we have the following connection between plane
waves and the uniqueness of solutions (or existence of eigenfrequencies) of the
internal BVPs of steady vibrations in the linear theory of rigid bodies with a double
porosity structure:
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1. If w is in the low-frequency range, then the longitudinal plane harmonic waves
propagating through a rigid body with a double porosity structure are attenuated
and the interior BVP of steady vibrations (K );{f has one regular solution, where
K=11. '

2. If w is not in the low-frequency range, then at least one longitudinal plane har-
monic wave always propagate with constant amplitude throughout a rigid body
with a double porosity structure and the internal homogeneous BVP (K )[{ ohasa
discrete spectrum of eigenfrequencies, where K =1, I1.

Remark 5 The connection between plane harmonic waves and the uniqueness of
solutions (or existence of eigenfrequencies) of the internal BVPs of steady vibra-
tions in the linear theories of elasticity and thermoelasticity of binary mixtures is
established by Svanadze [36, 38], in the coupled theory of elasticity for solids with
double porosity and the theory of micropolar thermoelasticity for materials with
voids by Ciarletta et al. [10, 11].

Remark 6 On the basis of uniqueness Theorems 7—10 it is possible to prove existence
theorems in the linear theory of rigid bodies with a double porosity structure by
means of the potential method (boundary integral equations method) and the theory
of singular integral equations. This method is developed in the books [7, 26, 27] and
papers [8, 19, 31, 46]. For an extensive review of works on the potential method,
see [15].
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Seismic Response of Poroelastic Graded
Geological Region with Underground
Structures by BIEM

Frank Wuttke, Ioanna-Kleoniki Fontara and Petia Dineva

Abstract This work addresses horizontally polarized shear SH seismic wave radi-
ated from an embedded seismic source in a continuously inhomogeneous poroelastic
half-plane with cavities presenting underground structures as unlined tunnels and
pipelines. The mechanical model and corresponding computational tool are: (1) vis-
coelastic approximation (isomorphism) to Biot’s equations of dynamic poroelastic-
ity and (2) boundary integral equation method (BIEM) using frequency-dependent
fundamental solution of the governing wave equation for continuously inhomoge-
neous media. The problem is formulated under anti-plane strain conditions and
time-harmonic motions are assumed. Two different mechanical models for inho-
mogeneous in depth poroelastic half-plane are presented: (a) Model A: the density
and shear modulus vary proportionally as quadratic functions of depth, but the wave
velocity remains constant. In this case is used BIEM based on an analytically derived
Green'’s function for graded half-plane; (b) Model B: the material properties vary with
respect to the spatial coordinates in a different manner, so that the wave velocity is
both frequency and position-dependent. The formulation of the considered problem
by boundary integral equations (BIE) is realized via fundamental solution of equation
of motion for viscoelastic full-plane with position-dependent wave speed profiles.
The parametric study reveals the dependence of the seismic signals along the free
surface and inside the geological region on the following key factors: (a) type and
properties of the material gradient; (b) characteristics of the applied load; (c) posi-
tion and number of cavities; (d) dynamic cavities interaction; (e) cavity-free surface
interaction; (f) poroelastic soil properties.
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1 Introduction

The BIEM has proven to be a most efficient and accurate numerical tool for elasto-
dynamics of infinite or semi-infinite regions, see Beskos [2], Dominguez [8]. This
method is based on a recasting of the governing partial differential equations of
a given problem in mechanics, with its prescribed boundary conditions, into inte-
gral equations defined along the problem surfaces, so that all field variables become
boundary quantities. The main reason for using the BIEM in computational geome-
chanics is the presence of the free surface of the earth, whereby large categories of
problems involve continua with a small surface to volume ratio. At the same time
this technique requires surface discretization only. Due to this BIEM feature sub-
stantial savings can be realized in terms of the size of the mesh resulting from the
discretization procedure as compared to domain-type numerical methods as finite
element methods and finite difference ones. In the evaluation of the state of the art
we will concentrate mainly on the BIEM results for seismic wave propagation in
poroelastic geological media. The key role played by the fundamental solution is to
reduce a given boundary-value problem (BVP) into a system of boundary integral
equations through the use of reciprocal theorems. For this reason the recovery of
fundamental solutions in analytical form, or at least in an easy to calculate numer-
ical form, is so important. A lot of research work has been directed towards the
derivation of fundamental solutions for the governing partial differential equations
of Biot’s poroelasticity [4—7, 17, 21, 23, 24]. These include derivations in either
the time domain or in transform domains, and under both 2D and 3D conditions.
To summarize, the comprehensive state-of-the-art reviews by Gatmiri and Kamalian
[11], Gatmiri and Nguyen [12], Seyrafian et al. [25] and Gatmiri and Eslami [10]
contain abundant information on the dynamic fundamental solutions derived for the
porous media and their subsequent incorporation within coupled integral equation
statements. 2D dynamic response of unlined and lined tunnels in poroelastic soil to
harmonic body waves is studied in Kattis and Beskos [14]. So far, BIE- based meth-
ods have seen limited application to seismic wave propagation in saturated geological
media due to difficulties in accounting for the multi-phase nature of the problem.
There is, however, a marked similarity between poroelastic and viscoelastic materials
in terms of their dynamic response. This fact suggests the possibility to use a single
phase model with special, augmented properties in lieu of the multiphase one. This
idea was promulgated by Bardet [1] and Morochnik and Bardet [20], who proposed
an equivalent viscoelastic solid to model saturated poroelastic materials governed
by Biot’s theory. The main conclusion from the short review of the obtained BIEM
results shows that there is a lack of models and efficient computational tools able
to consider simultaneously the geological profile as continuously inhomogeneous
(graded), heterogeneous and poroelastic for synthesis of seismic signals.

The main aim of this work is to solve 2D elastodynamic problem for graded
poroelastic by Bardet model and heterogeneous with multiple cavities geological
profile via BIEM.
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The rest of the paper is structured as follows. In Sect. 2 the problem statement is
presented, while Sect. 3 deals with its reformulation via BIEs and simulation results,
while conclusions are discussed in Sect. 4.

2 Problem Statement

Consider graded in respect to the depth viscoelastic half-plane £2, with free surface
S¢ containing N cylindrical unlined tunnels (or pipelines) with common boundary

N
I’={ I k=1,2,... N, subjected to seismic SH wave radiated from a line
k=1

seismic source acting as a time-harmonic body force with magnitude fy3, frequency
w and located at a prescribed point Xg = X¢(Xo1, X02), see Fig. 1. For the state of
anti-plane wave motion, the only non-zero field quantities are displacement compo-
nent us, stresses 0,3 = u(xp)us;, i = 1, 2, and traction #3 = o;3n;, where n; are the
components of the outward pointing normal vector, all depending on the coordinates
(x1, x2). The viscoelastic shear modulus is complex-valued with the same real part as
in its elastic counterpart, while its imaginary part is due to the dissipative processes
developed during wave propagation in soils. For a Kelvin-Voigt model the wave

o 12 o’ _ b)) s
number is kg = G where Cs(xy) = ./ G 18 the real part of the SH wave
velocity, while &g is the corresponding attenuation coefficient representing a small

amount of hysteretic damping. In the low frequency range, i.e. w&s < 1, the wave
number reduces to, see [1]:

_ o (1+0.50és)

ks ~ (D
Cs
Fig.1 Soil-tunnel X2
interaction in poroelastic I S
graded half-plane | X1
r ¥
O 5 rNO Qo
o : M ui)
X Q ! p(x2)
foy i )
v Xo |
1 Cs(x2)
or Xo1:

Velocity profile
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SH-wave
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The material properties of the graded half-plane are depth dependent shear module
W(x2) and density p(x;). Assume that attenuation coefficient &g is constant.
The governing equation of motion is as follows:

VAr® Vs (x, 0)} = —pX)o’u3(x, ©) —f3d (X, X0); X € 2o, (2)
The corresponding boundary conditions are:
;3 (x1, X2, w) = 033 (X1, X2, @) 0; (X1, x2) =0;  (x1,x) e '=8§UIL. (3)

In addition, the Sommerfeld radiation condition holds for waves at infinity. In the
above equations, n; are the components of the outward pointing normal vector, the
summation convention over repeated indices is implied, V is the gradient operator
and (.) is the inner product.

Two different mechanical models for the material gradient are considered:

1. Type A, where the density and the shear modulus vary proportionally in a quadratic
way in respect to the depth, and in this case the phase velocity is not position-
dependent:

pxr,x0) = plh(x),  pGr,x) = p’h(x),  h(x) = (bxy + 1), @)

where A (x) is the inhomogeneity function, b < 0is the inhomogeneity magnitude,
and MO = u(xy, 0), ,00 = p(x1, 0) are the reference viscoelastic constants.

2. Type B, where shear modulus and density vary in respect to depth in different way,
phase velocity is both frequency and position-dependent. The material profiles
follows the inhomogeneous model proposed in Manolis and Shaw [18, 19] and
in Karakostas and Manolis [13], where the shear module and density are the
following functions of depth and frequency:

w2 (x2) = (™)' + Hiexp(—yx2) + Haexp(ikx2), (5)

1
p(x2) = Eu‘/z(m [ (™)' + (kD> (u)'?
— (k) (™) Pexp(—yx2))] . (6)
(D22 — (k)2 (1))

H, = , Ta
! V7 () (70)

0012 ooni2 (kD> = (kg (u>)'?)
H, = ((M ) (™) 2+ k) , (7b)
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where: C = /1%/p% and kY = w/CY are wave velocity and wave number respec-

tively at the free surface x, = 0, while C§° = /u®/p> and k° = w/C$° are

their counterparts at great depth x, — 0o, where the material becomes homoge-

neous. Coefficient y is a small number taken as equal to 0.1, see Karakostas and

Manolis [13]. Let’s define the inhomogeneity magnitude in this model as the ratio
&

C=C—(S,.

The aim of this work is to evaluate stress-strain state at any point of the graded
poroelastic half-plane with cavities of arbitrary number, shape and geometrical con-
figuration by solution of the formulated above BVP presented by Eq. (2), boundary
condition (3) and using the viscoelastic isomorphism of Bardet [1] to Biot’s equations
of dynamic poroelasticity.

First Biot [3] derived the frequency dependent equations of motion for fluid-
saturated materials considered as two-phase ones. A characteristic equation for the
wave numbers in the frame of the Biot’s model was obtained in Bardet [1] and Lin
et al. [15]. Three solutions to Biot’s wave equation have been identified, correspond-
ing to shear wave S transmitted through the solid skeleton, fast dilatational P wave
and slow dilatational P wave. The corresponding wave velocities are complex and
frequency dependent, hence they correspond to dissipative and dispersive waves.
Finally, the solid and fluid dilatations are in phase for the first arriving P wave, and in
reverse phase for the slower P wave, which damps out quickly. In a series of publica-
tions, Bardet [1] discussed the applicability of the viscoelastic behavior equivalent to
Biot’s model [3] of dynamic poroelasticity in the low frequency range. As a matter
of fact, Bardet [1] proposed a single-phase viscoelastic material representation for
saturated soils. At first, the viscoelastic material constants are complex-valued with
the same real part expressed via Biot’s coefficients P, Q, R basing on the viscoelastic
isomorphism. The same holds true for the governing viscoelastic wave equation, with
wave numbers which are complex-valued, frequency dependent functions that satisfy
causality conditions. A poroelastic-viscoelastic isomorphism proposed in Bardet [1]
is based on the equating of the wave numbers in Biot’s poroelastic model with those
in viscoelastic Kelvin-Voigt model.

We briefly will define the terminology used for description of solid-fluid con-
tinuum in poroelasticity. A representative volume V for the solid-fluid continuum
comprises an elastic, isotropic solid skeleton (matrix) with porosity n = Vp/V, where
Vp is the pore volume. The “dry rock” approximation is the case of an air-filled solid
skeleton, while the “solid grain™ characteristics are the properties of the skeleton
material. The elastic bulk modulus and density are denoted as follows for dry rock
Kary, pary = (1 — n)pg, solid grain K, ; p, and fluid K¢; por.

The solid-fluid system density is oy = pary + npr = (1 — n) pg + npy. The shear
strength of the porous material is provided by the solid skeleton and is not affected
by the fluid, since fluids sustain dilatational deformations only. Thus, both dry and
saturated soils are described by the same shear modulus, i.e. (t = pgr = fary =
32((1112:)) Kiry, where v is the Poisson’s ratio for the dry skeleton. A poroelastic-
viscoelastic isomorphism proposed in Bardet [1] is based on equating the wave
numbers in Biot’s poroelastic model with those in viscoelastic Kelvin-Voigt model.
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The following expressions were obtained for complex-valued phase velocities of

viscoelastic materials that provide the equivalence between the dynamic responses
of the poroelastic and viscoelastic solids:

P+20+R "
Cp= |———: Cs= (8)
Psat Psat

sa. R 2 sa 2
SP:’O"(L.H'OJC); gszﬂ<ﬂ) 9)

b P+20+R psar b Psat
3(1 —v) 2 n(l —n — Kgpy/Kg)
= Kdry+g§ 0= s g (10)
1+ R (I —n — Kgpy/Kg + nKg/Kp)
2
B n?K, VS L I 2 u(1+v)
=T n— Ko /Ke 1 nKg/Ky = 2 1yt K =370 (b
0* n’gp
b =hay + 2 b= sz (12)

where g is the acceleration of gravity and k is the soil permeability with values in the
interval 1071°-10=2 m/sec. The above approximate expressions are correct when the
following condition is satisfied: (wps/b) < 1. It is always satisfied in earthquake
engineering field since permeability values for most soils is small. Figure 2 shows the
sensitivity of the SH phase velocity for dry and saturated sandstone to the porosity.
It is used the sandstone with the following characteristics:

4000 & v=0.1dry
——v=0.2 dry

= 3500 ° _____ V=0.3 df’y

;E. 3000 - — - =v=0.4 dry

- - -=-v=0.1sat

%2500 ? —a—v=0.2 sat

2 2000 | —o—v=0.3 sat

- x —»—v=0.4 sat

g 13001 o v=0.1 elastic

£ 1000 -| t o v=0.2 elastic

* c00 4 A v=0.3 elastic

0 0.1 0.2 0.3 0.4

porocity n

Fig. 2 SH-wave velocity variation with porosity for homogeneous dry, saturated and pure elastic
soil by Bardet [1] model
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Fig. 3 Velocity profile along the depth for elastic and poroelastic (with porosity n = 0.2) material

K, = 36000MPa; p, = 2650kg/m’; K; = 2000 MPa; p; = 1000 kg/m’
Kiry = Koy + (1 —n/n.)(Ky — Kop), ner =0.36; K., =200 MPa,

see Lin et al. [15]. All numerical results further are obtained for this type of soil.
Velocity profile along the depth for homogeneous and inhomogeneous (type A
and type B at a fixed non-dimensional frequency n = 0.25 defined below), pure
elastic, dry and saturated (with porosity n = 0.2) half-plane is given in Fig. 3. For the
inhomogeneous model of type B the velocity profile depends also on the frequency.

3 BEM Solution and Numerical Results

The defined above boundary-value problem (BVP) can be reformulated via a set
of boundary integral equations (13) along the boundary I" based on the frequency-
dependent fundamental solution of partial differential equation (2), see
Dominguez [8]:

cuz (X, ) :/ Ui (x,y, o)ts(y, a))dF+/P§‘(X, y, w)uz(y, w) dI”
r r

+ fsUi (X, Xp, w); xX€T

13)
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In the above, c is the jump term dependent on the local geometry at the colloca-
tion point X(x, x2), Ul?jk. is the displacement fundamental solution of the governing
equation (2) derived analytically in Manolis and Shaw [18, 19] for the inhomoge-
neous viscoelastic mechanical model of fype B (see the Appendix), P;(X,y, ) =
w(x2) U3 ;(X, y, )n;(x) is the corresponding traction fundamental solution. The dis-
placements and stresses at any point inside the solid can be obtained from the well-
known integral representation formulas using the solutions of Eq. (13).
The BIEM formulation of type A mechanical model is as follows:

cuz (X, w) = —/ tf*(x,é,a))m(é,a)) ds +/ & (x, &, w)(E, w) dS)
r r
+f63g;(xs Xo, CU), xel (14)

Here: c is the jump term depending on the surface geometry at the collocation
point, x and & are the vector-positions of the source and field points respectively,
83 (x, &, w) is the frequency-dependent Green’s function for quadratically inhomo-
geneous in depth half-plane derived analytically in Rangelov and Manolis [22],
t3g* (x,§, w) = 03;(x, §, w)n;(§) = n(§)g3,;(x, § w)n;(§) is its corresponding trac-
tion, where derivatives are in respect to the field point. For the completeness of
the text, the Green’s function and the corresponding traction are given in the
Appendix. BIEs (13) and (14) are solved numerically via discretization and col-
location techniques, see Fontara et al. [9] and Wuttke et al. [26] respectively.

To the authors’ best knowledge there are no results in the literature for even
the case of a single cavity in graded half-plane following the material profiles of
type A and B. This is the reason we verify our numerical schemes by test example
for homogeneous case, using the codes developed for inhomogeneous material. In
what follows we present a validation test that consists of a single circular cavity
with radius a and center coordinates (0, —h) located in a homogeneous half-plane
where normally incident time-harmonic SH wave is propagating, see Fig.4. It is

introduced the non-dimensional frequency defined as n = )2\—3‘, where A(S) = %’ ’;—3.
S
Figure4 demonstrates the accuracy of the developed numerical schemes by com-

parison of the authors’ solutions with those of Luco and de Barros [16] for the
absolute values of the normalized displacements ‘%’ along the free surface due to

normal incident SH wave with frequency n = 0.5 and n = 1. The following values
of cavity depth defined by the ratio g = 1.5 and g =5, for shallow and deep burial,
respectively, are used.

For the BEM based on fundamental solution the mesh consists of 124 constant
boundary elements along the free surface and 44 constant boundary elements along
the cavity, while the size of the discretized flat free surface is +22a. For the BEM
based on Green’s function the mesh consists of 22 constant boundary elements along
the circular cavity.

Displacement amplitudes along free surface of elastic inhomogeneous graded
poroelastic half-plane with an embedded single circular cavity subjected to concen-
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Fig. 4 Displacement amplitude variation along the free surface of an elastic homogeneous half-
plane with an embedded circular cavity of radius a under a normally incident SH wave with dimen-
sionless frequency n = 0.5and n = 1.0

trated at point x¢ (0, —15a) body force with frequency n = 0.25 are drawn in Fig. 5.
The presented results are obtained for homogeneous case and for inhomogeneous
one considering two different material profiles of rype A (quadratic variation of stiff-
ness and density, but the phase velocity is constant) and B (variable velocity). The

porosity is n = 0.2, the Poisson ration is 0.25 and @ = %

Figure 5 demonstrates how sensitive the wave field is to the following parameters:
(1) the type of the inhomogeneity model, (ii) the type of the material gradient and
(iii) the poroelasticity of the material. The difference between the dry and saturated
case is insignificant because the porosity is not great, however the difference increases
at higher porosity values. It can be seen that the response of the Type B material
profile diverges the most from the response of the homogeneous case. The difference
in terms of displacements between Type A and the homogeneous case is smaller and
even negligible at higher frequency, because macroscopically the wave speeds are
the same for these two materials.

Figure 6 draws the normalized displacement amplitude

U3poroelastic

‘ along the free

Uselasic

surface of continuously inhomogeneous poroelastic half plane of type B with inho-
mogeneity coefficient in the interval ¢ = 0.25 = 4 due to SH-wave propagating from
an embedded seismic source located at (0, —15a) with frequency n = 0.25 in the
case of a single and two cavities with radius a. The obtained results are for pure
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Fig. 5 Displacement amplitude along the free surface of an elastic and poroelastic (n = 0.2)
graded half-plane with a single circular tunnel due to waves radiating from an embedded at point
(0, —15a) seismic source at frequency value n = 0.25. Comparison is between results obtained
by homogeneous and inhomogeneous models of type A (constant velocity profile) and B (variable
velocity profile)

elastic and poroelastic case with porosity n = 0.3 and n = 0.35. The normalization
is done with respect to the maximal displacement along the free surface of the same
geological profile with pure elastic material. With increasing the porosity the dis-
placement along the free surface increases significantly in respect to the displacement
in the elastic case. Additionally with increasing the inhomogeneity coefficient the
displacement also increases and attains its maximum value at inhomogeneity coef-
ficient ¢ = 0.3. Observe that when the poroelasticity and the inhomogeneity effect
are combined the material response may lead to 30 times greater value than the pure
elastic homogeneous case.
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Fig. 6 Normalized displacement amplitude along the free surface of continuously inhomogeneous
of type B half plane with inhomogeneity coefficient ¢ = 0.25-4 due to SH-wave propagating from
embedded seismic source located at (0, —15a) with frequency n = 0.5 in the case of a single and
two tunnels. The obtained results are for pure elastic (a) and (b) and poroelastic cases with n = 0.3
(¢) and (d) and n = 0.35 (e) and (f)
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The obtained results reveal that the seismic wave field is a complex result due to
a hybrid influence of different key factors like poroelasticity and inhomogeneity of
the material, existence of multiple heterogeneities (cavities) at arbitrary geometrical
configuration. Furthermore, dynamic interactions between the heterogeneity free
surface and among heterogeneities play an important role in the kinematic field
along the free surface. Finally, the type of external load and its frequency content
are also important parameters in this mechanical problem. Note here, that although
the cavities in all numerical results are of circular shape, the developed numerical
scheme allows consideration of arbitrary geometry.

4 Conclusion

In the present work wave propagation problems in graded poroelastic half-plane
containing multiple cavities are investigated. The geological region is poroelastic,
inhomogeneous and heterogeneous. The poroelasticity is taken into consideration
by the Bardet model. The two-phase poroelastic dynamic behavior described by the
Biot’s model is approximated by the dynamic response of one-phase viscoelastic
material. The main advantage of the proposed viscoelastic isomorphism is that due
to its mechanical (one-phase instead two-phase material) and mathematical simplic-
ity (the wave equation and its fundamental solution are much simpler in this case
than in Biot’s model), it gives the possibility to obtain approximate solutions for
complex boundary-value problems related to seismic wave propagation in continu-
ously inhomogeneous with material gradient fluid-saturated geological region. The
equivalent model can deal with the changes of the stiffness and the damping mech-
anism in the poroelastic material. Two different mechanical models for material
gradient are presented and inserted in numerical simulations. Application of BIEM
to problems in elastodynamics for inhomogeneous continua runs into serious dif-
ficulties, because the method pre-supposes the existence of fundamental solutions
for the corresponding governing wave equation with variable coefficients. In gen-
eral, partial differential equations with variable coefficients do not possess explicit
fundamental solutions that can easily be implemented within existing BIEM numer-
ical codes. This in turn prevents reduction of a given BVP to a system of boundary
integral equations that can be evaluated by numerical quadrature. The authors used
frequency-dependent Green’s function for quadratically inhomogeneous half-plane
and fundamental solution for infinite domain with position dependent phase velocity.
Additionally the half-plane is heterogeneous with multiple heterogeneities like cavi-
ties. The developed computational tool is an efficient mesh-reduced BIEM numerical
scheme. Research software is developed, verified and used for extensive parametric
studies. The numerical simulations demonstrate the potential of the BIEM to produce
highly accurate results regarding the seismic response of underground structures in
graded saturated geological regions.

Acknowledgments The authors acknowledge the support of the DFG Grant No. DFG-Wu 496/5-1.
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Appendix

Green’s Function for Quadratically Inhomogeneous
Half-plane

Green’s function g5 is the solution of the following boundary value problem in
frequency domain:

013,i(X, @) + PR’} (X, ) = —8(x — §)
LX) = pnxes,;x & omnx) =0 for x =0 (A.1)

In Rangelov and Manolis [22] this Green’s function was derived in a closed form
by the usage of the smooth transformation of the type gi(x,&,w)=h"" 2(x)
G3(x, &, w) and thus reducing the boundary-value problem with variable coefficients
presented by Eq. (2) to one with constant coefficients with respect to the transformed
Green’s function G5(x, §, w) available for analytical derivation by the usage of a
suitable integral, see details in Rangelov and Manolis [22].

Here for the completeness of the text we give the Green’s function and the corre-
sponding traction below:

S, & )

+00
= 2@ 12 (x) |:41H(gl)(kr) + 4 1 / yth oV (2 +82) Jin(x1+£1) dﬁ:|
10 7 g

y(y —Db)

—00

(A2)

where: ¥y =/n*—k% k=Kk| +iky; kiI= I’:—‘())a)z; k>0, k>0,
r= \/(xl — &2+ (x — &1)2, H(gl)(z) and Hl(])(z) is 1st Hankel function of O and 1
order.

Fundamental Solution of Equation of Motion
Jor Inhomogeneous Material of Type B

Fundamental solution is derived in Manolis and Shaw [18, 19]. It is solution of
Eq. (2) for a right-hand-side (RHS) in the form of a unit point force (i.e., Dirac
delta function). The methodology is based on an algebraic transformation of the
displacement of the type u3(X, w) = w2 (x, w) U3 (x, w), which also modifies the
RHS as 1~ '/2(x, )8 (x — &), where x, £ is the source-receiver pair. This procedure
transforms the partial differential equation with variable coefficients for displacement
u3 (X, w) to one with constant coefficients for the transformed displacement Uz (X, w).
Solution of the latter type of equations defined for an “equivalent” homogeneous
medium are readily available, see Dominguez [8]:
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1 iwR
Uy (R. ) = 5— Ko (’é”—oo) R=Vm — 607+ (- &% (A3)
N

In the above, K is the modified Bessel function of second kind and zero order. Thus,
the fundamental solution of Eq. (2) attains the following final form:

wi(x, &, 0) = pXu o)A E) U (R, w). (A4)

The above form is conditional on the shear modulus and the density satisfying the
following constraint equation, which dictates acceptable depth profiles for material
parameters w(x,), p(x2) and wave number k(x;):

1 (du)> 1 )
- ) - -—= = k. A5
e (dxz) e to'p=u (A.5)
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Determination of Foundation Coefficients
for a 2-Parameter Model on the Basis
of Railway Sleeper Deflection

Wlodzimierz Andrzej Bednarek

Abstract In the paper foundation coefficients for a 2-parameter model on the basis
of the railway sleeper deflection are determined. The railway sleeper is assumed as
an Euler-Bernoulli beam of finite length resting on a two-parameter elastic founda-
tion. During the analysis two types of railway sleepers are considered (wooden and
concrete). The railway sleeper in FEM is divided into 80 elements. The parameters
connected with the railway sleeper are: the sleeper’s width, length and stiffness,
variable value of the force transferred from the rail to the railway sleeper. The foun-
dation parameters (k; i k) are determined based on a modified Vlasov soil model
[12, 16]. The parameters connected with the foundation are modulus of elasticity
(usually measured by a VSS plate)—Ej, the Poisson’s ratio (vg) of the foundation. In
the Vlasov two-parameter foundation model, the foundation is treated as an elastic
layer, and the constraints are imposed by restricting the deflection within the founda-
tion to an appropriate mode shape described as ¢(z). The Vlasov model accounts for
the effect of the neglected shear strain energy in the soil and shear forces that come
from the surrounding soil by introducing an arbitrary parameter y. This parameter
characterises the vertical distribution of the deformation in the foundation. The para-
meter y is determined as a function of the characteristic of the beam and foundation
soil using an iterative procedure (modified Vlasov foundation) [16]. Because the y
value needs to be known before the function ¢(z) can be solved, an iterative approach
is used to evaluate y. The initial value of y is first arbitrarily assumed to evaluate
the k; and k, parameters. Next, the value of y is calculated from an equation using
beam displacements, which is calculated in the previous step. With a corrected value
of y, the values of k; and k, are again evaluated. The iteration process is continued
until the change in y between the two successive iterations is less than the assumed
tolerance.
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1 Introduction

The general job of a railway sleeper is to sustain rail forces and transfer them to
the ballast bed [4, 5, 7, 14]. Sleepers also preserve track gauge corresponding to
formal railway track width. Sleeper displacements under action of longitudinal and
horizontal forces are countered by ballast resistance and friction arising between
ballast and sleepers. The vertical loads transferred from the rail to the sleeper cause
ballast reaction. In order to preserve the rail on the sleeper in one plane one should
provide correct sleeper packing. A proper grain-size distribution should be within
borders shown in Fig. 1.

2 Types of Railway Sleepers

In railway tracks we distinguish concrete, wooden and steel sleepers (i.e. Ypsylon
sleepers—Y type) shown in Fig.2. Concrete sleepers are made with reinforced con-
crete by strings or steel bars. The wooden sleepers are made by softwood (pine) and
hardwood (oak, beech, azobe). This type of sleeper is most popular around the world.
The wooden sleepers have a beam shape at rectangular cross-section or close to them.
In order to extend their life (up to 25 years) they are impregnated by creosote oil.

Grading of Ballast 32/50
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a0 [ Ballast mav also be controlled ] /

& by the 45 mm siev'e CENE /A //
o CEN A £ /4 /
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Ballast cleaning

% Weight through sieve

40 — /
cnterion

) 1/ /e
20 /e

i undersize / oversize
10 e particles 3’/ particles
0 ' 3

0 16 224 31,5 40 45 SO 63

Dimension of rectangular hole sieve in MM gu==g Obligatory limit

*Ballast after transport to construction site < 5%  gue==g Recommended limit

Fig. 1 Ballast bed specification [4, 5, 14]
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(a) (b)

Fig.2 Examples of railway sleeper types. a Wooden sleepers; b concrete sleepers; ¢ steel sleepers;
d Y sleepers [8, 18]

c c
I I
I
= E=]
-]
! ! !
a a
sleeper dimensions [mm]
type a b ¢ d length
B 260 150 160 110 2600
1B 240 150 160 110 2600
1B 240 140 160 100 2500
nmo 240 150 160 - 2600
1o 240 140 160 - 2500
VO 220 140 160 ~ 2500

Fig. 3 Dimensions of wooden sleepers produced and mainly used in Poland

Typical characteristics of wooden sleepers are shown in Fig.3. The reinforced
concrete sleepers (further denoted as concrete sleepers) are made in beam shape
from prestressed concrete. For the railway track structure mainly concrete sleepers
(Fig.4) PS-83 and PS-94 are used with SB fastening for 49E1 or 60E1 types of the
rails (Table 1). PS-83 type concrete sleeper is delivered also with K type fastening
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Fig. 4 Schematics of concrete railway sleepers (e.g. INBK-7) and their dimensions

previously installed in a finned sole-plate or only with dowels. Nowadays in railway
tracks often steel sleepers of Ypsylon type are used. These sleepers revealed their use-
fulness, excellent properties in track stability and minimal requirements connected
with subgrade maintenance during railway operation. Adaptation of Y steel sleepers
decreases the quantity needed for 1 km track from 1666 beam sleepers to 803 Ypsy-
lon steel sleepers [8]. It also decreases the height and width of the railway track and
consequently reduces the quantity of ballast by 30—40 % in comparison with typical
track structures with standard beam sleepers.



Determination of Foundation Coefficients for a 2-Parameter Model ... 329

Table1 Where a—anchors clearance; b—width between external anchors; d—Ilength; ~—height;
p—width of sleeper bottom area

Type Mass (kg) Support Dimensions (mm)

area (m?) a b d h p
1 2 3 4 5 6 7 8
INBK-3 226 0.5335 285 1803 | 2500 | 202 265
INBK-4 210 0.4466 285 1803 | 2300 | 192 286
INBK-7 250 0.6310 315 1828 | 2500 | 190 300
INBK-8 240 0.5818 285 1795 | 2500 | 195 286
PBS-1 250 0.5400 285 1795 | 2500 | 193 300
PS-83 250 0.6843 173 1687 | 2500 | 210 300
PS-93 286 0.6805 173 1687 | 2600 | 227 300
PS-94 294 0.6805 173 1687 | 2600 | 229 300

3 Influence of Dynamical Factors Due to Train Velocity
and Track State (ka Coefficient)

The dynamical character of the reaction of running trains on the track structure is
described by the dynamical coefficient k, (which is dependent on the velocity of
the rail-vehicle). For Polish National Railways for the calculation of this dynamical
coefficient a cubic multinomial is applied in the following form [2, 4, 5]

ky=14+5-100*.V4+4.10°.v>—13.1077. V3, ()

where V is the train speed (km/h). The behavior of the coefficient &, is illustrated in
Fig. 5. Itdoes not depend only on train speed but, above all, on the track structure state
and also on the types and the state of the rail-vehicles [2]. Thus, it is recommended
to calculate it according to a synthetic indicator of the railway track quality J, using

J
kVJ:I—i—E-(kV—]), U=kl (1+02-J-1), ()

where kVJ is a dynamical coefficient due to track state and motion velocity [-], k, is a
dynamical coefficient considering only motion velocity [-], J is a synthetic coefficient
of track quality (mm) and ¢ a value denoting a confidence level. The parameter ¢
depends on the line category for which a dynamical coefficient is calculated. The
higher the category the higher the operational reliability required. Common values
of the parameter ¢ are

t = 3.00 for O track class, ¢ = 1.50 for 3 track class,
t =2.50 for 1 track class, ¢ = 1.00 for 4 track class,
t = 2.00 for 2 track class, ¢t = 0.75 for 5 track class
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] 40 80 120 160 200
v [km/h]

Fig. 5 Diagram showing the dynamical coefficient depending on the speed

4 Beam on Elastic Foundation

4.1 Introduction

The problem of a beam resting on an elastic and visco-elastic foundation has been
widely investigated in the literature [1, 3, 9—-11, 17]. The first soil model was pro-
posed by Winkler, in which the foundation is described by a series of closely-spaced
independent elastic springs. Furthermore, the reacting pressure at each point of the
soil surface is directly proportional to the deflection of the beam through a material
constant called the Winkler modulus. However, many alternative soil models have
been proposed to obtain more accurate descriptions of the soil-beam interaction and
to avoid the limits of the Winkler assumption:

e a model in which the soil is modelled as a homogeneous isotropic elastic half
space;

e the Wieghardt model, which proposed an integral dependence of the soil displace-
ment at a point upon the contact pressure on the whole contact region through
an exponential kernel (this model introduces a material constant k¢ in addition to
the typical Winkler modulus, and the model belongs to the class of two-parameter
foundations);

e the Pasternak model, which describes the foundation as an elastic spring layer
covered by an elastic incompressible membrane that is shear deformable;

e the Reissner model, a proposed generalisation of the Pasternak model that intro-
duces the second order derivative of the reacting pressure in the deflection-pressure
relationship (in this case, the soil model can be viewed as areduced three-parameter
soil model consisting of an embedded shear layer between two layers of elastic
springs that have a specific ratio between the spring layer stiffness);



Determination of Foundation Coefficients for a 2-Parameter Model ... 331

e the Vlasov model, which adopted the simplified-continuum approach based on the
variational principle and derived from a two-parameter foundation model (in this
model, the foundation is treated as an elastic layer, and the constraints are imposed
by restricting the deflection within the foundation to an appropriate mode shape—
an arbitrary parameter y);

e a model with a modified Vlasov foundation, in which the parameter y is treated
as a function of the beam and the foundation soil (using an iterative procedure).
The unilateral nature of the beam-soil contact results in a nonlinear feature.

4.2 A BE-Beam on a Two-Parameter Vlasov Foundation
(Finite Element Formulation)

For a further analysis, in order to avoid Winkler’s assumption, here, the foundation
of a sleeper is mainly treated as a two-parameter Vlasov foundation. Therefore, an
analysis of static forces in a railway sleeper as an Euler-Bernoulli (E-B) elastic beam
resting on a two-parameter modified Vlasov foundation (defined by k; (MPa) and
k> (MN) coefficients) is done (shown in Fig. 6). Specifically, the concentrated static
forces causing the deflection of the railway sleeper are investigated. The differential
equation for a BE-beam resting on a two-parameter soil has the following form [16]

EI z(0)"V +ki(x) z2(x) — ko (x) - 2(x)” = q(x), A3)

where z is the beam deflection; k; the first subsoil parameter (MPa), k» the second
subsoil parameter (MN) and g (x) the distributed load on beam.

Using Galerkin’s Residual Method (GRM) for the two-parameter foundation we
obtain [16]

Fig. 6 General scheme of a q(x)
single element of a beam.
w;, 6;—two degrees of

freedom: deflection and T __
slope; M;, Q;—bending Wy 4 W2
moment and transverse force T —~
of beam 0 4
1 1 l | 1 1 1
Q 4 I 1) : | ) ? 1)
B et 1Y |
}.5/ X
M, |
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1 !
EI ~/N,~(x)-z£v(x)dx —/N,»(x) ko (x) -z (x)dx
0

0
! l

+/Ni(x) ki (x) - ze(x)dx —/Ni(x) ~q(x)dx = 0. “)
0 0

In matrix notation: ([kg;]+ [kv]+ [kg]) - {u.} = {S.} — {R.}, where [kg,] is the
bending stiffness matrix of the beam element, [ky] the matrix for the elastic foun-
dation under an the influence of its first parameter, [ky] the matrix for the elastic
foundation under an influence of its second parameter, [S,.] the vector of reaction to
concentrated forces applied to the beam (forces were applied in the beam’s nodes),
[R.] the vector of reaction to the evenly distributed load on the beam.

The solutions of Eq. (4) are given as matrices [16]

12 61 —12 6-1
EI | 6-1 4.1 —-6-12.12

ker =7l 212261 12 —6.1|° )
6-1 2.1 —6-14.17
240 - k472 - k2 2-1-(15-k{+7-k?) 54-(k{+k§) —2-1-(7-k{+6-k§)
o — l 2.0 (150 k +7-83) 12 (5-kb+3k3) 20 (6K +T K2 =312 (kL +k7)
VT840 5. (k1 +k2) 20 (6K 47 kD) 24 (3.8 4100k3)  —20 (7oK 4+ 15 kE) |

—2~l-(7-k:}+6-k:f) —3412~(k-}+kf) —2-14(7~k}+15-k:f) 12»(3-k:}+5-k:f)

(6)
for k! = k? = ki

156 22-1 54 —13-1
k-l 221 4.2 13.1 —3.[2 .
V= 100 54 13.1 156 —-22-1 |’ )

—13.1-3-12-22.1 4.2

3-(11- K +83) =31 (ki —2-k3) =3-(11-k} +43) 3-1-(2-k} —Kk3)
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where EI is the element stiffness (MNm?), / the element length (m), kl1 and k%
the subsoil coefficient at the beginning and end of the element for the first subsoil
parameter (MPa), k! and k3 the subsoil coefficient at the beginning and end of the
element for the second subsoil parameter (MN).

For g(x) = g = const. The result for the vector of reaction {R,} can be written
in a well-known form

2 2 T
(R} =2t _aL _qt gl
¢ 2 12 12 :

4.3 Identification of the Parameters for Theoretical
Calculations

The characteristics and parameters of the track (i.e. rail and sleeper stiffness, foun-
dation parameters) in the vertical plane (Fig. 6) can be found in earlier publications
[4-7, 14].

In point Sect. 4.2 of this paper the foundation parameters for the theoretical analy-
sis were assumed “in advance”. In the Vlasov two-parameter foundation model
[12, 16], the foundation is treated as an elastic layer, and the constraints are imposed
by restricting the deflection within the foundation to an appropriate mode shape
described as ¢(z). The method of determining these parameters is as follows. The
two-parameter Vlasov model (shown in Fig. 7) accounts for the effect of the neglected
shear strain energy in the soil and shear forces that come from the surrounding soil
by introducing an arbitrary parameter y. This parameter characterises the vertical
distribution of the deformation in the foundation [12]. The proper mechanism for
the calculation of y is given in publications [12, 16]. The parameter y is determined
as a function of the characteristic of the beam (e.g. Figs.3 and 4) and foundation
soil using an iterative procedure (modified Vlasov foundation). Because the y value
needs to be known before the function ¢(z) can be solved, an iterative approach
is used to evaluate y [12, 16]. The initial value of y is first arbitrarily assumed to
evaluate the k| and k, parameters using Eqs. (11) and (12). Next, the value of y is
calculated from Eq. (13) using beam displacements. With a corrected value of y, the
values of k; and k; are again evaluated from Eqgs. (11) and (12). The iteration process
is continued until the change in y between the two successive iterations is less than
the assumed tolerance.
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Fig. 7 Form function ¢(z) in relation to parameters y and z/H [16]
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where k; and k; are foundation parameters, v; is the Poisson ratio of the soil, E the
modulus of elasticity (usually measured by a VSS plate), y an arbitrary parameter,
i(z) the beam deflection, H the assumed depth of co-operated foundation, b the beam
width and ¢ (z) an additional parameter.

The subgrade modulus of elasticity (E;) is a product of elementary load incre-
ment proportion to deformation growth of the measured subsoil in a fixed range of
elementary loads and multiplied by three quarters of the loading plate diameter. Then

[15],

Ap
E,=0.75- =~ (MPa)- D
Ay

(14)
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Fig. 8 Measurement of the subgrade modulus of elasticity. a Measurement notation; b testing
equipment in track (author’s method); ¢ support method

where Ap is the load difference (MPa), Ay the settlement increment corresponding
to the load difference (mm), D the loading plate diameter (mm).

A measurement is mainly made by VSS plates [15] at diameter D = 300 (mm),
see Fig. 8.

4.4 Numerical Investigations

Using the finite element introduced in Sect. 4.2 and the numerical iteration described
in Sect.4.3, a computer calculation is developed and used in the identification of the
2-parameter foundation. To investigate the foundation response, a beam (sleeper)
with the following geometry (Fig.9) and material data is used: v, from 0.20 to 0.35
[-1; E; from 40 to 80 (MPa), where v; denotes Poisson’s ratio and E; denotes the
modulus of elasticity. The force Q acting on the sleeper is taken between 100-200
(kN). Figures 10, 11 and 12 show the results of the calculations.
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Fig. 9 Beam (sleeper) for numerical investigation
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Fig. 11 Influence of the modulus of elasticity Es on k| and k, parameters
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(a) foundation parameters (k1 and k2) for Q=200 [kN]; Es=60 [MPa]
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Fig. 12 Influence of Poisson’s ratio vy on k| and k, parameters
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4.5 Experimental Investigations for INBK-7 Sleeper

4.5.1 Details of the Author’s Field Investigation

The load was a locomotive with 4 axles at 90 kN per wheel load (180 kN/axle)—see
Fig. 13.

The force transferred from the rail to the railway sleeper and the deflections
of the railway sleeper were measured and analysed. The field investigation on an
actual CWR track is shown in Fig. 14. A static ride (speed below 10 (km/h)) of
succeeding SM-42 locomotive axles is analysed. Considering a small speed of the
moving locomotive, the problem is treated as static.

To analyse deflections, an optical measurement system by GOM mbh (Gesellschaft
fiir Optische Messtechnik, Technische Universitdit, Braunschweig) was used. The
main purpose of this system is to produce 3D digitisation (e.g., in coordinate mea-
surements). The PONTOS system is used for the dynamic analysis of deflections
in 3D, making precise (at an accuracy of 0.001 mm), non-contact measurements of
position, motion and deformations at short time intervals (in the order of 0.005s).
The PONTOS Viewer version v6.3.0-5 (by GOM mbH) and catmanEasy version 2.1
(by HBM GmbH programs were used.

SM 42
180 180 v=90lkmh
Ll L L

b
260 490 260

k k
T T

Fig. 13 Applied track load from locomotive during field investigation (kN)
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Fig. 14 Field investigations at the Poznan-Franowo station a the locomotive acting as a load and the
measuring crew during site surveys b measured sleeper deflection of succeeding SM-42 locomotive
axles (PONTOS viewer)
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Table 2 The railway sleeper deflection z; under the 2nd axle load from Fig. 12

experimental one-parameter foundation two-parameter foundation
measurement ki = 22,8362 [MPa] ki = 22,8362 [MPal

and k, =0 [MN] and ky = 2,7262 [MN]
25 = 1,4373 [mm] |z """ =1,5283 [mm] 2 P =1,5051 [mm]

p

where z; is the measured deflection (sleeper’s beginning), Zi_ “" the theoretical calculation for a

1-parameter foundation and zf_p “" the theoretical calculation for a 2-parameter foundation

4.5.2 Identification of the Parameters for Theoretical Calculations

The characteristics and parameters of the track (i.e. rail and sleeper stiffness, foun-
dation parameters) in the vertical plane (Fig.3) can be found in earlier publications
[2, 4-7, 14]. For a further analysis presented in this work, exact parameters of the
sleeper foundation were determined using results of a test-driving of the locomotive
without irregularities; the parameters were also determined by methods described in
Sect. 4.3 of this work.

A significant change in the vertical stress in the subgrade (representing an impact
on the strain) caused by loaded substructure VSS was calculated to have a vertical
range from 3.87 to 4.91 plate diameters D [13]. Therefore the assumed depth was
H=1.0 (m).

For E; = 68.3478 (MPa) and vy = 0.2, y = 0.57949 as determined by the iter-
ative process. The values for k; and k; were k| = 22.8362 (MPa) and k, = 2.7262
(MN) as determined by Eqgs. (11) and (12), respectively.

The experimental measurement was compared to theoretical calculations (FEM),
and the experimental and theoretical results are shown in Table 2. For comparison a
1-parameter foundation is considered (while the second parameter k, is assumed to
be zero).

5 Final Remarks

To sum up:

1. In the paper a method for the determination of foundation coefficients for a 2-
parameter model on the basis of the railway sleeper deflection has been shown.

2. An influence of the parameters Q (sleeper load) (kN), Es (modulus of elasticity)
(MPa) and v, (Poisson’s ratio) [-] are considered and shown in Figs. 10, 11 and 12.

3. It is noticed that the sleeper load (Q) (kN) is of little importance on the values
of k; (MPa) and k, (MN). The foundation parameters are mainly connected with
subsoil properties.

4. On the other hand the foundation parameters such as E; (modulus of elasticity)
(MPa) and v, (Poisson’s ratio) [-] are of importance (as can be clearly seen in
Figs. 11 and 12).
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As can be seen from Table 2 containing theoretical results, the best fit to field investi-
gations appears for the sleeper treated as BE-beam resting on the 2-parameter elastic
foundation.
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Orthotropic Parameters of PU Foam
Used in Sandwich Panels

Monika Chuda-Kowalska and Mariusz Urbaniak

Abstract Polyurethane foam used as a core material in sandwich panels is
considered in the paper. In this class of structures foam-filled material is treated
as an isotropic, elastic material very often. Then, only two independent material
parameters are needed to describe this material. Usually, they are chosen from the
Young’s modulus E, the shear modulus G or the Poisson’s ratio v. In fact, when
the material under consideration is a porous structure like a polyurethane foam, the
identification of the mechanical properties of this material (even for the isotropic
model) is an intricate task. Additionally, as will be shown in the paper, the foam
stress-strain response is a function of the applied load. Therefore, the orthotropic
behavior of the PU foam is analyzed. To determine mechanical parameters standard
tests and a Digital Image Correlation (DIC) technique (named Aramis) are applied.
The experimental results are discussed in detail.

1 Introduction

Sandwich panels made up of two, external thin and stiff metal skins separated by a
thick, lightweight core are widely used in many areas of engineering. That is caused
mainly by their several attractive features like high load-bearing capacity coupled
with small weight, good thermal insulation, cost of production and easy assembling.
There is strong tendency to apply these panels of larger span lengths and thinner
skins. Therefore, a number of papers have been devoted to design and optimization of
sandwich plates [9, 17]. The most common core materials used in these layered panels
are different kind of cellular solids like metallic, glass, ceramic and polymer foams.
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For engineering purposes, foams represent an attractive set of features such as high
energy absorption capacity, acoustic and thermal insulating properties which make
these materials very popular in aircraft industry, automobile, buildings or packing [5].
On the other hand, using porous materials in structural applications, the knowledge
of their integrity and mechanical behavior on both micro- and macro-scale is required
[13]. In the literature, it is possible to find papers considering different approaches for
modeling and can be roughly divided into two categories: micro-mechanical models
and phenomenological models. The first group of models is based on the analysis
of micro-cell structure [8, 10, 18]. The second group of models based on the best
fitting to experimental mechanical behavior without direct relationship to physics the
phenomenon. Such models were commonly used and developed by many authors
[1, 12] and adopted in this paper. The authors analyzed the behavior of the low
density and closed-cell foam used as a core material in sandwich panels. Common
application of this kind of panels in civil engineering implies specific computational
and testing methods accounting for the influence of the soft core on the behavior of the
layered structure [4, 16, 19]. The assumption of isotropy and linear elasticity is very
convenient from engineering point of view and frequently used [7]. Then, the shear
modulus of the core material and establishment of reliable experimental methods
for its determination play a crucial role for structural performance of a sandwich
panel [11, 14]. Unfortunately, manufacturing process of the panel produced for civil
engineering can have vast influence on the microstructure and behavior of the core
material because steel facings limit the growth of foam in the thickness direction.
Therefore, isotropy assumption can lead to significant errors and the estimation of
the mechanical properties of porous core material needs an extra attention [2, 15].

In this paper the main aim is focused on two aspects: the determination of material
anisotropy of PU foam used in sandwich panels and accurate estimation of its elastic
parameters such as Young’s modulus E and Poisson’s ratio v. In order to obtain
more precise results from tension and compression tests a Digital Image Correlation
system (Aramis) was used.

2 Standard Approach and Testing Procedure

The closed-cell polyurethane rigid foam used as a core material in sandwich panels
is adopted as a material to be investigated in this work. It is manufactured during
polymerization reaction from ingredients such as: polyol, isocyanates, catalysts and
blowing gases. Microstructure of this foam is presented in Fig. 1. Its relative density
R is equal 0.033 (the density of the cellular material divided by that of the solid
from which the cell walls are made: R = 40/1200 = 0.033). According to Gibson
and Ashby [8] for relative densities below 0.3, the material is classified as a cellular
structure. To identify and determine material properties of porous materials, standards
and experimental methods for solid homogenous materials can be applied. Foams
are specific material. Although tensile tests are the most common for other materials,
they are rarely used for foams because they are weak in tension, fracture easily and
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Fig. 1 The microstructure
of analyzed PU foam

difficulty to grip to apply tensile loads. In contrast, compressive and shear loading
are more common compared to the others.

For analyzed foam used as a core material in sandwich panels the standard expe-
rimental methods adopted to estimate material parameters of the core are described
in code EN 14509 [6]. They are based on the assumption that the materials of steel
facings and the core are isotropic, homogeneous and linearly elastic. For the PU foam
only two parameters are mentioned: G¢ and Ec—because the relation (1) must be
obligatory hold in this classical model.

E

“=320+v M

According to EN 14509, the shear modulus of the core G should be identified
from the four-point bending test based on the Sandwich Beam Theory. The total
displacement f* of the mid-point of the span of the panel can be decomposed into
a flexural component wg due to the bending moment and a shear component wg
due to the shear force. The second one can be assessed and used to estimate of the
desired parameter G ¢. This parameter plays significant role in structural response of
sandwich panels and should be identified in reliable way.

The next material parameter of the core mentioned in EN 14509 is Young’s modu-
lus. It can be determined in tension/compression tests on cubic samples containing
the core material and facings. Therefore, the cross-section of the sample depends on
the thickness of the plate.

In the present case, the PU foam has a density of 40 kg/m?. The dimensions of the
samples had 100 x 100 x 100 mm. For each tension/compression test 7 samples were
used. For bending test 5 samples were analyzed. Obtained mean values are shown in
Table 1. In detail, these tests and results were presented by Chuda-Kowalska in [3].

Table 1 Elastic parameters of tested PU foam

Ec¢; (tension) Ecc (compression) Gc¢ (bending)
[MPa] 3.59 3.82 3.33
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It appears that when we introduce E¢ and G, identified from tests described
above, then Eq. (1) is not satisfied, because it provides negative values of the Poisson’s
ratio v = —0.46. Therefore, the another series of tests were carried out in order to
determine this parameter and to study the homogeneity and anisotropy of the PU
foam.

3 Orthotropic Analysis—Experimental Setup

The main aim of this paper is to show the foam orthotropy and the discrepancy
between mechanical parameters obtained from standard tests compared to Digital
Image Correlation system, named Aramis.

The material directions adopted in the paper are chosen based on the plate’s
format and shown in Fig. 2a. So, mechanical properties shown in Table 1 and available
in manufacturer’s specifications correspond to “out-of-plane” properties (thickness
direction Z). In order to assess experimentally the anisotropy uniaxial tension and
compression tests in three orthogonal directions X, Y and Z were carried out. Three
Young’s moduli E,, E, and E, were calculated from Eq. (2):

E = —9 2)

where ¢; and A denote axial (vertical) strain according to Fig.2b and cross-section
of the sample, respectively.

The second mentioned parameter is the negative ratio of transverse to axial strain
according to Eq. (3)

Vij = ——, 3)

where ¢; denotes transverse (horizontal) strain and ¢&; is axial (vertical) strain
(Fig.2b).

Due to the porous structure of the foam the classical strain measurement using
strain gauges is incorrect because of the heterogeneity and voids of tested material.
Therefore, only contactless methods should be used.

(a) (b)
Wi 2 Vi
) ‘, b ‘
wi [x) w'h iyl 74 [z}
e i_ i '.

A y=4 fes tes le:

1 L) 1

8). o Ex

Fig. 2 a Adopted material directions, b Index system
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Fig. 3 Experimental setup: a Aramis system, b extended sample, ¢ compressed sample

In the present work a Digital Image Correlation technique (named Aramis) was
used. The system was prepared in 3D measurement setup where two cameras were
used with focal length 50 mm and 4 MP resolution (Fig. 3a).

In order to recognize the surface of the specimen it was covered with stochastic
pattern what is shown in Fig.3b, c. DIC system compute deformation of the speci-
men through the images by means of square image details with given size of 15 x 15
pixels (facets—Fig. 4). Using photogrammetric methods system finds the same facet
on image captured by left and right camera and allocate local coordinates to image

Fig. 4 Illustration of facets
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pixels. First captured image represents undeformed specimen. During loading further
images were recorded with frequency of 4 fps for tension test and 2 fps for compres-
sion test. Then the system compares digital images and calculates displacements
and deformation of facets on the surface of specimen. Strain is computed based on
deformation of small field (3 x 3 facets) for center point of this field.

According to the appropriate procedure described in [6] the quasi-static loading
velocity is controlled by the strain rate, in this case 10 mm/min. The tests were carried
out in the Instron testing machine, which was modernized by Zwick/Roell with a
200 kN load cell.

4 Results and Discussion

The PU foam analyzed in this section has a density of 38 kg/m*—slightly lower
density than samples presented in Sect.2. 18 cubic foam samples 90 x 90 x 90 mm
were properly cut out from the panel. In order to identify mechanical properties
in three orthogonal directions X, Y and Z steel facings were removed. Nine of the
prepared samples devoted to tension test (three samples in each direction). They
were positioned between composite handles and glued to them by a two-component
polyurethane adhesive Macroplast U.K. 8309 and Macropur U.R. 521 (hardener)—
Fig.3b. The nine of compressed samples were placed directly between two parallel
stiff loading plates of a testing machine what is shown in Fig. 3c.

4.1 Tension Test

Tension test was carried out until the ultimate load was reached and the failure of the
sample was occurred. During these tests the analyzed PU foam presents quasi-brittle
response. The samples destroy by overall rupture of the structure for a various range
of forces what is presented in Fig.5. The tensile strength fc, and corresponding

Tension test - Force

3012 ——RX1-F
o —_— 5
25 { & RX2-F
= ——RX3-F
2,0 -
RY1-F
15 1 ——RY2-F
1,0 - "’_///_:l__/_,_,/ ——RY3-F
0,5 1 ——RZ1-F
Time [sec]

——RZ2-F

o —
01234567 8 9101112131415161718192021222324252627282930 ——RZ3-F

Fig. 5 Force/Time curves under uniaxial tension test
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Table 2 Uniaxial tension test in X, Y and Z directions—strength parameters

%, kPa]  |eX (%] |fL, [kPa] |eb, (%] |fZ, [kPa] |e&Z,. [%]
311.82 3.34 136.40 2.64 105.06 4.12

2 215.31 233 128.88 2.55 101.21 4.25

3 249.12 2.64 151.02 3.08 114.32 5.55

k* 258.75 277 138.77 2.76 106.86 4.64

5* 48.97 0.52 11.26 0.28 6.74 0.79

*k and § denote mean value and standard deviation, respectively

strain &,,,, obtained from these tests were presented in Table2. The behavior of
tested samples significantly depended on the stress direction. Rapid failure is usually
initiated at the weakest point of the microstructure of the sample and therefore,
large differences in ultimate load for various samples were appeared, especially in X
direction where the highest forces occurred.

The next analyzing parameter is Poisson’ ratio. The relationship between hori-
zontal (¢ < 0) and vertical (¢ > 0) strains is almost linear for the entire range of the
force as presented in Fig. 6. Therefore, very small discrepancy of Poisson’s ratio in
time has been observed. Table 3 shows a summarization of the obtained results of
Poisson’s ratios and Young’s moduli.

In Table 3 the notation was used: E—Young’s modulus in i direction obtained
from standard test according to [6], E/*—Young’s modulus in i direction obtained
from DIC system. The difference between obtained results A was evaluated from

Eq. (4).

A-—S
§=——-100 4)
S
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0,0 4 ——r—r—T—T T+ ——RY3V
415 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30 —=—RZ1-H
05 1 = A etieliots i e
1,0 4 ——RZ2-H
——RZ2V
1,5 - —RZ3-H
——RZ3V

-2,0 4

Fig. 6 Tension test—relationship between vertical/horizontal strains
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Table 3 Young’s moduli and Poisson’s ratios of PU foam—tension test

Ey |E} vey By |Ef vy E; |E4 |

[MPa] -] [MPa] -] [MPa] -]
1 1091 2094 089 |574 [7.19 043 308 626 048
2 1071|2164 085 [567 [7.13 042 |282 |649 |0.50
3 1094 2063 074 |556 [653 040 275 [6.50 |00
k 1085 2107 083 |566 [695 (042 288 [643 049
A (%) | 94.19 - 22.79 - 123.26 -

The Young’s moduli obtained directly from the testing machine (according to EN
14509) are much lower than the one obtained from Aramis system. It can be related
with the flexibility of the machine, experimental setup e.g. glued handles and the
effects of friction at the ends of the samples. Therefore, the properties determined
by DIC technique should be considered more accuracy.

4.2 Compression Test

In accordance with EN 14509 for specimens which do not exhibit a well-defined
ultimate load, such a polyurethane foam, compression test should be done until the
strain reach the level of 10 %. The authors conducted tests far beyond of this level to
observe the behavior of analyzed material.

Under uniaxial compression loading PU foam exhibits a linear elastic phase in all
three analyzed directions. This range is very short (below 4 %) as shown in Fig. 7a.
Past the yield stress, the material behaves similarly to plastic regular materials up to
a point where almost all cells have buckled in what is known as crushing due to
compression (Fig. 7b). Then, the densification process occurs. For all directions this
process begins after exceeding 50 % of strain.

(a) (b)

Compression test
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0 5 10 15 20 25 30 35 40 45 S50 55 60

Fig. 7 Compression test: a 0 — ¢ plot for X, Y and Z directions, b failure of the cell
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Table 4 The compressive strength parameters

X Y z
JO9% [kPa] | [} [kPa] | f20% [kPa] | fQ. [kPa] | f20% [kPa] | f2! [kPa]
1 2153 226.1 98.8 159.6 70.8 139.6
2 226.6 268.9 94.6 146.9 69.2 129.3
3 224.0 270.0 97.0 148.7 68.6 127.5
k* 222.0 255.0 96.8 151.7 69.5 132.1
8* 5.9 25.0 2.1 6.9 1.1 6.5

The behavior of tested samples significantly depended on the stress direction as
for uniaxial tension test. Contrariwise, in compression test the specimens did not
exhibit a well-defined ultimate load and thus the compressive strength of the core
material shown in Table4 were calculated for the strain levels ¢ =2 % and 10 %
(£202, 21y, respectively.

In compression tests the relationship between horizontal (¢ > 0) and vertical
(¢ < 0) strains is very sensitive on time and not so obvious and linear compared to
tension test what is shown in Fig. 8. All samples demonstrated rapid and irregular
distribution of the strain in the initial time range. Even the change of the sign is
observed. This phenomenon is associated with the closed-cell microstructure of the
PU foam. Therefore, the authors identified elastic parameters for the time range
between 11-14s to skip the initial irregular behavior of the microstructure and do
not exceed the elastic range (for 14s — ¢ = 2.6 %). Obtained values are presented
in Table5.

Strain [%]

<010
015
<020
015
-0,30

Fig. 8 Compression test: a horizontal/vertical strain/time plots, b close-up of initial

Table 5 Young’s moduli and Poisson’s ratios of PU foam—compression test

Ey  |Ef Viy E;  |E} Vy ES  |EZ Vox
[MPa] [—] [MPa] -] [MPa] [—]
1 1057 |19.32 |0.52 4.34 4.83 0.18 3.08 |5.46 0.23

2 11.82 [20.74 |0.53 433 4.60 0.17 296 |5.17 0.24

3 11.81 |20.06 |0.54 4.43 4.71 0.16 295 |5.16 0.25

k

A

11.40 |20.04 |0.53 4.37 4.71 0.17 3.00 |5.26 0.24
(%) |75.79 - 7.78 - 75.33 -
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Fig. 9 Scheme of approaches to the analysis of the sandwich plates

4.3 Sandwich Plates—Approaches

In summary, the sandwich panels can be analyzed at different levels of accuracy,
what is presented in Fig. 9. The decision to use a particular approach imposes further
proceedings relating to the proper identification of mechanical parameters of all
sandwich panel and its particular materials.

Experimental procedure No. 1 is connected with standards and regulations used
by manufacturers and designers. For layered plates with soft core this procedure is
based on Sandwich Beam Model (No. 2) and assumption about isotropy. Then, the
shear modulus of the soft core plays crucial role in structural response.

On the other hand, if we want to analyze sandwich plates in more accuracy way
we have to use advanced model. Then, there is the possibility to take into account
the orthotropy of analyzed material (experimental procedure No. 3).

5 Conclusions

In case of isotropic material model of PU foam the most important parameter is shear
modulus what should be taken into account in FE analysis, where only E and v can
be introduced.

Obtained results demonstrate that the assumption about isotropy has to be used
with limited confidence. For sandwich panels the most common failure modes
occurred in metal facings by their wrinkling. Because the Young’s modulus of the
steel is 60,000 times bigger than foam modulus the strain occurring in the PU foam
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are very small and does not exceed the elastic range. Therefore, orthotropic model
seems to be accurate in that particular case. Then, use of the Aramis system (DIC
technique) was very strategy to identify the mechanical parameters of the porous
material as demonstrated in this paper.

Future works can focus on the study of the structural sensitivity of sandwich plates
with PU foam core with respect to material models and boundary conditions.

Acknowledgments Financial support by Poznan University of Technology 01/11/DSPB/0304 is
kindly acknowledged.
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Numerical Elastic-Plastic Model of RPC
in the Plane Stress State

Arkadiusz Denisiewicz and Mieczystaw Kuczma

Abstract The work is concerned with the determination of effective material
parameters of reactive powder concrete (RPC) in the range of its nonlinear response.
We have used a two-scale modelling technique and carried out a series of experimen-
tal tests which allow us to validate the proposed numerical model of the considered
RPC concrete. The behavior of a RPC concrete on a macro scale is described on
the basis of phenomena occurring in the microstructure of material. The material
microstructure is taken into account by means of a representative volume element
(RVE), the structure of which is generated in a stochastic way with data from the
designed recipes of RPC. It is assumed that the microstructure of RPC is composed
of isotropic linear elastic—(perfectly) brittle constituents and at the macro scale the
material is homogenized. This approach is a good basis for a simple modelling of
microcracks that cause the nonlinear behaviour of the material at the macro level.
The numerical analysis is carried out here for the plane stress state problem, and at
each level of analysis the finite element method is applied.

1 Introduction

Reactive powder concrete (RPC) is currently one of the most modern building mate-
rials produced on the basis of cement, and belongs to the class of Ultra-High Per-
formance Concrete (UHPC) with its strength and high ductility comparable to steel
[7]. Reactive powder concretes are also classified as cement matrix composites with
ultrahigh resistance properties and are often called the low-temperature ceramics.
Thanks to the ultra high-strength and ductility of RPC, the weight and dimensions of
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cross-sections of structures built from RPC can be significantly reduced. Owing to
its physical and mechanical properties, reactive powder concrete finds a wide interest
not only as the construction material but also as a cladding one and even as a material
for furniture.

We present here a computational method that is capable of taking into account the
influence of the composition of RPC concrete on its macro mechanical properties. The
model can be used in a structural analysis of buildings and engineering constructions
made of RPC. Concrete is a structural composite material with complex hierarchical
structure that may be analysed in a multiscale approach, starting from the molecular
dynamics simulation of hydrated cement solid nanoparticles [11]. In this paper, we
consider reactive powder concrete on two scales and make use of the numerical
homogenization technique, schematically illustrated in Fig. 1. In this method, the
response of the medium on a macroscale to external loads is determined on the
basis of structural analysis on a microscale [4—6, 8]. On the micro-scale level the
distributions of micro-strains and microstresses are determined, which by the way of
homogenization provide information about the macroquantities. The whole micro-
analysis is carried out on the so called representative volume element (RVE). This
is a volume assigned to a material point which is representative for a small vicinity
of the point. When the characteristic microscopic length is one order smaller than
characteristic macroscopic length, we are able to take into consideration only effects

min, @(u) = _: uw Ku-u'f

P, si. Cu-g=0
MICRO SC,-\I.E//'/

1 MACRO SCALE

o [men)

B1_M1

=
" : B2_M1
E i B - B3_M1

B1_M2
B2 M2
— B3 M2

o 0,8 1 LS 2 28 3
Displacement [mm)

Fig.1 The idea of two-scale modelling technique applied to beams made of two concrete mixtures,
M1 and M2
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of the first order. In the case of the RPC concrete, this condition is fulfilled. We shall
assume that the characteristic dimension on the microscale corresponds to the size of
ground quartz sand, 0.2 mm, while on the macroscale to the size of the cross-section
of a structural element, e.g. 0.2 x 0.2 m.

2 Two-Scale Elastic-Plastic Model of RPC

Creating the RVE structure of size 10 x 10 mm consists in the random selection
of an element (from a 50 x 50 grid) and also the random assignment of the RCP
component (pores, crushed quartz, sand, cement matrix) to the selected position
(Fig.2, [3]). The concept of the RVE is a delicate one, especially for concrete with
cracks. The issue of approximation of the random microstructures is discussed in
depth in [9]. The boundary value problem of mechanics for the specified RVE after
FEM discretization is obtained as the minimization of the energy function with
additional constraints

1
minge(u) = EuTKu —u’f st Cu—g=0 @9)

The problem of homogenization over the RVE of volume V is to find a displace-
ment field u(X) such that dive = 0 in V, while satisfying the boundary conditions
on the boundary I" so that the Hill energy criterion is fulfilled:

Gg-8={0-¢) 2)
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Fig.2 Representative volume element of RPC: a microstructure [12], b finite element discretization
of RVE
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A detailed description of the solution procedure can be found in [1-3].
In solving the system of equations resulting from the optimization problem (1),
we can use one of the three types of boundary conditions:

e displacement (Dirichlet) boundary conditions

u=x-&¢ Vxel 3)

e traction (Neumann) boundary conditions
t=0-n Vxerl €]
e periodic boundary conditions
sut —su " =(x"—x")-88 Vxerl )

where the edge I' consists of two parts I' = 't U '™ of the normal vectors
nt = —n~ and points x* € I'" and x~ € I"'". An illustration of the influence of
the boundary conditions on the value of a selected constitutive parameter as a func-
tion of the size of the RVE (Fig. 2b) is shown in (Fig. 3).

The nonlinear material behaviour is modeled by taking into account degradation
of the RCP microstructure (RVE). Calculations between the micro- and macro- scales
are carried out iteratively (Fig. 1). At each load increment a reduced stress condition
by the Burzynski hypothesis

»—Dirichlet BC
«—Periodic BC

\ Neumann BC

Constitutive term
4

Increasing RVE size

Fig. 3 The influence of boundary conditions on the solution
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R, , (RY , R,
Ored = R_C(UX + Uy) - F (axay - txy) + Rt 1 - R_ (Gx + O—y) (6)

S c

where:

R,—tensile strength of a microstructural component,

R.——compressive strength of a microstructural component,

R;—shear strength of a microstructural component,

is checked in each element of the RVE. If the reduced stress exceeds a limit value,
then the element is treated as destroyed.

It is assumed that the microstructure of RPC is composed of isotropic linear
elastic—(perfectly) brittle constituents and at the macro scale the material is homog-
enized. This approach allows for a simple modelling of microcracks that cause the
non-linear behaviour of the material at the macro level. The numerical analysis is
done here within the assumption of the plane stress state, and at each level of analy-
sis the rectangular four-noded finite element with bilinear shape functions and eight
degrees of freedom is applied.

3 Experimental Tests

During the laboratory tests a large amount of data was collected, including also a
non-linear working range of the tested beams. The gathered information will be used
to validate the proposed elastic—plastic numerical model of RPC. The tests were
conducted on beams B1-M1 -+ B3-M1 and B1-M2 =+ B3-M2 made from two RPC
mixtures: mixture I (M1) and mixture II (M2), see Table 1. During the conducted
tests displacements and deformations of the beams were enforced and measured by
the machine Instron 8804 and also strain gauges while the destruction zone was
monitored with the system Aramis (Fig.4). For detailed results of the tests, see [1].

Figure 5 shows the field of deformation measured by the system Aramis 3D, and
Fig. 6 presents the force-displacement diagrams for the tested beams obtained from
the testing machine Instron. Failure in all the beams was caused by propagation
of cracks, but the behaviours of beams before failure were different for mixtures
M1 and M2. For the beams of a series M1 at the end of linear elastic range the
stress concentration was created at the most strenuous cross-section (Fig. 7), resulting
in micro-cracks which finally propagated as one macro-crack (Fig.8). A different
scenario was observed in the case of beams made of a mixture M2, which contains
micro-fibers (length 6 mm, thickness 0.17 mm) and macro-fibers (length 38 mm,
thickness 1.0 mm). The stress concentrations were observed in the vicinity of the
most strenuous cross-section (Fig.9) resulting in micro-cracks. After the formation
of macro-cracks the destruction process proceeded as in the case of beams of a series
M1 (Fig. 10). During the tests, there could be heard crackles caused by the pulling
out of macro fibers from the concrete matrix.
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Table 1 Recipes of RPC

A. Denisiewicz and M. Kuczma

Component Mixture I Percent Mixture 1 M2 (kg/m®) | Percent
M1 (kg/m?) | amount (%) amount (%)

Cement CEM 142,5R 905 342 905 332

Silica fume 230 8.7 230 8.4

Quartz sand 0.063-0.4 | 702 26.6 330 12.1

mm OS 36

Quartz sand 0.04-0.125 | 285 10.8 285 10.5

mm OS 38

Quartz sand 0.2-0.8 mm | — - 335 12.3

OS 30

Water 260 9.8 260 9.5

Superplasticizer 29.6 1.1 29.6 1.1

Woerment FM 787

BASF®

Micro steel fibres DM 233 8.8 233 8.6

6/0.17 KrampeHarex®

Steel fibres DW 38/1.0 | — - 117 43

N KrampeHarex®

Densities 2645 - 2725 -

Fig. 4 The test stand for testing beams B1-M1 -+ B3-M1 and B1-M2 + B3-M2, a testing machine
Instron 8804, b beam subjected to tests, ¢ cameras of the deformation measuring system Aramis
3D, d strain gauge bridge, e cameras recording the tests
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-

Fig. 5 Destruction zone and measuring field of ARAMIS 3D
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Fig. 6 Force-displacement diagrams for the tested beams

Analyzing the diagrams displayed in (Fig.6), we can see that RPC made from
mixture II is stronger that that made from mixture I. In both the cases, a clearly
defined linear elastic range can be observed, followed by nonlinear softening of
the RPC material due to the development of damage leading eventually to failure
(rapture).

4 Numerical Example

This part of the paper presents the results of numerical simulations of beams of
dimensions 10 x 15 x 200 cm made from two RPC mixtures, which were subjected
to laboratory tests. For the purpose of the two-scale analysis, RVEs were generated
for each mixture by means of the stochastic generator of microstructure geometry
[1, 2] (Fig. 12a, b). The amounts of particular components precisely reflect the pro-
posed RPC recipes (Table 1).
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Fig. 7 Beginning of damage phase: beam B2-M1
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Fig. 8 Damage phase: beam B2-M1

The cement matrix, which consisted of: cement, silica powder, water and super-
plasticizer, was treated as a single component in numerical simulations. The material
parameters of the components were adopted from the paper [10]. The beams were
divided at the macro scale into twenty rectangular finite elements (Fig. 11).
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Fig. 9 Beginning of damage phase: beam B3-M2
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Fig. 10 Damage phase: beam B3-M2

4.1 Mixturel

The following designations have been adopted for components of mixture I (Fig. 12a):

e Red colour represents the cement matrix—percent amount 49.8 %,
e Dark blue colour represents fine quartz sand—percent amount 37.4 %,
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Fig. 11 The discretization of the beam on macro level

(a) (b)

Fig. 12 RVE for a Mixture I, b Mixture II

Pink colour represents steel micro fibres—percent amount 8.8 %,
Yellow colour represents air voids—percent amount 4%.

The parameters of micro-components:

Cement matrix E = 29900 MPa, v = 0.24,
Fine quartz sand E = 48200 MPa, v = 0.20,
Steel micro fibres E = 205000 MPa, v = 0.30,
Air voids—empty space, no finite elements.

4.2 Mixture 11

The following designations have been adopted for components of mixture II
(Fig. 12b):

e Red colour represents the cement matrix—percent amount 48.2 %,
e Sky blue colour represents thick quartz sand—percent amount 12.3 %,
e Dark blue colour represents fine quartz sand—percent amount 22.6 %,
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Fig. 13 Experimental and simulated (broken lines) responses of tested beams in the three-point
bending test

e Pink colour represents steel micro fibres—percent amount 8.6 %,
e Orange colour represents steel fibres—percent amount 4.3 %,
e Yellow colour represents air voids—percent amount 4 %.

The parameters of micro-components:

Cement matrix E = 29900 MPa, v = 0.24,
Thick quartz sand E = 73200 MPa, v = 0.20,
Fine quartz sand E = 48200 MPa, v = 0.20,
Steel micro fibres E = 205000 MPa, v = 0.30,
Steel fibres E = 205000 MPa, v = 0.30,

Air voids—empty space, No finite element.

Using our own computer code, with the material deterioration process controlled
by the criterion (6) and imposed boundary conditions (3), we have simulated the
response of the RPC concrete at the macro level during the three point bending test
on beams B1_M1 = B3_M1 and B1_M2 <+ B3_M2 made from two RPC mixtures
M1 and M2 (Table 1). Figure 13 shows both the obtained experimental results and
results of numerical simulations (broken lines) obtained with the use of computational
homogenization (CH).

5 Conclusions

The results of own experimental testing and numerical simulations of beams made
of reactive powder concrete (RPC) have been presented. Some noticeable dispersion
of experimental results for both the series of beams can be observed. The proposed
numerical elastic-plastic model makes use of computational homogenization and can
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simulate effectively the elastic behaviour of RPC. The model’s predictions exhibit
lesser accuracy in the nonlinear range, and we intend to extend the model to the 3D
case and to enrich it with mechanisms of gradual softening behavior instead of brittle
fracture as well as an improved stochastic description of 3D placement of fibres.
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Causal Damping Ratio Spectra

and Dispersion Functions in Geomaterials
from the Exact Solution of Kramers-Kronig
Equations of Viscoelasticity

Carlo G. Lai and Ali G. Ozcebe

Abstract The constitutive parameters controlling the response of geomaterials to
low-strain dynamic loading are important in a variety of situations in Earthquake
Geotechnical Engineering (e.g. ground response analysis) and Soil Dynamics (e.g.
propagation of ground-borne vibrations). Linear viscoelasticity is the simplest con-
stitutive theory able to satisfactory capture the mechanical response of soils and
rocks undergoing small-amplitude oscillations. An important result predicted by
this theory is the functional dependence of the speed of propagation Vp and Vg of
mechanical P and S waves from the corresponding material damping ratios Dp and
Dg. Yet, in the current practice of experimental Soil Mechanics, these parameters are
measured independently using different and inconsistent procedures. Furthermore,
the frequency-dependence of Vp, Vg and Dp, Dy is disregarded in most practical
applications. This study thoroughly investigates the causal relationship existing in
soils between damping ratio spectra and dispersion functions by exploiting a recently
obtained, exact solution of the Kramers-Kronig equations. A number of cases asso-
ciated to realistic damping ratio spectra for geomaterials have been analyzed, from
which the corresponding dispersion functions have been rigorously calculated.

1 Introduction

When soils and in general geomaterials are strained below the linear cyclic threshold
shear strain, they tend to exhibit a linear response under both static-monotonic and
dynamic loading when the phenomenon of energy dissipation, although small in
magnitude, cannot be neglected. Despite the existence of a cyclic threshold shear
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strain has been experimentally proved only for uniaxial stress conditions [23], this
notion can in principle be generalized also to multi-axial loading by introducing the
linear cyclic threshold strain boundary surface in the principal strain space [8].

Several are the practical situations in which geomaterials exhibit a linear response
when subjected to dynamic loading. Examples from Earthquake Geotechnical Engi-
neering include ground response analysis at stable sites where the low-strain parame-
ters of soil dynamic behavior control the amplification or deamplification of ground
motion both in 1D modeling and when analyzing complex geological structures such
as deep valleys and alluvial basins (Fig. 1).

The transmission of ground-borne vibrations generated by the passage of a train
in an underground tunnel (the source) may be modeled using a linear soil constitutive
model due to the low-strain level induced in the medium by the passage of mechanical
waves (Fig.2). An analogue situation occurs when modeling the vibrational impact
induced by a surface train or roadway traffic.

topographic
amplification

P, S waves i i
/ ’ stratigraphic
\ — amplification

fault

Fig. 1 Schematic illustration of site effects due to local geological and geotechnical conditions

propagation q oor slabs

in vertical P \wibration
3 elements
waive propagation <oil-foundation
at the free-surface o interface
b

wave scattering -~ %> SN
~

wave propagation
in the interior

Fig. 2 Sketch of ground-borne vibrations generated by the passage of a train in an underground
tunnel and transmission paths along the propagation chain [14]
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Soil
Gs, Gg

Fig. 3 Examples of soil-foundation-structure interaction problems. (Left) Shallow foundation of
a compressor. (Right) Degrees of freedom of a piled foundation. The dynamic response of the
soil-foundation system depends on low-strain complex shear G and bulk G moduli of the ground

Other examples where soil linear response is relevant is represented by the foun-
dations of wind turbines, radio antennas, structures exposed to sea wave motion (e.g.
wharves, off-shore platforms) and vibrating machines (e.g. compressors, turbo- gen-
erators, etc.). In the solution of these contact problems of Soil Dynamics, the response
of the soil-structural system can be evaluated by assuming a linear viscoelastic soil
constitutive model (Fig. 3).

Given the relevance of the response of geomaterials to low amplitude, multi-
axial dynamic loading, it is of interest to investigate methods to measure the low-
strain constitutive parameters of soil dynamic behavior. However to best discuss
this subject, it is useful to first review some peculiar facts of linear viscoelasticity,
the simplest formal theory able to satisfactorily capture the most salient aspects
of the mechanical response of geomaterials undergoing low-amplitude, dynamic
oscillations.

2 Some Relevant Facts on Viscoelasticity Theory

2.1 Review of Constitutive Equations

From a mechanical viewpoint, a viscoelastic material subjected to dynamic loading
or involved in phenomena of wave propagation exhibits both the ability to store strain
energy and to dissipate strain energy over a finite period of time. Now, experimental
evidence shows that soils and rocks, strained at low strain levels, below the linear
cyclic threshold shear strain, display exactly this type of behavior, which can then
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be satisfactory captured by the theory of linear viscoelasticity [2, 11]. The latter is
based on the following four assumptions:

1. validity of small strain theory, i.e. ||e|| = max {|A(1)| , |k(2)| , |A(3)|} < 14

2. validity of the inheritance postulate stating that at any point of the material, the
current value of the Cauchy stress tensor ¢ (¢) is only a function of the current
value of the strain tensor &(¢) and of its past strain history;

3. validity of the time-translation invariance postulate which states that material
response is independent of any time shift (non-aging material);

4. validity of the fading memory hypothesis, stating that the current state of stress
depends more strongly on the recent rather than on the distant strain history.

Under these assumptions, the Riesz representation theorem of functional analysis [6]
guarantee the existence of a unique relationship between the Cauchy stress tensor
o (t) and the strain tensor function &(¢) via the following convolution integral:

o (f) = / G(t—1): dz(:)dr, 1)

—00

where G(¢) is a fourth order tensor-valued function named the relaxation tensor
function. In Eq. (1) the strain history tensor & (7) is assumed represented by a smooth
continuous function however, discontinuities in the strain history functions may be
handled if the integral above is intended in the Stieltjes sense. Equation (1) is also
known as the Boltzmann’s equation since it can also be obtained by applying the
Boltzmann’s superposition principle [4].

The relaxation tensor function G(¢) is a material function and it has 81 compo-
nents, however in a general viscoelastic anisotropic material only 21 are independent
due to the symmetry of the stress and strain history tensors and after invoking the
Onsager’s relations [5]. They represent the stress response of a material subjected
to a strain history specified as a Heaviside function. Boltzmann’s equation can be
“inverted” to give the current strain tensor & () as a function of the stress history
o (). In this case the response of the viscoelastic material is specified by the creep
tensor function J(t) whose components represent the strain response of a material
subjected to a stress history specified as a Heaviside function.

For an isotropic, linear, viscoelastic material, the relaxation tensor function has
only two independent components. They can be the shear Gg(¢) and bulk G (¢)
relaxation functions. As shown by Eq. (1), in the time domain the constitutive relation
of a viscoelastic material is an integral-differential equation. Thus, the solution of a
viscoelastic initial-boundary value problem may not be trivial to obtain. However if
Eq. (1) is Fourier transformed, the viscoelastic constitutive relationship becomes:

6(w) =G"(w) : &(w) 2)

'In this relation & is the small-strain tensor and A (j = 1, 2, 3) are the principal stretches.
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where 6 (w) denotes the Fourier transform of o (£). An analogous interpretation holds
for &(w). Finally G*(w) is the fourth order complex-valued tensor modulus and it is
nothing but the Fourier transform of the relaxation tensor function G(#) multiplied
by iw. In isotropic viscoelastic materials, the mechanical response in the frequency
domain is completely defined by the shear G (w) and bulk G (w) complex moduli.

2.2 Velocity and Attenuation of Viscoelastic Waves

As Eq.(2) shows, in the frequency domain the constitutive relation of a linear vis-
coelastic material is represented by a simple algebraic equation, which resembles
Hooke’s law of linear elasticity. This resemblance is more profound and it is the result
of the “elastic-viscoelastic correspondence principle” [19] according to which elastic
solutions to steady state boundary-value problems can be converted into viscoelastic
solutions for identical boundary conditions by replacing the elastic shear and bulk
moduli with the corresponding complex moduli G§(w) and G (). An analogous
result can also be obtained by using the Laplace’s transform. Although the validity of
the correspondence principle is restricted to problems where the prescribed bound-
ary conditions (i.e. displacements and tractions prescribed along the boundary of the
domain of interest) are time-invariant, its exploitation in elastodynamics turns out to
be rather fruitful.

Application of the elastic-viscoelastic correspondence principle to the Navier’s
equations of motion of linear elasticity with no body forces coupled with the
Helmholtz’s decomposition theorem [1] yields a pair of wave equations govern-
ing the propagation of viscoelastic body waves. The speed of propagation of these
waves is linked to the constitutive parameters G §(w) and G (w) of the homogeneous,
isotropic medium by the following relations:

) = (3)
o o

* 4 *
V;(w)z/GBw)ﬂGS(w)’ N ()

where p is the mass density of the medium. Equation (3) shows that distortional
and volume deformations in isotropic viscoelastic materials are uncoupled modes of
deformation just as occurring in linear elasticity. Furthermore, the speed of propaga-
tion of P and S waves is complex-valued and frequency-dependent. Both character-
istics are inherited by the constitutive parameters G§(w) and G (w). The physical
interpretation of this fact is that Eq. (3) simultaneously define phase velocity and
damping of monochromatic, viscoelastic body waves as shown, for S waves, by the
following relations [17]:

RA(VE) 4 Im*(VE)
Re(V)

’ Dy(w) = Re(V§) - Im(Vy)

Vs(@) = = Re2(VE) — Im2(V3)

“4)
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Fig. 4 Pulse spreading in a viscoelastic medium caused by material dispersion for different values
of damping ratio here denoted as the inverse of quality factor Q = 1/2D [10]

where Vs(w) and Dg(w) are respectively phase velocity and damping ratio of S
waves. The terms Re(V{) and Im (V') denote respectively the real and imaginary
part of the complex-valued shear wave velocity defined by Eq. (3). A relation anal-
ogous to Eq.(4) holds also for longitudinal P waves. These equations shows that
viscoelastic media are inherently dispersive since the speed of propagation of mono-
chromatic waves varies with frequency [9]. Also damping ratio Dg(w), a dimen-
sionless measure of energy dissipation per unit volume of a material undergoing a
cycle of harmonic oscillation, is in general frequency-dependent [8]. As a result, in
viscoelastic media a localized, narrow-band pulse disperses, and changes its shape
as it propagates through the medium (Fig. 4).

Typically, in viscoelastic media high frequencies travel faster than low frequencies
(material response gets “stiffer” for high loading rates) and this has consequences on
the methods used to measure the speed of propagation of mechanical disturbances. In
fact, in exploration geophysics travel time measurements are carried out by picking
the first arrivals of P and S phases. These correspond to the speed of propagation of
the wave front whose energy is carried mostly by high frequencies.

2.3 Kramers-Kronig Relations

As discussed in the previous section, in linear viscoelastic materials the mechanics of
wave propagation is completely defined, in the frequency domain, by either the com-
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plex shear G§(w) and bulk G () moduli or by the complex-valued phase velocities
V() and V§ (w). Specifying the viscoelastic constitutive equations in the time or
frequency domain would seem to be equivalent however, a preliminary inspection of
the corresponding constitutive functions would seem to overturn this statement, at
least apparently. Whereas for each mode of deformation, say shear, only one material
function is required in the time domain, say the shear relaxation function Gg(t), to
completely specify the mechanical response in the frequency domain two materials
functions are needed which are the real and the imaginary parts of either the complex
shear modulus G%(w) or the complex-valued shear wave velocity V¢ (w). Obviously,
the real and imaginary parts of the complex shear modulus (or the complex-valued
shear wave velocity) cannot be independent since in the time domain, the shear relax-
ation function is real-valued and it would not be acceptable that more information
would be required in the frequency domain, to fully describe the mechanical response
of a viscoelastic material, than in the time domain. Indeed, such a relationship exists
[6] and can be easily derived from the application of the Fourier integral theorem
to Boltzmann’s equation (1). The obtained result is the Kramers-Kronig relation, a
mathematical statement connecting the real and imaginary parts of any complex-
valued function, G§ or V¢, which is analytic (or holomorphic) in the upper half of
the complex plane for complex-valued frequencies. Equivalently, it can be shown
that the real and the imaginary part of the complex shear modulus G% are Hilbert
transforms pairs [22].

The Kramers-Kronig relation is named in honor of Kronig and Kramers [12,
13] and it is well-known also in other disciplines including physics and electrical
engineering. It has an important physical meaning because it represents the necessary
and sufficient condition for a response function of a dispersive physical system to
satisfy the principle of causality. In our case, this means that a disturbance originated
at a point of a viscoelastic medium (source) is not allowed to arrive at a different
point of the same medium (observer) before the time d/c has elapsed where d is the
distance between the source and the observer and c is the speed of propagation of
the disturbance in the medium (Vp or Vy). Inverting Eq. (4) yields [17]:

Vs(w) 1+,/[1+4D5()]

Vi(w) = . > +1i-Dg &)
[1+4DF(w)]

Therefore, based on the aforementioned discussion on the Kramers-Kronig relation,
from Eq.(5) some kind of relationship is also expected to exist between the two
real-valued functions Vg(w) and Dg(w) for exactly the same reason that the real and
imaginary parts of the complex modulus are related. Indeed, this relation does exist
and it represents another form of the Kramers-Kronig equation, perhaps the most
important for applications in Soil Dynamics [18]:
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T4 2. (14 4D>
VSz(w)erz'/_'[%]Vg(ﬂm:Gw)' Skl

/4 (0]
9 1+ .,/1+4D3

where Gg) = Gs(t — 00) is known as the equilibrium response of the shear
relaxation function Gg(t). Equation (6) is a Fredholm singular integral equation
of 2nd kind with Cauchy kernel. It is linear in V52 and it establishes a link between
material functions Vs (w) and Dg(w) which cannot be assigned independently despite
in the usual practice they are determined separately, using different experimental pro-
cedures and often ignoring rate-dependence effects [16].

Meza-Fajardo and Lai [18] using the theory of singular integral equations,
obtained an explicit, closed-form solution of Equation (6) for the case when Vg (w)
is prescribed and also when the specified material function is the damping ratio
spectrum Dg(w). For the latter case the result is:

0
2.1+ 4D§(a)) 1 / w? atan (2Ds(7))
-exp | — — 7 drt
T(w? — 72)

1+,/1+4D%(w) Ty

where Vg(0) = limo Vs(w). Equation (7) represents an explicit dispersion relation

(6)

Vs(w) = Vs(0) - (N

for low- strain, mechanical disturbances propagating in arbitrary dissipative, linear
viscoelastic materials like soils and rocks. By specifying the frequency-dependence
of shear damping ratio Dg(w), this equation allows to calculate the velocity dispersion
function Vg(w). The reverse process is also possible and actually, it is even more
appealing from a practical point of view since it allows determining the damping
ratio spectrum Dg(w) entirely from measurements of Vs(w) as proposed by Lai and
Ozcebe [15] in connection with in-situ geophysical prospecting.

A well-known, particular solution of Equation (6), is that obtained under the
assumption that Dg(w) is frequency-independent (i.e. hysteretic) over the seismic
band [0.001-10] Hz. This solution is widely used in Seismology and is given by the
following expression [2, 3]:

VS(wref)
2D re
[1 L 2Ds (u)}
T w

where w,.r denotes a reference angular frequency usually assumed equal to 2.
This dispersion relation predicts values of Vg(w) that increase monotonically with
material damping ratio for a given frequency. Conversely, for a particular value of
damping ratio, Eq.(8) predicts an asymptotic increase of the shear wave velocity
with frequency. Equation (8) is also adopted to simulate the dispersion of P waves
after replacing Dg with Dp. This type of dispersion relation is often invoked not
only in Seismology but also in Soil Dynamics in light of the fact that experimental

Vs(w) =

(®)
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tests in soils and rocks at low strain seem to support the assumption of frequency-
independence of damping ratio over the seismic band, as it will be further discussed
in the next section.

3 Examples of Causal Dispersion Functions and Damping
Ratio Spectra Pairs

In the frequency domain, the Kramers-Kronig relation shows that to completely
characterize the mechanical response of viscoelastic materials in a given mode of
deformation (say shear), only one material function, is required for instance the shear
damping ratio Dg(w) or, alternatively, the shear wave velocity dispersion function
Vs(w). If choosing the former, Eq.(7) could be used to set up a parametric study
aimed to investigate the dependence of the dispersion function Vg(w) on the assumed
damping ratio spectrum Dg(w). Indeed, this is the objective of this section. Overall,
six cases were examined. Of these, four refer to variants of a hysteretic damping
ratio spectrum. This corresponds to a relevant situation since, as mentioned above,
frequency independent damping is often postulated a-priori both in Seismology and
Soil Dynamics owing to the rate-independence of energy dissipation exhibited by
many soils and rocks in the seismic band [2, 20, 21]. However it can be demonstrated
that a constant damping ratio over the entire frequency domain w € ] — oo, +o0[
would imply a frequency independent shear (or compression) wave velocity and this
violates the principle of causality since no Hilbert transform pair may satisfy the
Kramers-Kronig Equation (6) with a constant damping ratio [2]. Thus, some type
of frequency-dependence should be admitted outside the seismic band even for an
otherwise hysteretic damping ratio spectrum. Another important constraint imposed
by viscoelasticity theory over the damping ratio spectrum is the vanishing of damping
as the frequency approaches very low and very large values. This is a consequence
of the fact that for ® — 0 and v — o0 it can be shown that a viscoelastic material
behaves as an elastic solid [6]. Thus, the spectrum of damping ratio is nonzero
and positive definite over a closed set of frequencies (compact support) and as a
consequence the integral of damping ratio spectrum, over the real axis, is necessarily
bounded.

With these premises, the six cases of the parametric study designed to investigate
the influence of the assigned damping ratio spectrum Dg(w) onto the calculated dis-
persion function Vg(w), are now presented and the results discussed. The numerical
integration of Eq. (7) was performed using a robust quadrature scheme given the sin-
gularity of the integrand. To increase the accuracy and stability of the algorithm, the
domain of integration was split into small sub- domains using an adaptive logarithmic
frequency scale.

Figure 5 shows the results of Case I where the goal is to investigate the influence
on the shape of the dispersion curve of assuming a hysteretic damping ratio spectrum
over a fixed frequency bandwidth of [1072-10%] Hz with different magnitude. The
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Fig. 5 Dispersion functions and damping ratio spectra pairs satisfying the Kramers-Kronig rela-
tions. (Top) Calculated dispersion curves. (Bottom) Assumed damping ratio spectra. Influence of
magnitude of hysteretic damping ratio (over fixed bandwidth) on calculated dispersion curves

resulting dispersion curves are linear in the portion of the spectrum where damping is
rate-independent and slightly beyond, which is a direct consequence of the functional
form assumed for the decaying branches.

The major outcome from Fig.5 is that the larger the damping, the steeper is the
slope of the dispersion curve and also the bigger is the difference between the speed
of propagation at very low and very large frequencies. For a damping ratio of 2%
(a typical value for many soils at low strain), this difference is on the order of 10 %.
The dispersion curves of Fig. 5 have been normalized to the value of Vy specified at
a frequency of 1 Hz.

Figure 6 refers to Case 2 where the objective is to assess the influence on the
shape of dispersion curves of assuming hysteretic damping ratio spectra with constant
magnitude but defined over variable cut-off frequencies. The effect is rather apparent:
the broader is the frequency band where damping is hysteretic, the larger is the
difference in phase velocity at very low and very large frequencies.

In the same way as for Case I, also in Case 2 the frequency band in which the
phase velocity dispersion exhibit a linear behavior is broader than the frequency band
wherein damping is assumed rate-independent. In the current example, the linearity of
the dispersion function extends to frequencies that are about one order of magnitude
(at each side) greater and smaller than the corresponding cut-off frequencies where
the damping spectrum ceases to be hysteretic.

Overlapped in Fig. 6 is also the dispersion curve (dashed line) calculated using
Eq. (8). This is the standard dispersion model adopted in Seismology, which is approx-
imate and it corresponds to assuming a rate- independent damping ratio spectrum
over the frequency range [0.001-10] Hz (seismic bandwidth). The figure shows that
in the seismic band the approximate model is actually able to reproduce the exact
dispersion function very accurately. Outside this range, the approximate model is still
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satisfactory if compared with the exact dispersion curve calculated for frequencies
cut-off equal to 1073, 10 Hz.

Figure 7 illustrates the results of Case 3 which corresponds to assuming a Shibuya-
like damping ratio spectrum [21]. This is assumed to represent the frequency-
dependence law of fine-grained soils and it is characterized by a spectrum having
a symmetrical shape (in semi-logarithmic scale) with damping being hysteretic in
the frequency range [0.1-10] Hz. Outside this range damping increases monoton-
ically up till unspecified cut-off frequencies. Scope of Case 3 is to investigate the
influence on the shape of dispersion curves, of assuming different rates of the rising
branches of damping spectra. As shown in Fig.7, the larger the frequency range
outside the hysteretic regime where damping grows, the bigger is the difference of
phase velocity at very low and very large frequencies. Also, the smaller is the por-
tion of the dispersion curve, at the two ends of the spectrum, where phase velocity
is frequency-independent.

Case 4 explores the effects on the dispersion curve of considering a damping ratio
spectrum that is hysteretic in the seismic band, yet, it has a non-symmetrical shape.
From the plot, it appears that a “bulge” on the damping spectrum yields an extension
of the variability of phase velocity on the side of the dispersion curve where the bulge
is located. As expected, the dispersion curve is linear in the frequency range where
damping ratio is hysteretic (Fig. 8).

Itis further observed that the effect of the “bulge” vanishes nearly an order of mag-
nitude beyond the frequency at which the damping ratio spectrum reaches its peak.
Figure9 shows the dispersion curves corresponding to assuming a linear damping
ratio spectrum over a fixed frequency band with a non-symmetrical shape (Case 5).

D)

f{Hz)

Fig. 6 Dispersion functions and damping ratio spectra pairs satisfying the Kramers-Kronig rela-
tions. (Top) Calculated dispersion curves. (Bottom) Assumed damping ratio spectra. Influence of
cut-off frequencies of hysteretic damping (variable bandwidth) on computed dispersion curves
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The calculated dispersion curves are characterized by a smooth variation with
frequency and have either an upward or a downward concavity, depending on the
sign of the slope of the linear portion of the damping ratio spectrum.

The last examined case (Case 6) is that of a damping ratio spectrum having a
parabolic-like shape (Fig. 10). The spectrum with an upward concavity corresponds
to the so-called Rayleigh damping ratio. This is a popular model in earth-quake
engineering and it is characterized by the following frequency-dependence law:

Ds(a))za-l—i-b-a) 9
w

where a and b are properly defined constant coefficients [7]. When Eq. (9) is plotted in
semi-logarithmic scale, the graph exhibits the parabolic-like shape shown in Fig. 10.
Externally to a predefined bandwidth of [0.1-10] Hz, the Rayleigh damping spectrum
is first smoothly extrapolated using rising branches with a continuously decreasing
slope, then, extended with the usual decaying trend as the frequency approach very
low and very large values. The corresponding dispersion curve is anti-symmetric
and characterized by an almost rate-independent phase velocity in the frequency
interval [0.1-10] Hz. This is occurring since in this band the damping ratio spectrum
exhibits rather small values, particularly in the neighborhood of the minimum at
1 Hz. Damping models with larger minima would naturally yield an increase of the
slope of the dispersion curve in the frequency range under consideration.

Figure 10 also shows the dispersion curve corresponding to a Gaussian damping
ratio spectrum. It has also an anti-symmetrical shape however, it is smoother if
compared to the dispersion curve of the Rayleigh damping case. Furthermore, the
difference in phase velocity, at very low and very large frequency, is limited to
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Fig. 7 Dispersion functions and damping ratio spectra pairs satisfying the Kramers-Kronig rela-
tions. (Top) Calculated dispersion curves. (Bottom) Assumed damping ratio spectra (Shibuya-like
model). Influence of the rate of rising branches’ extensions on the computed dispersion curves
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Fig. 9 Dispersion functions and damping ratio spectra pairs satisfying the Kramers-Kronig
relations. (7Top) Calculated dispersion curves. (Botfom) Assumed damping ratio spectra (non-
symmetrical linear model). Influence of damping ratio shape on the computed dispersion curves

approximately 5% whereas for the Rayleigh damping case it reaches about 10 %.
This despite the peak value of damping ratio is the same (about 4 %) for both the
Gaussian and the Rayleigh spectrum. Indeed, such result does not appear odd, if one
considers that the Rayleigh damping model can be viewed as the superposition of two
independent Gaussian-damping models centered at the frequencies corresponding to
the peaks of the Rayleigh spectrum.
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Fig. 10 Dispersion functions and damping ratio spectra pairs satisfying the Kramers-Kronig rela-
tions. (Top) Calculated dispersion curves. (Botfom) Assumed damping ratio spectra (Rayleigh and
Gaussian). Influence of concavity of damping spectrum on the computed dispersion curves

4 Conclusions

Linear viscoelasticity is the simplest constitutive model able to satisfactorily de-
scribe the mechanical response of geomaterials subjected to low-amplitude vibra-
tions. An important result predicted by this theory of material behavior is that phase
velocities of body waves and material damping ratio are not independent quanti-
ties. They are linked by the Kramers-Kronig relations, which can be interpreted as
a mathematical statement of the principle of physical causality. The functional cou-
pling between the speed of propagation and damping ratio of viscoelastic waves
also involves frequency-dependence of these response functions. This is at the origin
of material dispersion, a phenomenon by which a spatially localized disturbance
changes its shape as it propagates through a dissipative medium.

A distinctive feature of the Kramers-Kronig relations is that they establish a link
between two fundamental parameters of a viscoelastic material allowing the com-
putation of one, say the shear wave velocity, as a function of the other, say the
shear-damping ratio. This can be very useful since both these material functions are
of fundamental importance in the solution of boundary value problems in Earth-
quake Geotechnical Engineering and Soil Dynamics. Yet, in the current practice,
they are determined separately using different procedures and often ignoring their
frequency-dependence.

From a mathematical point of view, the Kramers-Kronig relations are linear, sin-
gular, Fredholm integral equations of 2nd kind. An approximate solution of these
equations has long been proposed by seismologists by assuming rate- independent
(i.e. hysteretic) damping ratio over the seismic band [0.001-10] Hz. Exact, closed-
form solutions of these equations have recently been obtained for the material func-
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tions of interest in Soil Dynamics, namely phase velocity of body waves and material
damping ratio.

This paper illustrated the results of a parametric study aimed to explore the func-
tional dependence of the dispersion function of shear waves on the assumed shear-
damping ratio spectrum. For the shear mode of deformation, this is the only material
function that needs to be specified to fully describe the mechanical response of the
medium (in the frequency domain). Several cases were analyzed which were either
suggested by well-known signatures of soil response (e.g. hysteretic or Rayleigh
damping) or inspired by realistic speculations of soil mechanical behavior. Efforts
are underway to apply this procedure to real data. The ultimate goal is to develop a
procedure for determining damping ratio spectra of geomaterials from measurement
of the dispersion functions of P and S waves through geophysical seismic methods.
In fact, the latter are ideal to determine Vp and Vy in soil deposits since the level of
strain induced by the artificially generated mechanical waves is very low, certainly
below the linear cyclic threshold shear strain. Thus, linear response can be assumed
without approximation. With ambient noise (if using passive seismic methods), this
condition is fulfilled even better. However, in conventional geophysical prospect-
ing, the frequency-dependence of Vp and Vj is usually disregarded. Furthermore,
damping ratio is rarely determined from the measurement of body waves owing to
the difficulties of separating geometric and intrinsic attenuation. Thus, calculation
of damping ratio spectra from phase velocity measurements of P and S waves using
geophysical seismic methods seems to be a particularly attractive prospective in
experimental Soil Dynamics.
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A Study of Deformation and Failure

of Unidirectional Fiber-Reinforced Polymers
Under Transverse Loading by Means

of Computational Micromechanics

Marek Romanowicz

Abstract A method for determining the in-situ strength of fiber-reinforced laminas
for three types of transverse loading including compression, tension and shear is
presented. In the framework of this method, an analysis of local stresses that are
responsible for the coalescence of matrix cracks is carried out by using a multi-
fiber unit cell model and finite element method. The random distribution of fibers,
fiber-matrix decohesion and matrix plastic deformations are taken into account in
the micromechanical simulations. The present study also shows that the nonlin-
ear hardening behavior of matrix reflects more realistically the influence of plastic
deformations on the in-situ transverse strength of lamina than the perfectly plastic
behavior of matrix. The prediction of the in-situ transverse strength is verified against
the experimental data for a cross ply laminate subjected to uniaxial tension.

1 Introduction

When a fiber-reinforced polymer-matrix composite lamina is subjected to transverse
loading, it fails due to matrix cracking. For an isolated lamina, the initiation of the
first matrix crack indicates fracture of the lamina. This process happens differently
when the lamina is embedded in a laminate. Since other laminas in a laminate retard
the propagation of the matrix cracks, the stiffness of cracked lamina does not drop
suddenly but declines gradually with increasing load. In this case, the strains to
failure are larger than those of an isolated lamina. The transverse failure mechanism
depends on many factors, among which the most important are properties of the
fiber-matrix interface, the local fiber distribution and the non-linearity of matrix. In
order to predict the life of the lamina in a laminate, it is necessary to use accurate
micromechanical models which involve these factors.

The reduction of lamina stiffness due to transverse matrix cracking can be deter-
mined by using computational micromechanics. Most of the literature on this subject,
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such as papers by Llorca and co-workers [ 1, 2], Vaughan and McCarthy [3, 4] focuses
on the study of the influence of matrix and interface properties on the macroscopic
response of lamina. In these papers, the authors have proved the utility of unit cell
models with random fiber arrangement in determining the transverse strength of
isolated laminas. However, they have provided no prediction of the critical damage
threshold in polymer matrices. Further development of this approach is to be found
in papers by Melro et al. [5], Yang et al. [6], who have applied more complex con-
stitutive laws of the matrices to trace the damage evolution in isolated laminas up to
final failure. Although these studies have substantially contributed to our understand-
ing of the failure behavior of unidirectional laminas under transverse loading, the
constraining effects of other laminas have been less recognized. Modeling matrix
cracking in cross ply composite laminates subjected to in-plane shear through multi-
fiber unit cells has recently been presented by Totry et al. [7], Wei et al. [8], Soni
etal. [9]. In these papers, the authors found the in-plane shear stress-strain response of
laminates by averaging the shear responses of plies. Although they have successfully
established methodology for modeling cross ply composite laminates, they have not
considered the coalescence of matrix cracks that corresponds to the first ply failure.
The main objective of this paper is to present a simple procedure based on the
use of the unit cell with random fiber arrangement and the finite element method
to predict the load at which the first lamina embedded in a laminate fails. For this
purpose, an analysis of the hoop stresses that are responsible for the coalescence of
the matrix cracks is carried out in the present paper. To find the in-situ strength of
lamina, the criterion of maximum hoop stress in matrix is used locally for the most
loaded fiber. The first ply failure load predicted from proposed method is verified
against the experimental data for a cross ply laminate subjected to uniaxial tension.
Another objective of this paper is to assess whether, and to what extent, the
transverse failure behavior of lamina is sensitive to the hardening of matrix due
to plastic deformation. Most of numerical simulations on the mechanical behavior
of composites under transverse loading are based on an assumption that polymer
matrices can be represented by an elastic- perfectly plastic solid following the one
of the pressure-sensitive yield criterions. Although this simple model of plasticity
is able to reproduce the localization of damage along a narrow fracture path, it
leads to the overestimation of the plastic deformation because, in reality, a polymer
matrix hardens and its ductility decreases. An alternative approach is to consider in-
situ properties of the matrix that are back-calculated from experimental data of the
lamina. The role of the in-situ properties of matrix in modeling the matrix cracking
failure mode remains unexplored and therefore is also undertaken in this paper.

2 Micromechanical Models

Numerical simulations using a concept of the unit cell with random fiber arrange-
ment are a current trend of work in computational micromechanics. The benefit of
the use of such unit cells is that the effect of fiber array irregularities on transverse
responses of composite can be accurately taken into account. In this paper, the unit
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Table 1 Mechanical properties of the unidirectional lamina and its constituents

E-glass fiber MY750 epoxy matrix
E ¢ (GPa) v E,, (GPa) VU k (MPa) %
74 0.2 4 0.35 43.35 0

Fiber-matrix interface
ky (GPa/m)| k; (GPa/m)| G, (J/mz) G¢ (J/m2) o (MPa)| 1/ (MPa)

0.1-10° 0.1-10° 15 30 30 60
Lamina
eor (%) &2c (%) oot (%) | oarc (%) | Vi (%)
0.246 1.2 40 145 60

cell models of randomly distributed fiber composite are generated using Wongsto
and Li’s algorithm [10]. Analyses were made on models that contained 39 fibers.
The data required for the simulation study were taken from the world wide failure
exercise WWEE [11] for an example case of E-glass/MY750/HY917/DY063 lamina
with the fiber volume content of 60 %. The properties of this material and its con-
stituents are listed in Table 1. Two-dimensional finite element meshes that mainly
consisted of plane strain elements with four nodes (PLANE182) were constructed
by using ANSYS finite element code [12]. To ensure accurate displacement and stress
field representation within each unit cell, sufficiently dense meshes comprising of
approximately 45,000 elements were used. A cohesive layer consisted of contact ele-
ments with four nodes (CONTA172, TARGE169) was introduced between the fibers
and the matrix to reproduce the fiber-matrix debonding. Each fiber/matrix interface
contained 100 contact elements equally spaced around the circumference.

2.1 Numerical Homogenization Technique

In this paper, the effect of the matrix ductility has been studied for the selected lamina
subjected to three types of transverse loading including compression, tension and
shear. For each loading type, periodic boundary conditions were imposed on the unit
cell to reflect the repeatability of the microstructure and to ensure the compatibility
of the displacement fields. By the assumption of periodicity, each displacement field
u; may be decomposed in a part associated with the applied strain ¢;; and a periodic
one u! [13]

ui(x1, x2) = &;;x; + ul (x1, x2). (D

These relations are implemented at each periodic pair of nodes to link the displace-
ments of the top and the bottom boundaries and the displacements of the right and
left boundaries of the unit cell. Because of a huge number of nodes at the opposite
boundary edges, a Ansys APDL macro has been used to generate automatically all
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required constraint conditions (1). The normal o, and shear ;3 stresses correspond-
ing to the applied strains &, and 2&,3 were computed from the resultant normal and
tangential forces acting on the edges divided by the actual cross-section.

2.2 Constitutive Equations of Matrix and Interface

Although the extension of plastic strain zones in polymer matrices is inhibited by the
nearest fibers, they can exhibit considerable plastic deformation at the microscopic
level [14, 15]. This is because the probability of occurrence of defects in a small
volume of material is much lower than in large one and the failure behavior of
polymers changes from brittle to ductile when the size scale is decreased. The epoxy
matrix is therefore modeled within the framework of the finite deformations as a
elasto-plastic solid which hardens isotropically. It is widely accepted, nowadays,
that the deformation of polymeric materials is highly sensitive to the hydrostatic
pressure and plastic flow of these materials can exhibit plastic dilatancy. To address
this requirement, the Drucker-Prager plasticity model [16], which incorporates the
linear dependence on the hydrostatic stress, is used. In terms of the first invariant of
stress I} and the second invariant of the deviatoric part of stress J,, the yield function

is given as
I
f=(%)+ﬁz—k, @)

where  is the pressure sensitivity factor, & is the flow stress of the material under pure
shear. Experiments showed that the pressure-sensitivity factor u ranges from 0.10
to 0.25 for polymers [17, 18]. Note, that if © = 0, Eq. (2) reduces to the von Mises
yield function. The Drucker-Prager plasticity model with 4 = 0.1 and k = 43.30
MPa was used to study the role of the matrix ductility in the matrix cracking failure
mode. An associative flow rule is used to compute the direction of plastic flow. The
dilatancy factor pu* describing the volume change during plastic deformation was
equal to u.

For the fiber/matrix interface failure, the cohesive zone model is employed, in which
the constitutive equations of the interface relate the normal o, and tangential T,
cohesive tractions to the normal u, and tangential u, opening displacement jumps
and a scalar damage variable d, through [19]

on = kyu,(1 —4d), t =k, (1 —d), 3)

where ,, k; are initial contact stiffnesses in the normal and tangential direction,
respectively. The variable d represents the loss of stiffness and it is a function of both
opening displacement jumps. The variable d takes values from O to 1. Relationships
(3) demonstrate linear elastic loading region followed by linear softening region.
Whend = 0, the cohesive elements are closed and the tractions increase linearly up to
their maximum values o, 77 in the normal and tangential direction, respectively.
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When 0 < d < 1, these elements begin to open and the tractions decrease linearly.
When d = 1, the tractions are zero and the cohesive elements are completely broken.
To define the completion of fracture in the cohesive zone model, a power law based

energy criterion is used [19]
G, n G\ { @
G G)

where G, G, denote energy release rates for mode I fracture and mode II fracture,
respectively and G¢, and G¢ correspond to the interfacial fracture energies.

2.3 Calibration of the Drucker-Prager Plasticity Model

It is well known that polymer matrices cannot behave the same as unreinforced poly-
mers, see, for example [20]. Thus, micromechanical models require in-situ properties
of matrices that are different from bulk properties. In this paper, the hardening curve
of epoxy matrix is extracted from a micromechanical model subjected to in-plane
shear loading. The non-linearity of epoxy matrix is identified such that the unit cell
prediction matches the measured in-plane shear response reported by Soden et al.
[11]. Figure 1a shows a comparison of the measured shear response and that from the
unit cell model. Agreement with experimental data is quite good. It can be seen from
this figure that the unit cell model with perfectly-plastic matrix is unable to repro-
duce the in-plane shear response of composite. To illustrate the difference between
the in-situ and bulk properties, the non-linear strain-stress curve established for epoxy
matrix from the micromechanical model is compared with results of tensile tests of
unreinforced epoxy performed by Fiedler et al. [14] on specimens with very small

L S S

Fig.1 Identification of the plasticity model. a Comparison of experimental in-plane shear response
of the E-glass/MY750 epoxy composite [11] with two numerical simulations, b comparison of in-
situ tensile response of epoxy matrix with experimental data [14]
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thickness (t = 0.4 mm). It can be seen in Fig. 1b that the epoxy matrix in the compos-
ite is considerably stiffer and stronger than the unreinforced epoxy. The difference
between the in-situ and bulk properties would be more evident in the case of standard
specimens. Unfortunately, for the matrix system under consideration, only the tensile
strength, o, = 80 MPa, and the tensile failure strain, &;,, = 0.05, are available in the
literature [11].

2.4 Calibration of the Interface Model

Computational simulations of interfacial debonding in fiber-reinforced composites
require input data such as the interfacial cohesive strength and the interfacial fracture
energy. Unfortunately, these data are not precisely known because they are difficult
to obtain from simple laboratory experiments, see, for example [21, 22]. In order
to ascertain the cohesive properties for the interface of a composite lamina made
of E-glass fibers and MY750 epoxy matrix, an analysis of matrix cracking under
transverse compression was carried out for various interfacial cohesive strengths and
fracture energies. It was assumed that the ratio of the tensile interfacial strength to
the shear interfacial strength, o, /7 and the ratio of the opening component to the
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Fig. 2 Influence of the interfacial cohesive strength and the interfacial fracture energy on the
mechanical response of the unit cell model under transverse compression



A Study of Deformation and Failure of Unidirectional Fiber-Reinforced ... 389
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Fig. 3 Comparison of experimental responses of the E-glass/MY750 epoxy composite [11] with
numerical simulations for of = 30 MPa and 7; = 60 MPa. Results for a transverse compression,
b transverse tension

sliding component of the interfacial fracture energy, G,/ G¢ are 0.5. The macroscopic
compressive stress-strain curves calculated for four different levels of interfacial
strength and three different levels of interfacial fracture energy are shown in Fig. 2. It
can be observed from this figure that an increase of the interfacial strength produces
an increase in the transverse compressive strength of composite and, in turn, a drop
of the interfacial fracture energy leads to a larger drop-off in macroscopic stress
at the post critical stage. The strength of the interface was calibrated such that the
unit cell predictions match transverse compression data, reported by Soden et al.
[11]. It was found that the micromechanical models with 6 = 30 MPa and 7/ = 60
MPa produce reasonable results. Figure 3a shows a comparison of the measured
compressive response and those obtained from the unit cell models for the above-
mentioned cohesive parameters. Figure 3b shows a similar comparison in the case of
transverse tension.

3 Results

Two models of matrix plasticity were applied in order to evaluate their utility for
predicting the in-situ transverse strengths of lamina and to analyze the impact of
the matrix ductility on the overall macroscopic responses of lamina under transverse
loading. Figure 4a—c compare the macroscopic stress-strain curves obtained from unit
cell models with hardening and perfectly plastic matrix for three types of transverse
loading including compression, tension and shear, respectively. It can be seen from
these figures that the application of the perfect plasticity theory in modeling transverse
shear (Fig.4c) and transverse compression (Fig. 4a) reduces the strength of lamina.
Only for transverse tension (Fig.4b), the strength of lamina is insensitive to the
choice of the plasticity model. This finding suggests that the localization of plastic
deformation occurs in this case after the maximum of the macroscopic stress has been
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Fig. 4 Influence of the ductility of matrix on the mechanical response of the unit cell model under
a transverse compression, b transverse tension, ¢ transverse shear

attained. When a unidirectional lamina is subjected to transverse shear or transverse
compression, the development of shear bands in matrix interact with fiber-matrix
debonding. In contrast to these cases, the non-linear behavior of lamina for transverse
tension is mainly caused by interfacial debonding. Thus, when the mode of failure
is shear, matrix hardening plays an equally important role as interfacial properties in
predicting the mechanical behavior of composite lamina.

To see whether the micromechanical models with hardening matrix predict cor-
rectly the formation of critical planes, three contour plots of effective plastic strain in
matrix obtained at the post-critical stage of deformation are presented in Fig. 5a—c.
It is interesting to note that extensive plastic deformation of matrix takes place only
in the vicinity of interfacial cracks. Furthermore, there is one clearly defined critical
plane in these models. Theoretically, the inclination of critical planes depends on
the internal friction angle @. For the pressure sensitivity factor u© = 0.1, the internal
friction angle tan @ = u+/3 is approximately to be 10°. Coulomb type yield criteri-
ons predict that plastic yielding occurs in the case of transverse compression along a
plane which is inclined at an angle oo, = 45° + @ /2 with respect to the plane perpen-
dicular to the loading axis, and in the case of transverse shear, at an angle o, = @ /2.
In the case of transverse tension, the critical plane angle o, is equal to 0°. It can be
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Fig. 5 Contour plots of the effective plastic strain in hardening matrix in the unit cell model
subjected to a transverse compression at £, = 4 %, b transverse tension &, = 2 %, ¢ transverse
shear at 2¢7,3 = 5%

seen from these figures that the proposed models produce the critical plane angles
which are consistent with those obtained from theoretical predictions.

Figure 6 shows the plastic shear bands obtained from the unit cell model with
perfectly plastic matrix in the case of transverse compression at the same stage of
deformation. From the graph above we can see that there are several possibilities for
developing a critical plane across the model. Furthermore, the shear bands occur in
the unit cell model with perfectly plastic matrix also in regions without significant
interfacial debonding. Comparing Fig. 6 with Fig. 5a, it can be seen that the devel-
opment of damage by plastic deformation of matrix is now more severe than it was
in the corresponding model with hardening matrix. It is interesting to note that both
models have the same properties of the fiber-matrix interface. This finding clearly
demonstrates that there is an interaction between the two failure mechanisms and that
the extension of the plastic deformation in matrix depends on the hardening curve. A
similar effect was observed in the existing studies, see, for example [1, 2] in which
the development of the plastic deformation in matrix was controlled by changing the
interfacial properties.

It is well known that fracture of matrix occurs within regions of tensile stress
concentrations. Thus, a unidirectional lamina cannot fail unless the matrix tensile
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Fig. 6 Contour plot of the effective plastic strain in perfectly-plastic matrix in the unit cell model
subjected to transverse compression at &, = 4 %

stress exceeds the tensile strength of matrix. Figure 7a—c show how the matrix hoop
stress oyy varies with increasing macroscopic strain in dependence on the polar angle
6 for three types of transverse loading including, compression, tension and shear,
respectively. For purpose of this analysis, only the most loaded fiber was considered
(different for each type of transverse loading). In all cases, such a fiber lies on the
critical plane. The evolution of the matrix hoop stress reveals, that the formation of
the interfacial crack magnify locally the tensile stress in matrix, as well as that the
maximum of this stress locates at the interfacial crack tips. It is interesting to note that
even for compressive loading, the tensile stress in matrix appears (Fig. 7a). Experi-
mental tests carried out on microscopic specimens indicate that the tensile strength
of epoxy polymers can exceed 100 MPa [14, 15]. Therefore, this value was taken as
the reasonable reference level for computing the ultimate failure. When the tensile
stress in matrix goes beyond this limit, the existing microcracks have the potential to
kink out the interfaces and join into a large macroscopic crack. The values of critical
macroscopic strain for all cases considered here were identified on the basis of the
evolution of the matrix hoop stress. It was found that the E-glass/MY 750 unidirec-
tional lamina fails when its strain exceeds a limit ¢, = 0.0220, 0.0092 and 0.0520
for transverse compression, tension and shear, respectively. The points correspond-
ing to the coalescence of matrix cracks were marked with the letter F in Fig. 3a, b.
The results of computing the ultimate failure show that the strains to failure of uni-
directional lamina obtained from strain-controlled predictions are much larger than
those measured in load-controlled tests. The ratio of the strain to failure from strain-
controlled predictions to that from load-controlled tests is &./e = 4 for transverse
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Fig. 7 Angular distribution of the matrix hoop stress opg at the interface between matrix and the
most loaded fiber for a transverse compression, b transverse tension, ¢ transverse shear

tension, and &./e} = 2 for transverse compression. It is hard to determine this ratio
for transverse shear because there are no experimental data.

In order to demonstrate the potential of micromechanical simulations in prac-
tice, the predicted strain to failure of unidirectional lamina under transverse tension
(Fig.3b) was used to compute the load at which the first lamina failure occurs in
a symmetric cross ply (90°/0), laminate subjected to uniaxial tension along the 0°
direction. In this type of laminate, it is easy to investigate the constraining effects of
other laminas because computation of the first ply failure load requires tracking the
degradation only in the 90° plies. It is reasonable to assume, that the tensile behavior
of a cross ply (90°/0), laminate is given by the averaged contribution of the laminas
parallel and perpendicular to the loading direction. Since the axial tensile response
of the 0° plies remain linear, the stress-strain curve of unidirectional lamina for axial
tension is calculated from the known modulus of the constituents by using the rule of
mixtures. Figure 8 compares the tensile stress-strain curves of the laminate obtained
from experiments and predicted through micromechanical simulations. The exper-
imental stress-strain curve for cross ply laminate made of E-glass/MY750 epoxy
material was taken from the world wide failure exercise WWEFE [22]. It can be seen
from this figure that, although, the experimental response of laminate is linear at
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Fig. 8 Comparison of the tensile stress-strain curve of the symmetric cross ply (90°/0°)s laminate
obtained from micromechanical simulations with experimental data [23]

low strain levels, it shows significant softening that begins at a strain level of about
0.0075 and a stress level of about 190 MPa. One possible explanation of this is that
the initiation of transverse cracks in the 90° plies results in a change in the slope
of the stress-strain curve. The simple averaging procedure outlined here reproduces
the initial linear response of the laminate very well. The limit of the applicability of
this procedure is defined at the critical point when the matrix tensile stress exceeds
the tensile strength of matrix. For the strain to failure of the 90° plies, ¢. = 0.00916,
obtained from the strain- controlled predictions (Fig.3b), the tensile stress in the
laminate is 232 MPa. For the strain to failure, ¢, = 0.00246, obtained from the load-
controlled tests (Fig.3b), the tensile stress in the laminate is only 76 MPa. Taking
above into account, computational micromechanics provides a better estimate for the
first ply failure load than that obtained from the load controlled tests.

4 Conclusions

The present study was designed to determine the in-situ strength of lamina in a
symmetric cross ply laminate subjected to uniaxial tension as well as to investigate
the effect of matrix ductility on the transverse failure behavior. The results of this
investigation showed that regardless of type of transverse loading, a large tensile
stress develops in matrix in the vicinity of interfacial crack tips. An analysis of the
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matrix hoop stress around the most loaded fiber can be used to predict the in-situ
transverse strength of lamina. It was shown that the first ply failure load obtained from
micromechanical simulations agrees better with the experimental results than that
computed by using data of isolated laminas measured in load-controlled tests. The
present study also showed that the application of the unit cell models in which matrix
hardens with increasing load predicts realistically the location of plastic zone only in
regions with significant debonding. On the contrary, the use of the unit cell models
with perfectly plastic matrix leads to the overestimation of the plastic deformation
and the reduction in the strength of lamina.
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The Dynamic Modelling of Thin Skeletonal
Annular Plates

Artur Wirowski, Bohdan Michalak and Martyna Rabenda

Abstract The subject of this paper is to derive and apply a macroscopic model for an
annular plate with a dense system of ribs in radial and angular directions. The main
feature of the proposed mathematical model is that the size of the microstructure
(the distance between the ribs) is comparable to the thickness of the plate. The
formulation of an approximate mathematical model of those plates is based on the
tolerance averaging approach by Wozniak et al. [12, 13]. The general results of the
contribution will be illustrated by the analysis of natural vibrations of the plate. It
will be carried out by validation of averaged equations of motion and comparison to
the results from finite element method (Abaqus program).

1 Introduction

The considered skeletonal plate is made of two families of thin beams with axes
intersecting under the right angle. The regions situated between the beams are fills
a homogeneous matrix material (Fig. 1a). It is assumed that midplane of the plate
represents a certain plane microheterogeneous structure which is a periodic along
angular £2—coordinate but have slowly varying apparent properties in the radial
direction. The generalized period A = +/A;A; of inhomogeneity is assumed to be
sufficiently small when compared to the measure of the domain of coordinates £“.
At the same time it is assumed that the microstructure length parameter A is similar
compared to thickness & of the plate. It is assumed that the beams have a constant
width. Thus we deal with composite plate having what can be called space-varying
periodic microstructure. From a formal point of view, the structure under consider-
ation can be described in the framework of the well-known theories for thin elastic
plates. However, due to the inhomogeneous microstructure of the plate, this direct
description of the structure leads to plate equations with discontinuous and highly
oscillating coefficients.
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(b)

Fig.1 Considered composite plate a at microscopic level b at macroscopic level

The aim of the contribution is to derive and apply a macroscopic model describing
the dynamic behaviour of the thin plate with the deterministic microstructure that
has functional but smooth and slowly varying effective properties (Fig. 1b).

The formulation of averaged mathematical model of the skeletonal plate will be
based on the tolerance averaging approach. This modelling technique describes the
effect of the microstructure size on the overall response of a composite structure.
The general modelling procedures of this technique are given by Wozniak et al. in
books [12, 13]. The application of this technique for the modelling and the analy-
sis of dynamic problems of periodic composites and structures are presented in a
series of papers. Some of the following papers can be mentioned here as examples:
Baron [1] analyzed dynamic behaviour of medium thickness plates with uniperi-
odic structure. The higher order vibrations caused by microheterogeneous structure
of thin periodic plates were analyzed by Jedrysiak [2]. The wave propagation in
periodically laminated composites was analyzed by Matysiak and Nagérko [5]. The
dynamic modelling of elastic wavy plates was presented in the paper of Michalak
et al. [7]. In the paper of Wagrowska and WoZniak [9] the dynamic modelling of
visco-elastic composites was discussed. Wierzbicki and Wozniak [10] studied the
dynamic behaviour of honeycomb based composite solids.

The approach, based on the tolerance averaging technique, to formulate averaged
models for functionally graded stratified solids can be found in the in the following
papers. Kazmierczak and Jedrysiak [3] presented the asymptotic-tolerance model of
vibrations of thin transversally graded plates which is based on the tolerance averag-
ing approach. In the paper of Michalak and Wirowski [6] the dynamic modelling of
thin plate made of certain functionally graded materials was discussed. The obtained
averaged equations of motion were verified by the comparison of the results obtained
from the tolerance model and asymptotic model equations with the results from finite
element method (Abaqus code). Rychlewska and WozZniak [8] analyzed a bound-
ary layer phenomena in elastodynamics of functionally graded laminates. Wirowski
[11] studied natural vibrations of thin plate band with non-linear functionally graded
material.
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Fig. 2 Skeletonal annular plate

In the above mentioned papers dimension of cells should be much bigger than
a thickness of plate. In opposite to these papers, in the presented contribution we
deal with plates where the microstructure length parameter A is similar compared
to thickness % of the plate (A = h) (Fig.2). The majority of the mentioned papers
deal with natural vibrations of a rectangular plate only. In the presented paper, like
Michalak and Wirowski, will be analyzed natural vibrations of annular composite
plates. These plates have skeletonal microstructure with constant width of the ribs.
Hence, the effective properties are graded in space and we deal here with a special
case of the functionally graded materials.

2 Direct Description

The object of our considerations are annular plates with microstructure given on
Fig.2. It is introduced the orthogonal curvilinear coordinate system O&'£2£3 in the
physical space occupied by a composite plate under consideration. The time coordi-
nate will be denoted by ¢. Sub- and super-scripts i, k,/ run over 1, 2, 3and o, 8, §
run over 1, 2. Setting x = (¢!, £2) and 7 = £ it is assumed that the undeformed
plate occupies the region 2 = (x, z) : —h/2 <z < h/2, x € I, where [T is the
plate midplane and # is the plate thickness. The starting point of this contribution
is the direct description of the structure in the framework of the well known theory
of thin plates. The displacement field of the arbitrary point of the plate we write in
form:

wix, 2) =w3(x)  walx,2) = wh(x) — 0,w3(x)z ey
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Denoting by p(x, t) the external forces, by p the mass density, by g, the metric
tensor, by €,4 a Ricci tensor, setting 9y = 9/ dx* we also introduce gradient operators
V = (91, 92), in the framework of the linear approximated theory for thin plates we
obtain the following system of equations

i strain-displacement relations

Eap(X,2) = Kapg(X)z,  Kop = — Vw3 2)
il strain energy
1 afys
EZ(.X, 7) = EC 4 EapEys 3)
iii kinetic energy
Lo
K (x,z) = EP(W3W3 + W wgd™) “4)

forz € (—h/2, h/2).

The strain energy average over the shell thickness is given by
1 afys
Ex) = EB VapWsV,sw3 5

where B*F7% = 0.5#’32) [g"‘“gﬂy + gV gt 4 v(e¥r ePr + e"‘“eﬂy)]. It can be
seen that the coefficients in the above equations are discontinuous and highly oscillat-

ing. The above equations will be used as a starting point of the modelling procedure.

3 Modelling Technique

Letus introduce in the undeformed midplane of the plate the polar coordinates system
OE'E%. The midplane of annular plate occupies the region IT = [0, ¢] X [Ry, Rz]
(Fig.2). Denote I1, as a subset of IT for points with coordinates determined by condi-
tions (£, £2) € (A2/2, ¢ — X2/2) x (Ry + A1/2, Ry — A1/2). An arbitrary cell with
a center situated on the radial coordinate at point (§'); = A1/2+ (j — DAy, j =
1,...,n will be determined by A(§%) = (—Xy/2, —X2/2) % ((El)j —A1/2, (El)j
+ A1/2).

In order to derive averaged model equations for skeletonal plate under considera-
tion we applied tolerance averaging approach [12]. We mention some basic concepts
of this technique, as an averaging operator, a tolerance parameter, a tolerance periodic
function, a slowly varying function, a highly oscillating function.
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The fundamental concept of the modelling technique is the averaging operation
o 1 o o 5
(NIED) = — f(y,§%)dy, &% ell (6)
1Al aee)

We shall refer (6) to as averaging of arbitrary integrable function f (-) for an arbitrary
£% € I1. The main concept of the tolerance averaging technique is that values of
functions belonging to region IT can be determined only within to certain accuracy
8. Let § stand for an arbitrary positive number and X be a linear normed space.
Tolerance relation ~ for a certain § is defined by

(Y(x1,x2) € XD [x1 & x2 & |Ix1 — x2]|x < 8] (7)

where § is said to be the tolerance parameter.

Let 8"f be the kth gradient of function f = f(£%),&“eIl, k=0,1,...,q,
(o > 0), where we denote 3° f = f. Function f € H*(IT) is called the toler-
ance periodic function (with respect to cell A(§%) and tolerance parameter &),
feTPyI, A),iffork =0,1,...,«, the following conditions hold

(V& € IH@ESN)E", ) € H(A))
1 £ I 96 iy < 8] ®)

F®OC y)dy e C°UD)
A()

Function f® (£, -) is referred to as the periodic approximation of 9* f in A(£®), £
ell,k=0,1,...,a.

Function F € H*(I1) is called the slowly varying function (with respect to the
cell A(é%) and tolerance parameter 8), F' € SV (11, A), if

F e TPY(I1, A),
(V&Y € IT) [ﬁ(">(xi“, MNagn = 3" Fxi®), k=0,...,a] 9)

It can be observed that periodic approximation F of 9*F(-) in A(EY) is a constant
function for every £* € I1. If F € SV§* (11, A) then

(V&% € IT) (119" F () — 3" FE) Imocaeey <8, k=0,1,...,a).

Function ¢ € H*(II) is called the highly oscillating function (with respect to the
cell A(£%) and tolerance parameter 8), ¢ € H O5 (11, A), if

¢ e€TPiI, A)

VF € SV{(I1, A)(f = ¢F € TP{(I1, A)) {10
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and for k = 1, ..., « these functions satisfy conditions

(¥« € ) [P, ) ey = 30 0
FOGE ) Lagey = FENDFE) | aee)
For @ = 0 we denote f = f©. )
Let by ¢(-) denote a highly oscillating function, ¢ € H 082 (1, A), defined on 11,
continuous together with gradient 3'¢. Its gradient 8% is a piecewise continuous
and bounded. Function ¢(-) is called the fluctuation shape function of the 2-nd kind,
if it depends on A as a parameter and satisfies conditions:

1° o e O %) fork=1,...,0, 0 =2,
2° (p)(E*)~0  forevery&® € Ix.

Set of all fluctuation shape functions of the 2-nd kind is denoted by FS; (11, A).
Condition (2°) can be replaced by (p¢)(§*) =~ O for every £€* € I1,, where p > Ois
a certain tolerance periodic function.

The starting point of the modeling procedure is a decomposition of displacement
fields. The modeling procedure will be based on the tolerance averaging approach
and on the restriction of the displacement field under consideration given by

Wi, 2. 1) = V3%, ) 12
wa (§%, 2, 1) = (=0, V3(£%, 1) + R (E¥)uy (§%, 1))z
oré* =11,z € (—h/2,h/2), A =1, 1] and every time ¢.

The basic modeling assumption, related to the above decomposition, states that
V3(-, 1) , u(-, t) are slowly varying functions together with all partial derivatives.
Functions V3(-, 1) € SV (2, A), ul(-, 1) € SV, (82, A) are the basic unknowns of
the modelling problem. Functions /44 (-) are known, dependent on the microstructure
length parameter A, fluctuation shape functions.

Let 2 (-), 3,h(-) stand for periodic approximation of 2% (-), 3,2 (-) in A, respec-
tively. Due to the fact that w3 (-, ), w, (-, t) are tolerance periodic functions, it can be
observed that the periodic approximation of wsy, (-, t), wy; (-, ¢) and their derivatives
in A(§%), &% € II have the form

wan (v, &P, 2, 1) = V3(£P, 1),

dawsn (v, &%, 2,1) = 3 Va (€’ 1),

Wi (y, €2, 2, 1) = V(€8 1),

wan (v, 7%, 2, 1) = (=0, V3(EP, 1) + h*(y, EP)ul (P, 1))z

I wan (v, €7, 2, 1) = (=8a, V3P, 1) + 8,04 (v, P )u (P, 1))z
Wan (v, €8, 2, 1) = (=0, Va(€P, 1) + h* (v, EP)ul (€, 1))z

13)

for every £€* € I1, almost every y € A(£%) and every ¢ € (¢, t1).
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4 Averaging Description

The starting point of the tolerance averaging technique are Eqgs. (2)—(5) and decom-
position of displacement fields w3 (%, z, 1), wy (&q, z, t). Substituting the right-hand
sides of Eqgs.(12) into (5), on the basis of tolerance averaging approximation, we
finally arrive the strain energy averaged over the cell A(£%)

1. . !~
<E> — zBaﬂySVaﬂVVy8V3 _ BaAyaqutvy(SV3 + EB(XAVBMQME (14)

where we have denoted

éaﬂyﬁ — <Botﬂy8>’ BaAy& — (BaﬁyéaﬁhA)’

- 15
BotAyB — (BaﬂySBﬁhAaahB) ( )

Substituting displacement field given by decomposition (12) into formula for kinetic
energy (4) we obtain for an arbitrary point of the plate

K.(&F,2,0) = 3p [Va(€P, V3 (€F, 1)
+ (=8 V32, 1) + h* (EP)if (P, 1))2) (16)
(05 V3P, 1) + WP P () &P, 1)) ) 8

After averaging over the plate thickness and neglecting for thin plates the terms
describing rotation inertia (subscripted terms in Eq.(16)) we obtain formula for
kinetic energy averaged over cell A(§%)

1

(K)(E“, 1) = 5<ph>vg<5“, DVA(E®, 1) (17)

Energy external load averaged over the cell A(§%)
(F)(xi®, 1) = (f)Va (18)

In order to derive the equations of motion we shall introduce tolerance averaged
Lagrangian (L)

(L) = (K) — (E) + (F)
(L) = (L)(xi% Vo V3, V3, ult, V3) (19)

The governing equations derived from stationary action principle of the averaged
Lagragian (L) = (K) — (E) 4+ (F) have the form
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Vap (B2, Vs — BYA*Pul) + ()V3 — (£3) =0
B*Y°V,5Vs — BBy =0 (20)

We can observe that uf can be eliminated from above equations
THE Gl B A 1)

where K#B%4 determine the linear transformation, inverse to that given by B*5e4
uwBaA paAyC _ ¢BC

(K1t Bedre = §5C)
Denoting

Faﬁy& — Eaﬂy& o EuBaﬁK;LBTAErAyzS (22)

and p (mass density related to plate midplane), after simple manipulations we obtain
finally the following equation for the averaged displacements V3(§¢, t),

Vs (FP7°V,5V3) + (5) V3 = () (23)

Coefficients in the above equation are smooth and functional in contrast to equa-
tions in direct description with the discontinuous and highly oscillating coefficients.
The above equation has an identical form as equation of motion for thin plate with
functional coefficients.

S Applications

5.1 Tolerance Model

In order to illustrate an exemplary application of the above equation, the analysis of
free vibrations of the composite annular plates will be shown. Equation (23) represent
partial differential equation for the averaged deflection V3(£¢, t). Let us introduce
the polar coordinate system O&'&2, where £2 represents the angular coordinate and
& = £! the radial coordinate. We look for a solution to the equations (23) in the form
of a function with separable variables

V(£ 1) = V(E%)e'™ (24)

Substituting the Eqgs. (24) into (23) after rather complicated calculations we obtain
the equation for V (-) describing free vibrations of the composite annular plate.
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- - 2
Vi (F™Y + Vi (E(le) + 2(F1111>,1)

- 2 1 1
v Fl 2 gl Lopnzy L Fzzzz)
+ .11(( ),11+E( ),1+§< )1 52( )
+ ‘21 (é(F”ZZ),ll + E%(F2222> _ $i2<F2222>,])
+ ‘7,122 (_;_3(1;*]2]2) + 54_2<F]2]2>’1 _ E%(};]]ZZ) + 5_22(F1122>’1)
Vi (;—2<F1m> + é(ﬁ’“%) (25)
2 2

+ ‘222 (;14(171212) + $_4<F1122> _ §_3<F1122)’1
3<F2222> _ i<F2222> + l$3<F“22>
54 %_4 .1 n 11

+Von (5“’2222),2) + Vo (? F2222>) + (p)o® =0

The Eq.(25) contain smooth and slowly varying coefficients and can be solved
using well known numerical methods. The averaged coefficients F*/7% together
with its derivatives were calculated automatically by symbolic computation pro-
grams. Whereby:

Fllll — Bllll _ B;/.BIIK/J,BIABTAII’

1122 1122 Bl g BT A pTA22
F''““ =B ' — B#?U KHPTARTA=S

1212 _ p1212 _ puBI2 g uBtA grAl2 (26)
F2222 _ g2222 _ puB22 g uBTA grA22
where K#*#74 determine the linear transform inverse to that given by B#874,
Formulas for averaged modulus are given below.
gl — (gl 27)
b [ =3 3b >4
1
= [ [ Bans [asans [ Ban|a
LAg
—3b1 \-1bi —1by —1by
34¢ =30 349 —3b
v [ [ mawans [ [ san 8)
—34¢ b -3¢ 34
gl _ B.(ApdE + dly — d*> + a Agély — aApdE — adly + ad?) (29)

Apély
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_2(=1+)d(Ap — d)B,

gl _
38 Ag
g2 _ _2(=1+ap)d(Ap —d)B,v
35l Ag
gl _ 8 —d+da)d(Ap —d)B,

156(d — 11) Aol
gl _ 4d*a B, v, B

98 Agl,
gl _ (d+dapv, —dv, —da — 1} —afv.ly + vy +al))B.d
B 36 Agl,
g2l _ pariil _ 2(Bv, — d*aB,
9§ Aply
1

Bllllll _

— 4(d> + dzaﬂv, —d*a — d%v,
156(d — Apé) Agly [4(

+dv, Apé + daly — dApé — 11d

+dv.ly —dapv.l] + 11 ApE

—vl1A@E ) B d]

gz _ (L=v —a+anpd(dg —d)B,
35l Ag
B2 _ 4= +d + vy —vd —da + dapv,)d(Ap — d)B,

156(d — ) Aply

I _ _2(=d + pad + 1, —apl)dB,v,
3§Ag011
B2 _ _2—d+4ad+l —al)dB,
3£ Al

B2II2IT _ _ 8(=hda —lid + 1, Apg — d*a +d* — dApE)d B,
N 156(d — 1)) Agl,

where:

d
bl =ll_d’b2=A¢_E»BmZaBrava.Bvr

B1112 — BllZl — Blllll — Blllll — BIIIZZ — Blllll — Blll2ll — B21]l

32122 — B2111 — B21211 — 321112 — 321121 — 3211111 =0

(30)

€29

(32)

(33)

(34)

(35)

(36)

(37

(38)

(39)

(40)

(41)

(42)
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5.2 Shape Functions

The important point of the tolerance modelling approach is to determine the fluctu-
ation shape functions (FSF). In dynamic problems, the system of FSF can be taken
to represent the principal modes of free vibrations of the cell A(§%) or a physically
reasonable approximation of these modes. In our work, we proposed shape functions
that reflect material properties of the plate.

'y, Y = SIOHT(G?, b)),

(43)
R, %) = SOHTIO", by),
where:
,_(yl-l-%) for y; € (— 71’%1),
Sl()’l)= ldd fOI'yl E(—% %)’

- (- 7‘) fory, € (=& %1’ ),
(yz +A49) fory, e (—4¢, k),

S(y2. ") = (ﬂ,])bzyg for y, € (—%, &),

— (=) fory:e (%, 5,

. B ~ 2_}’1 2 ) B _( 2y2 )2
Ti(y', b)) = |:1 (b1 ) . O, bh)=|1 by (xiTyh)

Shape functions (43) are presented on the graphs drawn on a cell (Fig. 3).

5.3 Shape Functions

5.3.1 Boundary Conditions
In order to find a particular solution of the equation Eq. (25) we shall investigate the
natural vibrations of annular plates for the following boundary conditions:
e for the mutually clamped plate:
oV (E'e?)
98! g
oV (E'EY)
9 jeg

=0, V@E'E) -k =0,

=0, V(E'E) - =0, (44)
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"

Fig. 3 The cell with shape functions

o for the mutually simply supported plate:

?V(5'8%) 1 v (xi', &2) o

SR Loveiheh oy e
8%‘1851 |E'=R, Re 851 |E1=R, (g %- )|§ R

PV (E'EH 1 V@i, g2

— 2> _— =0, V(E'E)e-p =0 45)
08108t ap R 081 jag o

5.3.2 Finite Difference Method

The Eq.(25) has smooth and slowly varying coefficients. Hence, to solve it well
known numerical methods are needed. The solution of the equation (25) and
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obtainment of natural frequencies were made by finite differential method. This
method through discretization of the Eq. (25) and consideration of appropriate bound-
ary conditions (44) or (45) lets obtain frequencies from the solution of eigenvalue
problem. The solution of eigenvalue problem, obtainment of the natural frequencies
and modes were done by using finite difference method.

Numerical problem indicated above was implemented by using MS Visual Studio
C++ environment. It let to create fully object- oriented structure of the program
simultaneously providing elasticity and expansibility of the solution. The program
made in this environment can be applied on any hardware platform based on Windows
(XP, Vista, Win7, Win8) both in 32-bit and 63-bit systems. What is more, chosen
environment enable to create interface convenient for a user in which the user has
possibilities to change many geometric and physical parameters.

The Eq. (25) represents partial differential equation of fourth order with varying
coefficients relative to the two variables described in polar coordinate system. For
that reason, the discretization based on FDM differs significantly from the classical
approach grounded on cartesian coordinate system.

The area of the plate was divided into n equal parts (the rings of equal width) in a
radial direction and into m equal parts (sections based on the same angle) in angular
direction (Fig.4a).

According to that, FDM mesh was formed with varying dimensions of mesh
opening, whereby

dyi =&V, &, —& = A& =¥ = const,
g}H - ,fil = A& = const. (46)

where dy, dx = A are dimensions of the mesh opening, £ is a distance from the
origin of the coordinate system (a radius).

Fig. 4 a Partition of a plate area by FDM mesh, b The numbering of nodes of the mesh. Red line
signifies additional virtual nodes
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The partial derivatives appearing in the Eq.(25) are drawn closer by central
difference method as following [4]:

o the first derivative: _ 5 5
IV(E' ) _ Virrj = Vi

47
9E! 2AE “7)
LaVE ) Vi = Vi “8)
glooagr 25w
e the second derivative:
PVEE) _ Vigr; =2V + Vi, 49
2V (£'E?) _ Viet j+1 = Viet jo1 = Vicrjs1 + Vier o1 (50)
dE2082 45,0 AE
PVE'ED) Vi —2Viji+ Vi 51)
9E2082 &w)?
e the third derivative:
PVE'E) _ Vieaj =2V + 2V = Vica; 52)
(G 2483
PV (EEY _ Viet 1 = 2Vijr + Vict jo1 = Vigrjo1 +2Vi o = Vi (53)

(9612082 2AE2EW)

PV (E'E?) _ Vierjo1 = 2Vigr i+ Vier o1 = Vi + 2V — Vil

0ET(0£2) 2AE(W)?
(54)
PV (EEY _ Vijga = 2Vij1 +2Vi1 = Vi (55)
(0£2)3 2(5Ww)3
e the fourth derivative:
PVE'ED Vi =4V +6Vi; —4Vis; — Vi, (56)

(3gHs Ag?
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Vz+2 J+— 2V1+1 j+1 7+ 2V, Lj+1 — Vi_ —2.j+1

34‘7(5152) —z+2]1+2Vl+1,1 2V 1,1+V -1

(0&1)%082 4AEEW

i ‘7i+1.j+~1 - 2‘7i,jj1 + Vi Lj+1 — 2V,+1 j 4V,
IVEEH) =2V + Vig o — 2V + Vici
(0EM2(0E2)% AE2(§W)?

y Vist. 2= 2Vig1, j+1t+ 2Vigrjo1 — Visrj—2
*VE'Er) Vit 2+ 2V = 2Vieg
dE1(9E2)3 4AE(EW)?

OVE'E) _ Vijuo —4Vij +6Vi; — 4V + Vi
(087)° &¥)*
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(57)

(58)

(59)

(60)

The discretization of varying coefficients of simultaneous equations was made
by taking the values of coefficients in each node of FDM mesh. For this to work,
the derivatives of varying coefficients of the system had been previously calculated

symbolically (see Sect.5.1).

Subsequently, the discretization of the boundary conditions needs to be done (see
Sect.5.3.1). Correspondingly to FDM classical approach, we add virtual non-existent
nodes and we make the value of the function in those nodes conditional on values of
function in appropriate “physical” nodes. The calculations have been made for two
types of annular plates according to its boundary conditions—clamped and simply

supported. In the case of clamped edges of the plate:

e for the inner edge:
Voj=0, Vo;=V

e for the outer edge: _ _ _
Vnj =0, Vyo1j=VNsj

In the case of simply supported plate:

e for the inner edge:

‘7_1,]'+‘71,j i‘;_l’j —‘71,]»
AE? R; 2AE

Voj =0, =0

e for the outer edge:

Vo1 + Vil + 1 Vo1 — Vsl

Vv, =0,
NoJ AE2 R, 2AE

=0

(61)

(62)

(63)

(64)
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where R; and R, are respectively inner and outer radius of skeletonal annular plate.

Using formulas (47)—(64), from the Eq. (25) we obtain systemof (n — 1) - (m — 1)
algebraic equations. The solution of the eigenvalue problem of mentioned system
gives requested modes and frequencies of natural mode.

5.3.3 The Comparison with Abaqus Program Results

In order to verify the correctness of the derived tolerance model equations, the com-
parison of the results obtained from the Eq. (25) with the results from Abaqus program
(finite element method) for a test task has been made. The following material and
geometric parameters have been assumed for the test tasks:

e matrix (aluminum): modulus of elasticity E,, = 69 GPa, Poisson’s ratio v,, = 0, 33,
mass density p,, = 2720kg/m>,

e beams (steel): modulus of elasticity E, = 210 GPa, Poisson’s ratio v, = 0, 3, mass
density p, = 7800 kg/m?,

e thickness of plate h = 10cm,

e ring width L =2 m,

e internal radius Ry =3 m,

e external radius R, = 5m,

e thickness of beams d = 0.05m,

e boundary conditions for the side clamped plate (43),

Mode shape functions for the calculated natural frequencies have the same form
for the tolerant model and for Abaqus program. The forms corresponding to the first
four frequencies of the free vibrations have been calculated and shown in Fig. 5.
The calculations have been performed with the use of two methods:

e finite element method in Abaqus program,
e by solving the tolerance model Eq. (25) by using the finite difference method.

Calculations made by Abaqus program were provided for the linear perturbation
(frequency). It is crucial to find the adequate element for the mesh. It was assumed
S4R element as a 4-node doubly curved thin (or thick) shell which provides reduced
integration, hourglass control and finite membrane strains. Hourglass control was
adopted as “Stiffness”. The rest of the parameters were assumed as default. The
mesh was added to the matrix and ribs separately. The size of one element of the
mesh is equal to 0.025 m with curvature control. It was generated 45.800 elements
on the matrix and 35.595 elements on the ribs (Table 1).

Build a computational model for the annular plate that has many ribs with constant
width (1/n < 1, n-number of the ribs) is very labor-intensive in Abaqus program.
Any change of the width of the ribs requires the construction of a new model of
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Fig. 5 First four modes of natural frequencies of the annular skeletonal plate

Table 1 First four free frequencies for a microheterogeneous plate

Abaqus

TTA

Abaqus/TTA

Number of free

Aluminium matrix

Aluminium matrix

Differences between

frequency with steel ribs (Hz) with steel ribs (Hz) Abaqus/TTA (%)
1st 121.15 125.65 3.58
2nd 123.25 125.82 2.04
3rd 123.37 125.82 1.95
4th 129.69 126.10 —2.85

this plate. That approach is pretty elaborate to be used in the analysis of engineer-
ing problems. In direct description of the plate with microstructure we have dealt
with highly oscillating function describing material properties. Averaged model is
described by equations with smooth and slowly varying coefficients. Application of
FEM for the direct model requires a very dense distribution of the elements which
is not necessary in the case of averaged models.
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5.3.4 Numerical Examples

The subject of the analysis in this subsection are the composite plates with matrix
made of concrete or aluminum and reinforced by steel ribs. The aim of the numerical
calculations is to investigate the influence of the material properties of the plate on
the natural frequencies of the plate under consideration.

We assume the following geometrical data in the next examples:

thickness of plate h = 10cm,
ring width L = 2m,

internal radius Ry = 3 m,
external radius R, = 5m,

and material parameters:

e aluminum: modulus of elasticity E = 69 GPa, Poisson’s ratio v = 0, 33, mass
density p = 2720kg/m?,

e steel: modulus of elasticity E = 210 GPa, Poisson’s ratio v = 0, 3, mass density
p = 7800kg/m>,

e concrete: modulus of elasticity E = 30 GPa, Poisson’s ratio v = 0, 2, mass density
p= 2800kg/m3,

Other material and geometrical parameters were variable at the time of the numer-
ical experiment and they are individually described on the charts.

In the Fig. 6 it is presented the natural frequencies versus parametr d /A (d—width
of ribs, A—size of the cell in its radial direction). If d /A = 1 we receive homogeneous
plate. We can see that, when the width of ribs is equal to zero, natural frequencies
of composite plate aims to natural frequencies of homogeneous plate made of the
material of matrix. Further, in the case of increasing the width of the ribs natural
frequencies of composite plate seeks to natural frequencies of homogeneous plate
made of the material of the rib. In the following example matrix and rib are made
properly of concrete and steel.

Consequently, for the graph below, matrix made of aluminum and ribs made of
steel were assumed. The dependence of natural frequency from the number of peri-
odic cell was calculated. By changing the width of the ribs, the constant proportions of
material between the quantity of the material of the matrix and ribs were maintained.
Figure 7 presents almost linear dependence of natural frequencies on the number of
the cells (ribs) in the angular direction (on the horizontal axis) for different series
of the number of the cells in the radial direction. In all cases, the same proportions
of the quantity of the material for the matrix and for the ribs were maintained by
controlling the width of the ribs.

In the next figures there is presented the dependence of natural frequencies of the
composite on different material proportions. In the first case (Fig.8), we consider
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Fig. 6 The dependence of the first natural frequency on the width of the ribs
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Fig. 7 The dependence of natural frequencies on the number of the ribs in the angular direction
(on the horizontal axis) for different numbers of the ribs in the radial direction
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Fig. 8 The dependence of natural frequency on material parameters

variability of Young modulus of the ribs ratio to the density of the ribs for different
series of analogical ratio for the matrix, which is defined as:

E;
o = —
Pi

In the second case (Fig.9), it is shown the dependence of natural frequencies on
Young modulus of the ribs ratio to Young modulus of the matrix for different series
of density ratio. A homogenous plate made of the material of the rib was considered
as a reference level. Modification of Young modulus ratios for both materials was
done by adjustment of material parameters of the matrix. In either case was assumed
the width of the ribs equal to 5cm. The results obtained for different width of the
ribs had analogous character and let us draw the same conclusions.

In both cases we see that by controlling the material properties we can obtain
desired natural frequencies of the plate. What is more, the relationships between
them are nonlinear.
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Fig.9 The dependence of natural frequency on Young modulus of the ribs ratio to Young modulus
of the matrix for different series of ribs density to matrix density ratio

5.4 Conclusions

The composite skeletonal plate is described by the tolerance model equations that
involves only smooth coefficients. Since the proposed model equations have smooth
coefficients, the solution of specific boundary problem can be obtained using well
known numerical methods. The obtainment of this average solution is much easier
than using FEM for direct description of the plate with microstructure.

The validation of gained averaged model by comparing the results from the TAA
model with results from ABAQUS program was performed. For the analyzed plate
we have obtained a good consistency of the results (less than 4 % of the difference).

We can see in the Figs. 6, 7, 8 and 9 that by controlling the geometrical and material
properties of the ribs and the matrix we can obtain desired natural frequencies of the
plate.

In the Fig.9 we observe that for the composite plate with specific geometric
structure we can obtain depending on the value ¢ = Eg/E), both lower and higher
vibration frequency than those for homogenous plate made of material of the rib. That
occurrence exists in the case where density of the ribs ratio to matrix y = pr/pm
increases faster than elastic modulus of the ribs ratio to elastic modulus of the matrix
e=F R / E M-
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