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Zusammenfassung

Die meisten im Ingenieurbau eingesetzten Materialien werden auf der Strukturebene als
homogene Werkstoffe interpretiert, obwohl die Mikrostruktur der Werkstoffe zum Teil
erhebliche Heterogenititen aufweist. Die makroskopisch homogenen Eigenschaften hingen
hdufig stark von der Mikrostuktur ab. In dieser Arbeit werden Methoden zur approxima-
tiven Beschreibung der Mikrostrukturgeometrie durch Modellstrukturen vorgestellt. Diese
Modellstrukturen werden durch Zufallszahlen parametrisiert, so dass die statistischen Eigen-
schaften der virtuellen Materialien steuerbar sind. Maf3e zur statistischen Charakterisierung
werden eingefiihrt, um einen Vergleich zwischen realen und artifiziellen Geometrien sowie
zwischen verschiedenen Realisierungen der Modellmikrostrukturen zu erméglichen.

Zur Verbesserung der numerischen Effizienz in der nachgeschalteten numerischen
Homogenisierung erfolgt die Generierung der Strukturen ausschlieflich periodisch. De-
taillierte Algorithmen zur periodischen rdumlichen Diskretisierung der geometrischen
Modelle werden vorgestellt. Diese dienen der computergestiitzten thermo-mechanischen
Homogenisierung der Eigenschaften unter Verwendung der Finiten Elemente Meth-
ode. FEine Darstellung der thermo-mechanisch gekoppelten Bilanzgleichung fiir Zwei-
Skalenprobleme wird hergeleitet. Auf Basis der pridsentierten Homogenisierungsmethoden
und Diskretisierungsmethoden werden die linear elastischen Eigenschaften polykristalliner
Metalle mit isotroper Gitterorientierungsverteilung in einer Monte-Carlo-Studie unter-
sucht. Der Einfluss morphologisch und/oder kristallographisch anisotroper Polykristalle
auf das elasto-visko-plastische makroskopische Verhalten wird analysiert.  Weiterhin
werden die thermo-elastischen Eigenschaften von Metall-Matrix-Verbundwerkstoffen mit
Partikelverstirkung numerisch untersucht, wobei auch der Einfluss der Homogenitét der
Einschlussgeometrie beriicksichtigt wird.

Fiir die nicht-lineare Homogenisierung werden zwei Ansitze verfolgt: Die Nonuniform
Transformation Field Analysis (NTFA) und die numerische Parameteridentifikation. Bei
der NTFA handelt es sich um ein Ordnungsreduktionsverfahren mit mikromechanischer
Motivation, das durch eine geeignete Parametrisierung der plastischen Dehnungen das
hochdimensionale, nicht-lineare Problem auf einen niedrigdimensionalen Losungsraum
reduziert. Die Methode wird im Detail untersucht, reformuliert und erweitert. Eine
exakte Analyse der auftretenden Koeffizientenmatrizen erfolgt, und die numerische Imple-
mentierung wird detailliert dargestellt. Zur Verifikation der Methode werden zahlreiche
Beispiele von Metall-Matrix-Verbundwerkstoffen numerisch untersucht. Die numerische
Effizienz der NTFA wird diskutiert und bewiesen.

Im Rahmen der numerischen Parameteridentifikation werden anhand von Monte-Carlo-
Simulationen makroskopische FlieBkurven fiir porése Metalle untersucht. Durch die nu-
merischen Ergebnisse ist eine Modifikation bestehender Ansitze moglich, die lediglich einen
weiteren Parameter bendtigt. Der Vergleich der erhaltenen FlieBkurven fiihrt auf eine gute
Ubereinstimmung mit den Simulationsergebnissen fiir alle untersuchten Mikrostrukturen.







Summary

Most engineering materials are considered homogeneous on a structural level although the
microstructure of the materials may show a pronounced heterogeneity. The macroscopically
homogeneous constitutive behavior often depends heavily on this underlying microstructure.
Therefore, methods for the approximative description of the real microstructural geometry
in terms of model microstructures are presented. The artificial materials are parametrized by
random variables such that the statistical properties of the virtual materials can be controlled.
In order to compare real and artificial materials, as well as different statistical realizations of
the artificial structures, measures for the statistical characterization are derived.

Periodic microstructures are generated in order to attain improved numerical efficiency
during the numerical homogenization process. Detailed algorithms for the periodic spatial
discretization of the geometric models are presented. These discretizations are used in the
computer aided thermo-mechanical homogenization based on the finite element method. A
representation of the strongly coupled thermo-mechanical balance equations are derived for
a two-scale problem. The presented homogenization and discretization methods are used
to evaluate the linear elastic properties of polycrystalline metals with isotropic crystallite
orientation distribution in a Monte Carlo type study. The influence of morphological and/or
crystallographic texture of polycrystals onto the elasto-visco-plastic macroscopic behavior
is analyzed. Additionally, the thermo-elastic material properties of metal matrix composites
with particle reinforcement are computationally investigated. In this investigation the
regularity of the particle shape is also considered.

Further, two distinct nonlinear homogenization methods are examined: The Nonuniform
Transformation Field Analysis (NTFA) and the direct computational parameter identifica-
tion method. The NTFA is an order reduction method with micro-mechanical motivation.
Based on a suitable parametrization of the inelastic strains the high-dimensional nonlinear
problem is reduced to a low-dimensional subspace. The method is examined in detail.
Reformulations of the underlying equations and extensions are presented. Additionally, the
occurring coefficient matrices are investigated and the numerical implementation is covered.
A verification of the method is pursued in terms of a variety of numerical examples for
metal ceramic composites. The numerical efficiency of the method is discussed.

In the context of the numerical parameter identification, Monte Carlo type simulations on
periodic porous aggregates are performed in order to obtain the macroscopic yield surface
of the material. The numerical results of the latter allow for a modification of existing ap-
proaches in terms of a single additional parameter. The comparison of the thereby generated
yield curves leads to an excellent agreement with the simulated ones for all examined mi-
crostructures.







Chapter 1

Introduction

In engineering applications real materials are usually considered on a structural (or
macroscopic) level at which certain material properties such as the Young’s modulus F
are observed. Examples for materials commonly used in mechanical applications are sheet
metal, polycrystalline metals (bulk material) or classical composites containing particulate
or fibrous reinforcements. While these materials appear homogeneous from a structural
point of view, observations at other length scales show a different picture. The underlying
microstructure is usually a geometrically complex ensemble containing a variety of different
micro-constituents. These exhibit different material properties and often local preferred
directions are found, i.e. physical anisotropy of the material can locally be found. But not
only the physical properties influence the effective behavior of the material. Additionally
the local shape and topology of the material has an influence on the macroscopic prop-
erties due to local interactions of the phases implied by the governing balance equations

(Nemat-Nasser and Hori, [1999:; |IthuaJd 2002).

An increasing demand for high quality predictions of the thermo-mechanical response of
microheterogeneous materials originates from industrial applications. Here the improved
weight to strength ratio of the materials is often the driving factor. An understanding of the
local mechanisms and the effects of microstructural changes can help to improve the effi-
ciency of materials. This concerns not only classical composites such as fiber reinforced
thermo-plastics or metal ceramic composites, but also biomaterials which are often highly
heterogeneous. In order to allow for realistic predictions of the structural behavior an under-
standing of the linear elastic and thermal properties is often not sufficient. More precisely
the consideration of plasticity or damage is often required.

5



6 1 Introduction

The presented work is devoted to methods for the numerical prediction of the overall linear
and nonlinear thermo-mechanical properties of materials with microstructure. The basic
mechanical theory of the underlying problems is briefly revised in chapter 2l Due to the
complexity of experiments on the microscopic scale the concept of model microstructures
is motivated in chapter Bl In order to characterize artificial materials and to compare them
to real microstructures, some elements of the statistical description of microstructures
are introduced in section (see, e.g., [Ohser and Miicklich, 200 |Tm;q.ua.td, 2002, for
more details). Several important classes of artificial materials and details on their spatial
discretization for the use with the finite element method are discussed in sections 3.3] B.4]
First, polyhedral granular structures based on the Voronoi tessellation (e.g. W,

) are discussed. The resulting microstructures resemble polycrystals. In order to
influence the shape of the grains different modifications of the generator points and
anisotropic affine transformations of the microstructures are investigated. Special emphasis
is on the periodicity of the microstructures and of the finite element discretization. The latter
has strong implications on the statistical representativity and on the numerical properties.
Based on the granular microstructures a method for the generation of periodic polyhedral
particles embedded into a matrix material is derived. Further, porous materials based on an
assemblage of hard spheres are investigated. For the granular and the porous microstructures
the periodicity of the geometry and the spatial discretization are also enforced.

In chapter [] the definition of the considered class of two-scale problems is presented. The
underlying assumptions characterizing the latter are summarized. Formulations of the
balance of momentum and the balance of energy on both scales are given. The microscopic
boundary conditions coupling the two scales are briefly discussed. The presented framework
is used to derive a formulation for the homogenization of the linear elastic, thermal and
thermo-elastic properties. A general classification of homogenization techniques and a
concise introduction of semi-analytical homogenization methods is given in section [£3]
The computational realization of the homogenization of the linear thermo-elastic properties
is then described in section d.4.1]

While linear homogenization problems are well understood, many problems can arise from
the physical nonlinearity of one or several micro-constituents. In particular these materials
show a behavior that has an intriguing dependency on the loading path. Problems resulting
from this fact are outlined in sectiond.4.2] Additionally, some computational approaches to
the topic are briefly introduced and the use of hybrid schemes in terms of the transformation

field analysis (TFA) (Dvorak and Benvenistd, [1992); IDvorak et all, [19944d) and the derived

nonuniform transformation field analysis (NTFA) are shortly addressed.

The NTFA (Michel and Suquet, 2003, [2004; [Fritzen and Bohlkd, 2010H) is extensively

discussed in chapter [l This method is an order reduction technique specifically designed
for homogenization problems. It reduces the inelastic strain field found in a microstructured
material to a finite dimensional but spatially heterogeneous basis of nonuniform transforma-
tion strains. A sound micro-mechanical derivation for the construction of the homogenized
material model is presented. Theoretical aspects concerning the micro-mechanically




derived system matrices of the homogenized material response are formulated in a thermo-
mechanical framework in section 3.3 Existing approaches for an approximation of the
homogenized rate potential determining the evolution of the inelastic variables are analyzed
in_section These investigations confirm the coupled model of %
). A detailed review on existing mode identification strategies used by
) and [Eritzen and Bohlkd (2010H) is given in section[3.3l Incorporating the structure of

the thermodynamic driving forces allows for a new mode identification procedure involving
micro-mechanical implications.

The numerical implementation of the NTFA is described in full detail in section[5.6l Aspects
related to the finite element implementation of some of the relevant field operators are
provided. Moreover, the local constitutive equations of the homogenized material model are
integrated using an implicit Euler time integration procedure. The Jacobian of the Newton
scheme used in the time integration procedure and the consistent tangent stiffness operator
of the composite are derived.

In chapter[@l the methods presented in the previous chapters are applied to different materials
to outline their efficiency. First, the effective linear elastic properties of polycrystalline
aggregates consisting of single crystals with cubic elastic symmetry are determined using
computational homogenization in section[6.1.1l A large number of statistical realizations of
periodic discretizations of Voronoi tessellations is considered. The results of the numerical
homogenization are compared to bounds of odd order derived by IDederichs and Zelled
(1973); [Zeller and Dederichd (1973). Concerning the influence of the grain shape of

elasto-visco-plastic copper polycrystals an anisotropic geometry is used in section [6.1.2]

The thermo-elastic properties of particulate metal matrix composites are determined in a
Monte Carlo type study in section Periodic finite element discretizations of materials
with particle volume fractions ranging from 10 to 80% are considered to highlight the
flexibility of the proposed methodology. Aspects of the regularity of the grain shape
are analyzed to find the influence of higher statistical moments onto the effective elastic
response. The computational results are compared to some analytical estimates.

In section B3l different examples of the NTFA are presented. In a first step the accuracy and
the numerical performance of the method is verified for particulate metal ceramic composites
(18.2% and 20% particles) by comparing the homogenized stress response with full-field
finite element simulations. Different particle morphologies are examined, i.e. the aspect
ratios of the particles has been varied from oblate to elongated. The load partitioning between
the phases is also computed in order to examine the ability to predict not only the global stress
response, but also the phase averages accurately. The robustness of the method is highlighted
in terms of a comparison of different mode identification strategies for a composite with 40%
particles. Finally, the homogenized material model containing only a handful of coefficients
is used in macroscopic problems including contact with success.







Chapter 2

Basic equations

2.1 Kinematics

2.1.1 General kinematic relations

Let A(t) a general simply connected body at a given time ¢. Attention is confined to the
observation of processes during the time interval T = [to,t] ({ > ;). The position of
the body at the initial time 7, is taken as the referential stress-free (relaxed) placement of
the body. In the following this particular configuration is referred to as %, and it serves to
identify material points (or particles) X € %, C R? in analogy to[Truesdell and Noll (1963).
During the deformation process the spatial position of the particles of the body may change.
The movement of a particle X is described in terms of the motion x (X, t) (Fig. 2.I).

Figure 2.1: Schematic representation of motion and displacement

The motion of the body is assumed to be invertible, i.e. a point found at place « in the current
placement can uniquely be identified in the referential placement and vice versa. Requiring
invertibility of the motion is identical to precluding self-penetration and fracture. For conve-
nience the spatial position of the particle X at time ¢ is written as x, where the arguments

9



10 2 Basic equations

are omitted if not explicitly required. While (X, t) is a description of the absolute position
of the body, one is usually interested in the movement of points relative to their referential
placement. Therefore, the displacement w (X, ¢) is introduced. The latter is related to the
motion via

w(X,t) =x(X,t) - X. @.1)

In order to describe the time-dependency of a Lagrangian field ¢(X, ), the material time
derivative is defined by

: 0p(X,t
bx = 2220 22)
Then the velocity and the acceleration of a particle are given by
ox(X,t)  ou(X,t)
X, t)=x= = 23
. Px(X, 1) Pu(X,t)
X, )= = — = L 24
a(X,) =2 ot? ot? G
respectively. The derivative of ¢ with respect to the spatial (i.e. current) position is
Opg(x,t)  O0p(x (=, t),t

ox ox

where ¢ is the Eulerian representation of ¢ defined by:

dp(@,t) = o(x ' (=, 1), 1). (2.6)
The derivative with respect to material (i.e. referential) coordinates is defined by

grad x (¢(X,t)) = % 2.7)

Accordingly, the divergence with respect to material and spatial coordinates is

div x (6(X 1)) = tr(grad x (§(X 1)), div(ép(. 1)) = tr(grad (g (. 1))). 2.8)

With these definitions the material time derivative of an Eulerian field ¢ (x, t) is

(X, 1)+ %. (2.9)

@(m,t) _ 8w(w(;t(>t)vt) _ awéza t)

In the following it is assumed that the motion is twice continuously differentiable with re-
spect to time at almost all time points and twice continuously differentiable with respect to
the spatial position almost everywhere, where the term almost everywhere refers to the Borel
Lebesgue measure in R and R?, respectively.
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2.1.2 Deformation measures

In order to describe the behavior of materials with respect to a given deformation it is neces-
sary to find a suitable quantity describing the latter. When considering two distinct material
points X and Y = X + dX (dX # 0) the motion of Y can be constructed by expanding
the Taylor series

x(Y.t) = x(X,t) + grad x (x(X, 1)) dX + O (| dX]?). (2.10)

In the limit case of an infinitesimal line element d X connecting the material points, the last
term in (2.10) vanishes and

”dgicl‘l‘l 0(x(Y,t) - x(X,t)) =y —x = dox = grad x (x(X, 1)) dX (2.11)

is obtained for arbitrary infinitesimal line elements dX. The latter defines the gradient of
the motion

0x(X 1)

F(X,t) =grad x (x(X,t)) = X

(2.12)

which is referred to as deformation gradient. As illustrated in Fig. and computed in
@.11)), the deformation gradient maps a line element connecting two material points found
in an infinitesimal neighborhood in the referential to the current placement.

dX de = FdX

Y x
€3

X Yy
€1 €y

Figure 2.2: Transformation of line elements from the referential into the current placement
The displacement gradient H (X, t) is defined analogously to F'(X ,¢) by
H(X,t) =gradx (u(X,t)) = F(X,t) - I. (2.13)

Then the change in the displacement of two points separated by the infinitesimal line element
dX is du = H dX. If the displacement gradient is sufficiently small, i.e. if

|H(X, )], < 1 (2.14)

holds, then a geometrically linear description of the deformation process is possible. The
displacement gradient H can be decomposed into a symmetric part € and a skew symmetric
part w

H(X,t) =e(X,t) +w(X,1), (2.15)
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with

e(X,1)

DN | —

(H(X,t)+ H(X,t)") =sym(H(X,t)), (2.16)

w(X,t)=H(X,t)—e(X,t) =skw(H(X,t)). (2.17)
In the following, it is asserted that the condition (2.14)) is satisfied. Then the skew symmetric
part w of the displacement gradient constitutes an infinitesimal rotation. The irrotational
part € is a measure for the pure distortion and dilatation omitting rigid body rotations. Note
that rigid body translations do not enter into H. The tensor € is called the infinitesimal
strain tensor. It can further be decomposed into a spherical part €° and a deviatoric part &’

(Fig.23):

° = 3 I, (2.18)
e =e—¢€°. (2.19)
Figure 2.3: Decomposition of the total strain into spherical and deviatoric part
From the linearization of the relative change in volume
dv =det(F(X,t))dV (2.20)
the relation
dv = (1+tr(e(X,t)))dV (2.21)

is obtained. Hence, €° accounts for volumetric deformations, whereas €’ accounts for distor-
tions which are isochoric.

2.2 Constitutive Modeling

2.2.1 Mechanical field variables and balance of momentum

In the following the mass density of the body is denoted o. Under an external specific force
field b, e.g., a gravitational field, the force density pb is exerted on the body. Inside of the
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body the Cauchy stress tensor o is assumed. Couple stresses, body couples and multi-polar
interactions as first introduced by the Cosserat brothers (Cosserat and Cosserat,[1909) are not
accounted for, which is in contrast to other approaches, e.g., the one by (@).
More specifically the kinematic assertion is made that the deformation of material points is
uniquely defined by their spatial translation, whereas in the Cosserat theory each material
point is equipped with a director and its rotations is considers as an additional deformation
mode. A continuum following these restrictions is denoted a Cauchy or a Boltzmann contin-
uum. By virtue to Cauchy’s lemma the traction vector ¢ on a surface . with outward unit
normal n is (Fig. 2.4)

t=on. (2.22)
Further, the stress tensor is symmetric
o=o0' (2.23)

as a consequence of balance of moment of momentum.

Aifs
€1 €9
4

Figure 2.4: Illustration of the traction vector on a surface inside the body

The total mass of the body m and the linear momentum pv are commonly assumed as con-
servatory variables. Taking into account the local form of the general balance equation of a
conserved quantity ¥ (a, t) with production p, supply s and flux q

op(x,t)

o + div(¢(z, t)v(x, t)) = p(a, t) + s(x,t) + div(q(x, t)) (2.24)

and taking into account that the mass production p,,, the mass supply s, and the inward
mass flux g, are usually assumed to vanish in the field of solid mechanics, the balance of
mass reads

Jo(x,t)

5 + div(o(z, t)v(x,t)) = 0. (2.25)

Taking into consideration the representation (Z.9)) of the material time derivative, the balance
of mass is rewritten as

o(x(X,t),t) + ediv(v) = 0. (2.26)

The latter implies that for incompressible materials, i.e. for ¢ = 0, the divergence of the
velocity field has to vanish under the assumption of zero mass production, mass supply and
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non-convective mass flux. By taking o as the flux of linear momentum and the force field
ob as the supply, the balance equation of the linear momentum

m(x,t) = v(x,t)o(x,t) (2.27)
can be reformulated into the well-known representation

o(x,t)b(z,t) + div(o(x,t)) = o(x, t)&. (2.28)
Assuming quasi-static processes, (Z.28)) further simplifies to

o(x,t)b(z,t) + div(e(x,t)) = 0. (2.29)

The partial differential equations (Z.28)) and (2.29)) have to be augmented by suitable bound-
ary conditions and, in the case of 2.28)), by initial conditions. Usually, the following bound-
ary conditions are distinguished

e Kinematic boundary conditions
Prescribed displacements u, on I3, C I'.

e Static boundary conditions
Prescribed tractions ¢, on [y C ' (I} = I' is admissible for dynamic problems).

e Mixed boundary conditions
Tractions t* and displacements »* are simultaneously defined. The prescribed fields
have to satisfy the restriction t* - u* = 0.

o Combined boundary conditions
Prescribed tractions ¢, = t(u) on [, C I

2.2.2 Thermodynamic field variables and energy balance

In order to describe thermodynamical processes of a body, additional variables incorporating
thermodynamic information are required. First, the absolute temperature 6 and the specific
entropy 7 are considered in the following. Additionally, the specific internal energy e, the
(outward) heat flux g and external heating / are accounted for. Here and thereafter it is
allowed for a generalized vector of internal variables £ containing additional information
about the state of the material (see, e.g., |C&].eman_an.d_G.u.ttiﬂ, h_%lb. Examples for the latter
are quantities describing the hardening state of a material (e.g., dislocation densities) or
chemical concentrations. Then e does also depend on &£. The first law of thermodynamics
states that the internal energy of a body is conserved

do(x,t)e(x,t)

o T div(e(@. the(x, thv(@, ) =

h(z,t) + o(x,t) - e(x,t) — div(q(x, t)). (2.30)
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Incorporating the balance of mass (2.30Q) is reorganized into the more convenient

0¢ = h+o-&—div(q). (2.31)
In the following it is asserted that the internal energy is of the form

e=ce(e,u,0,n§), (2.32)

where the dependency on the velocity w4 is negligible for quasi-static processes. In the fol-
lowing it is asserted that the supply and flux of the entropy 7 are given by

h:

n

h q

The latter is motivated by the seminal works of Clausius (IClausiusJ, |.lﬁ5_d, |_L855) who first
introduced the second law of thermodynamics. A critical discussion of this constitutive
assumption is presented in m, . In its original form it states that for any admissible
thermodynamic cycle the inequality

f % <0 (2.34)

has to hold, where () is the total heat supplied to the observed body. Further, the special case
of equality in (Z.34) holds for reversible processes only. Then the rate of the total specific
entropy production 7 is

. h . rq\\ . o0& 1 . grad(d)-q
m—@n—(e—dw(e))—gn g€ 2 (2.35)

The Clausius-Duhem inequality derived from (2.34) asserts that the rate of entropy produc-
tion cannot be negative

4> 0. (2.36)

By virtue of the Legendre Fenchel transformation the internal energy e can be expressed in
terms of the Helmholtz free energy v, the entropy 7 and the absolute temperature ¢

e(x,t) =(x,t) + 0(x, t)n(x,t). (2.37)

By making use of (237) in (2.33) and multiplying the result by the non-negative absolute
temperature 6, the energy balance (2.31)) can be used to rewrite (2.36)

grad(f) - g

> (). 2.
7 >0 (2.38)

oy =—ob—onb+o-é—
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The following implications can be drawn:
e The rate of internal entropy 7 is non-negative whenever € = 0,¢é = 0, grad(6) = 0.
e The internal energy is monotonic decreasing (¢ < 0) for &€ = 0,77 = 0, grad(f) = 0.
e The free energy is monotonic decreasing () <0)fore =0,60 =0, grad(0) = 0.

Incorporating ¢ = (e, 0, €) one can write

9 . : 4(0) -
m:(a—g—f)-é—(gg—lg+gn)9—gg—?£—%20- (2.39)

For reversible processes, i.e., for elastic, isothermal cycles, the entropy production is zero
and, hence,
0
o= g—w (2.40)
Oe
has to hold. Considering a homogeneous body undergoing arbitrary temperature rates at
constant deformation and internal state, it is found that the entropy is related to the free
energy via

__ ¥

== (2.41)

It is common to refer to o and 7 as the thermodynamic conjugate variables of € and 6,
respectively. Analogously, the generalized vector of thermodynamic forces

F_ (2.42)

is introduced. Accounting for (2.40Q) and @.41)), the Clausius-Duhem inequality (2.39)) sim-
plifies to the compact dissipation inequality

D:f-é-%zo. (2.43)
Subdividing the dissipation into a mechanical contribution D,, and a thermal part Dy, and
substituting g = grad(#) the reduced Clausius-Duhem inequality becomes

J-'-é—%:pmﬂaezo. (2.44)
Often it is assumed that the mechanical and thermal dissipation are independent and, thus,
two individual inequalities are obtained

q-9

Dp=F-£>0, Dy =—=5=>0. (2.45)
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The latter imposes restrictions on the evolution of the internal variables and is frequently
employed in order to verify the thermodynamic consistency of material models.

Notably, the non-negativity of the thermal dissipation implies
—g-q>0. (2.46)

Assuming ¢ = gq(—g) and setting g(0) = 0, one can express q in terms of the Taylor
expansion

1
q=q(0) —Kkg+ -K3[g®Rg|+.... (2.47)
—~— 2
=0
Due to the inequality (2.46)) the tensor & has to be symmetric and positive, if non-negative

thermal dissipation is assumed. When neglecting contributions of second and higher order
in g, and assuming K to be constant the classical Fourier law of heat conductivity is obtained

q = —Kg. (2.48)
Using @37, @.40), @.41) and (2.42)), the energy balance (Z.31)) can be reformulated as
0% . oo oF\
—00—0=0—-6+h —0— ] - € —di . 2.4

The representation (2.49) is used in the following.

2.2.3 Generalized Standard Materials

The postulation of material models is a complex procedure and only few very general
rules are obtained from the previous investigation. In particular, the structure of the con-
stitutive equations is mostly unclear. Originating from the French mechanics community
(Halphen and Nguyer), [1973; |Germain et al), [1983) the notion of generalized standard mate-
rials (GSM) was introduced. Its aim is to provide a clear guideline and mathematical tools
for the construction of constitutive equations for material models. A generalized standard
material is described by two potentials, (i) the Helmholtz free energy ¢ (2.37) and (ii) the
dissipation potential ¢. The latter is a function of the rate of internal variables £ . For such
materials the thermodynamic conjugate forces F are

Fo 28 (2.50)
o€
An alternative expression is obtained from the dual dissipation potential
. B . . . 99"
¢ (T)—sup{f~£—¢(£)}, £= -5 (2.51)

§
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which is obtained by means of the Legendre transformation. It can be constructed if ¢ is
convex. Generalized standard materials can easily be employed in a variational formulation
of the constitutive equations (e.g., |Ha_c_kj, []29_6; lOrtiz and Reoettd, |_LQ9_§). A thermodynam-
ical coupled variational representation was introduced by |Ia_n.g_e[_a]_] (004) and recently
extended by Stainier and Orti4 (201d). While the presented formulas suggest to be restricted
to rate-dependent materials, e.g., to the visco-plastic case, rate-independent behavior is cov-
ered within the framework by setting

0 (F) <0,

oo else (2.52)

o) =
with ¢(F) being a level-set function denoting the yield surface in the case of plasticity or the

damage surface for the investigation of material failure. The evolution of internal variables
is then determined by introducing Lagrangian multipliers enforcing the constraint ¢ (F) < 0.

In the case of a rate-independent von Mises plasticity model (von Mised, [1928) with isotropic
hardening, the set of internal variables is & = {eP, ¢} consists of the infinitesimal plastic
strain tensor €P and the scalar hardening variable ¢q. The generalized vector of conjugate
forces F then becomes

F = (o, -, (2.53)

The admissible range of the stress tensor is defined by the condition

2
plo,r)=|d'|ls— \/;(UFO +7) <0, (2.54)

which defines a dual dissipation potential ¢* of the form @.32)). The condition 2.34) is
a function depending only on the vector of conjugate forces and it determines the rate of
internal variables

o' . /2

P = \—— Gg=M/= (2.55)

el 3

with the non-negative Lagrangian multiplier A > 0.




Chapter 3

Real microstructures and model
representations

3.1 Motivation

In this work methods for the numerical prediction of the overall thermo-mechanical
properties of materials with microstructure are investigated. Such microheterogeneous
materials show a constitutive behavior that is strongly depending on a variety of interacting
parameters. In particular, the macroscopic thermo-mechanical response depends on the
topology and the micromorphology of the material on one or several smaller scales. An

Figure 3.1: Fibrous and spherical reinforcement

example outlining this dependency is given by the two cuboidal cells in Fig. B.I] which are
made of a soft matrix material (translucent blue part) and stiff reinforcements. The fibrous
material (Fig. 3.} left) is expected to have strongly anisotropic mechanical properties due

19
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to the near uniform fiber orientation, whereas the material containing spherical particles
(Fig. 3.} left) is expected to exhibit an almost isotropic mechanical behavior.

The presented examples emphasize the importance that comes to the consideration of
the actual microscopic geometry. A quantitative description of the latter is provided in
section 3.2] based on a selection of measures for the statistical characterization. Emphasis
is placed on the characterization of crystalline aggregates, particulate and porous materials.
Additionally, the general concept of the n-point correlation function is briefly introduced.
Comprehensive overviews on statistical descriptions of microstructures are, e.g., given in

the books of [Ohser and MiicklicH (200d); [Torquatd €002).

Based on experimental data and the presented statistical descriptions, microstructures can
be quantitatively characterized and compared to each other, e.g., in order to investigate
the effect of morphological changes on the effective properties of the material. However,
the necessary experimental observations performed on the relevant small scales (usually
in the micrometer regime) are complicated by several factors. Experimental techniques
commonly applied include serial sectioning in combination with electron back-scatter
diffraction (EBSD) for polycrystals, X-ray and neutron diffraction methods and the popular
(micro-)computer-tomography (e.g., |Di]land_e_Lal], |2QQ§; |Madi_e_LalJ, |2£Xﬂ|). First, the
preparation and acquisition of the specimens is often a complicated procedure. Therefore,
experimental costs are often high and, moreover, the time needed to prepare the specimens
can be substantial. This holds particularly true, if many different materials in small quantiles
are envisaged. Second, the gathered experimental data is subjected to a large number of per-
turbations. Data post-processing is, hence, an often indispensable step. Common operations
at this stage involve noise reduction, smoothing, filtering, binarization and segmentation
(see, e.g., |ngza]_ez_an_de§, |21)Qj; |lahn_e|, |2£)Qj). Third, the obtained information can
usually not be used in numerical simulations in a straight-forward way. This is due to the
pronounced degree of non-uniformity of the materials accompanied by the aforementioned
binarization issues. These factors hinder the generation of spatial discretizations which are a
prerequisite for many computational methods, namely for the popular finite element method

(see, e.g.,[Bathd, [2002; [Zienkiewicz et all, 2006).

Following the ever-increasing demand in fast and accurate methods for the prediction of
material properties, computationally efficient geometric representations of different classes
of materials are required. With respect to the last of the aforementioned points, an exact
description of the microstructure based on purely experimental evidence is unlikely to be
successful, although modern image processing and mesh generation software (e.g., AVIZO*,
or ScanIP/ScanFE") offer increasing capabilities. An alternative for some applications can
be found in voxel based schemes using either the finite element method in combination

with multi-phase elements (e.g., \Zhgdj_m%, |2£)Qj) or the fast fourier transform
(IMmﬂj.n.Qc_an.d_annQﬂ, [1998; m, ). However, these techniques have

*Visualization Sciences Group,[http: //www.vsg3d.conl
TSimpleware, [http://www.simpleware.com
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other disadvantages such as large data sets, inexact geometric representation and restricted
boundary conditions. Moreover, no reliable data close to the interface between different
materials can be obtained from these methods, which partially precludes the methods from
application to damage initiation and nucleation. These techniques are not pursued in the
following.

In order to circumvent the aforementioned problems and to facilitate the mesh gener-
ation, the concept of model microstructures has shown to be an efficient tool for the
E)_(rzeﬁctlon of the behav1o|;£(x))fd mlcroheterogenlzejci)flls materials (see e.g., |Kum2Land_Kuﬁzm,

[Decker and Jeulid [Barbe et atl, Po01: [Kanit et a1], 2003 [0sipov et at], Rood:
m m ] M) The key idea is to replace the real mi-
crostructure by an artificial one with similar statistical properties. Based on the statistical
description addressed in section[3.2] the difference of the approximation and real specimens
can be evaluated. The artificial structures are often generated using geometric primitives
such as, e.g., spheres, cylinders or polyhedra, in order to approximate the real microstruc-
ture. The geometric primitives can be assembled, e.g., by applying affine transformations
(translations/rotations) to the prototypes or by the combination of different geometric
bodies using boolean operators (AND/OR/NOT/XOR). Usually, the discrete geometry is
parametrized using a set of variables G C R™ (n: number of parameters). In order to
investigate the influence of scattering of the microstructure, the parameter vector G can be
expressed as a function of random variables Z = (7, ..., Z,,) with prescribed distribution.
Fig. illustrates the general procedure of constructing an artificial microstructure based
on the proposed scheme. Besides the improved spatial discretization possibilities of the
model microstructures, the artificial materials can, further, be used in design studies in order
to systematically evaluate the effect of changes in the local topology and/or morphology of
materials onto their effective behavior. The latter is an interesting feature with regard to the
arising scientific field of so called tailored materials (e.g., [Kumar and McDowell, 2009).
An example for such studies is the explicit investigation of the effect of the regularity of
the particle shape on the effective thermo-elastic properties of metal ceramic composites
(MMC) presented b |En.tZQn_an.d_thlkel 011d). Another approach in this direction
was pursued by ) (M) to find the influence of anisotropic particle
morphology of MMCs on the physically nonlinear effective response of composite materials.

Different classes of model microstructures are presented in the remainder of the chapter for
the consideration of crystalline aggregates (section 3.3.1), materials containing polyhedral
particles (section[3.3.2)) and spherical pores (section[3.4). Anisotropic modifications of some
of the proposed microstructures are investigated. Aspects of three-dimensional high qual-
ity spatial discretizations using finite elements are presented, with particular focus on the
periodicity of the created meshes.
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geometric primitives (polyhedra, sphere, cylindre, ...
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transformation || | Random

A

Figure 3.2: Schematic representation of a general algorithm for the generation of artificial
microstructures involving random variables 7

Boolean operations

Artificial microstructures

3.2 Statistical properties of microstructures

In the following, statistical homogeneity is asserted. Mathematically this means that when
examining a microstructure, the local properties are distributed according to a spatially
constant probability density. In particular, the same statistical distribution of the properties
is found at any position. A counterexample to this are graded microstructure, for which the
distribution function varies with respect to the spatial position.

For statistically homogeneous materials all individual regions contained in a single random
realization (of infinite size) of the material are statistically similar. For such materials it is
sensible to propose an ergodicity hypothesis. Under this hypothesis ensemble averaging, i.e.
taking the expected value of all possible realization of the microstructure at a given point, is
equivalent to volume averaging in the infinite volume limit (see also, |:Ihtqua.t.d, 2002). In
praxis this states that the average over arbitrarily chosen points in a material is equivalent to
taking the mean of the same number of random specimens at the same position, if an infinite
number of points is considered.

The characterization of microstructures can be pursued using a variety of technlques As
mentioned earlier, profound overviews on the topic are given by, e.g.,
(2000); [Torquatd (2002). The following mathematical descriptions refer to the discrete
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indicator function y;(X') of the i-th component*. The indicator function equals one, if the
point X is found in the ¢-th component. Otherwise, it is zero.

3.2.1 Microstructural n-point statistics

The n-point auto-correlation of the component 7 is a mapping from R3 x - - - x R? (n-times)
on the real interval [0, 1] which is defined via

ff"’(rl,...,m:ﬁ/( 11 xi<X+m>> dv. 3.1
0 Jj=1,...n

Due to the asserted statistical homogeneity the n-point auto-correlation is independent of
the position vector 7y, i.e., and fixing r; = 0 does not alter the result. An interpretation
of the n-point function is the probability of finding for a given set of constant vectors 7;
(j =2,...,n) the same (i-th) material at a random point X and at all points X + 7;. An
equivalent and more illustrative description can be obtained by introduction of the subdomain
(2; C {2 occupied by the i-th component. For simplicity the domain {2; translated by the
vector 7, is denoted by {2; & r;. Then the n-point function can be expressed by (r; = 0)

fz‘(n)(rl’ ey Ty) = ﬁ m (2, @rj)

j:17"'7n

: (3.2)

The formulation (3.2)) allows for the following implications:

e The 1-point function determines the concentration c; of the component within the ref-
erence volume:

=

e (3.3)

e For m > n > 1 the identities

fi(m)(rl =0,...,7,,0,...,0) = f-(”)('rl, O (3.4)

7

= ™ 0,...,0)= f(0) = ¢ (3.5)
hold. Moreover, the inequality

fi(m)(rl, Py Prgly ey T) < fi(”)('rl, Cey ) (3.6)

is satisfied for arbitrary vectors 7,1, ..., T, € R3.

*In the case of polycrystals each crystallographic orientation is treated as a separate component.
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Many microstructures can be considered to be statistically near isotropic. For such mi-
crostructures the n-point correlation function is not depending on the direction of r; but
only on the distance r; = ||r;||2. For such microstructures the computation of the n-point
probability function from data sets can be improved considerably. However, the aspects of
statistically anisotropic microstructures are ultimately of interest for the consideration of
real materials and no statistical isotropy is asserted in the following.

In computational practice, the n-point correlation function is often evaluated on a binarized
voxel representation of the microstructure at finite resolution. Most notably, the computa-
tional time for the evaluation is usually prohibitively high. More precisely it is of order
O(N3"), where N is the resolution of the voxel image in one direction. Therefore, the
n-point function is often evaluated in a small neighborhood, i.e., for bounded vectors 7;
(2 =2,3,...), toreduce the computational cost. Third and higher-order statistical informa-
tion is rarely computed due to the computational inefficiency and the difficult interpretation
of the results. More specifically, the number of discrete values is squared when moving from
the two-point to the three-point correlation function. Even for moderate spatial resolutions
such as N = 100 the memory requirements largely exceed current standards. Due to the
resemblance of the two point function to the convolution integral, the computation can be
carried out with aid of the fast fourier transformation (FFT), if periodic microstructures are
investigated. In practice FFT based methods are often used for non-periodic structures due
to the superior performance and the boundary values are neglected.

3.2.2 Topology dependent statistical descriptions

The previously introduced n-point correlation functions allow for a general description of
microstructures since no additional information on the material is required. However, the in-
terpretation and the computation of the n-point function is complicated due to its generality.
When considering a certain type of microstructure it is often possible to find a specific de-
scription that accounts for the micro-topology of the material, e.g., for fibers or particles.
These descriptions have the favorable property of facilitated experimental or numerical eval-
uation, if chosen appropriately. Moreover, the interpretation of the measures is often sim-
plified. A brief selection of topology dependent statistical descriptions are presented in the
following.

3.2.2.1 Materials with convex granular structure

Materials with convex granular topology form an important class of microstructure. Ex-
amples are polycrystalline aggregates of metallic and ceramic materials or particles used in
classical composites. In the following the terms grain, crystal and particle denote the indi-
vidual microscopic entities. In order to characterize the morphology of individual grains, the
following statistical measures are introduced:

e The volume fraction fl-(l) = ¢ = V;/V, with V; = (2; the volume occupied by the
grain and V the total volume of the aggregate.
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e The maximum grain length, minimum grain length and the mean grain diameter

[ = max_|p—qls (3.7)
p,g e
M — min max _|(p—gq)-n|, (3.8)
[nlls =1p,q € £
) 3\ /3
d; =2 ( ) . (3.9
4m

For the minimum and maximum grain length (also: minimum and maximum Feret),
the directors n™**, n™" in which the respective extremal values are found can also be
determined.

The consideration of special grain topologies such as polyhedra gives rise to additional
statistical parameters, e.g., the number of corners or edges, the mean edge length or the
mean facet angle. For example, [Kumar and Kurt (1993) performed a significant number of
these specific analysis.

The morphological grain anisotropy is an important influence factor on the thermo-
mechanical properties of microheterogeneous materials. Its presence is often due to specific
manufacturing processes such as the rolling process for sheet metal. It results in a grain
elongation in one direction, a grain compaction in the thickness direction and approximately
constant grain dimension in the transverse direction. In order to characterize such mean grain
shape, one possible approach is to determine for a fixed triad of orthonormal director vectors
n'® (a =1,2,3) the grain dimension

L(n'™)= max |(p—gq) n| (3.10)
p,qc

This is equivalent to the determination of the cuboidal envelope of the grain with respect
to the given orthonormal basis {n(®}. If the directors are unknown, i.e. if there is no
information on a possible specimen symmetry, the directors can enter in the optimization
problem as additional unknowns. Other measures characterizing the anisotropy of the grain
shape are the ratios of pairs of the maximum or minimum grain length and the mean grain
diameter. A perfectly isotropic grain, i.e. a sphere, satisfies (™" = [™* = d, As an example,
the minimum and maximum length of a cuboid of non-dimensional length A and width and
height 1/+/) are considered in Fig. 33 for A € [0.25, 4].

3.2.2.2 Porous materials

k-nearest neighbor distance. In the following a material containing N spherical non-
intersecting pores of constant radius r is considered. A quantification of the pore-pore inter-
actions in these materials is a difficult undertaking. In order to investigate the inhomogeneity
of the pore topology, the k-nearest neighbor distance is analyzed (Holmes and Adamsd, 2002).
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Figure 3.3: Example of the statistical measures /™%, [min [max /[min for 3 cube of unit volume

It is defined using the center points of the pores p, € 2 (1 < a < N) via

dy = arg min {card ({8 € N\ {a} : |p, — psll2 < d+2r}) =k}, (3.11)
deR4

1 X

di = ;dg. (3.12)

Comparison of d;, with the minimum dk and maximum cik value over all particles can
indicate the spread of the pore distance. For example, the minimum value of df for
a € {1,..., N} indicates the minimum distance between neighboring pores, the maximum
value determines the furthest distance between two pores and d; is the average nearest
neighbor distance.

Pore clustering. In order to judge on the clustering of pores, the k-nearest neighbor distance
is of partial use. If more detailed information on particle or pore clusters are investigated,
other statistical measures are required. A method used, e.g., by IBJngr_QLalJ 2003) is to in-
crease the pore size and to find interconnected regions in the resulting virtual microstructure.
For spherical topologies this is possible via an increment §r > 0 of the radius of all pores.
The method is exemplified in Fig. 3.4 for the two-dimensional case.

Notice that for periodic topologies in three spatial dimensions the identification and
visualization of pore clusters is more involved. Examples for the three-dimensional case can
be found in section[3.4

Two-point correlation function. As mentioned earlier, the computation of the two point
function can be a challenging procedure. In the case of non-overlapping spheres it is, how-
ever, possible to evaluate the two-point correlation function by explicit computation of the
volume of the intersection of translated spheres in order to compute the auto-correlation
function precisely at selected points.
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Cluster 1

Figure 3.4: Illustration of the pore cluster identification algorithm (two-dimensional case)
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Figure 3.5: Geometric entities describing two spheres relative to each other

Therefore, the volume of the intersection of two spheres with radii », R (R > r) and the
center point distance d are analyzed (Fig.[3.3)) in order to compute (3.2). The volume v of
the intersection of these spheres can be computed by consideration of four distinct cases:

e The spheres do not intersect (d > R + r): v = 0 (see Fig. 3.6 case 1).

e The small sphere is found within the larger one (d+r < R): v = 4mr®/3 (see Fig.
case 2).

e The spheres intersect and the intersection is found between the center points
(VR? —r?2<d< R+r) (see Fig. case 3). Then the distance of the center of
the intersecting circle is found at the distance

2 _ 2 2
s B 2”’d+ (3.13)

from the center of the larger sphere. Setting b = d — a the sought-after volume of the
intersection is

R r
v=m | R®—&dé+r [ r? —€2d¢
[rocues]
= 5 (R—aPR+a) + (r = )*(2r +1) (3.14)
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e The center of the intersection lies outside of the connection between the center points
(R—r < d< +R?*—r?). The distance a (see Fig.[3.6 case 4) is

R2_ 2 _ 2
a= — g b=d+ a. (3.15)
The volume of the intersection computes to
a R
v:ﬁ/r2—§2d£+7r/R2—£2d£
—r b
_ g ((r* — a®)(2r — a) + (R — b)*(2R + b)) . (3.16)
d—R—71>0 d<R-—r > -
a d+a
Y < <
/ A 0 / Wy (/
C ) S
~ _ 7 - ~ _ 7~ N~
case 1 case 2 case 3 case 4

Figure 3.6: Computation of the intersection of two spheres: cases 1-4

Based on this algorithm it is possible to compute the two-point function exactly at selected
points, e.g., on a regular grid. The obtained data can be post-processed in various programs.
The presented algorithm is implemented in a C++ program in order to investigate the two-
point correlation of pores in section[3.4l A multi-threaded implementation allows for parallel
execution on shared memory multiprocessor systems. Near optimal scaling with respect to
the number of processors was achieved. In particular, the use of N, processors reduces the
computation time to 1/Np,.

3.3 Artificial microstructures based on random Voronoi
tessellations

3.3.1 Representation of crystal aggregates

Many metallic or ceramic materials show a granular microstructure. The different grains
are usually identified by their respective crystallographic orientation, which is often
discontinuous at the grain boundary. Moreover, the orientation within individual grains
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after annealing can be considered almost constant. It is of interest to find a simple but
suitable approximation of this granular topology in order to model metallic materials for the
simulation of the mechanical behavior of the aggregate. The illustrations in this sections

follow the line of [Fritzen et all (IZMH).
As pointed out by IKumar and Kurtd (1994, [1993) and others, the Voronoi tessellation is a

powerful tool for the description of the almost polyhedral grains in a crystalline aggregate.
The Voronoi tessellation is a nearest neighbor diagram determined from a set of NV, points
commonly referred to as Voronoi generators. A point € {2 of the microstructure belongs
to the ¢-th grain, where 7 is defined by

i € T =argmin (||z — p,l2) - (3.17)
1<j<N,
This definition is unique for interior points, i.e., |Z| = 1. For a non-degenerated Voronoi

tessellation points found on the faces connecting neighboring grains satisfy |Z| = 2. Further,
IZ| = 3 holds on edges and at corners |Z| = 4 is found. See [Aurenhammer (1991)) for a
comprehensive review on Voronoi tessellations and their application.

A convenient property of the thereby generated diagram is the convexity of the cells and the
possible incorporation of a periodicity constraint. The latter can be realized by copying the
Voronoi generator point seed S around the (for simplicity cuboidal) unit cell as is illustrated
in two space dimensions in Fig. 3.7l In three space dimensions this results in 26 translated
copies of the original N, generator points. The number of points for which the actual Voronoi
tessellation has to be constructed is hence 27 times the number of cells which are to be
generated when periodicity constraints are imposed.

Tl
L%, Di.a.s_.-.._o.oi
S

Figure 3.7: Construction of a periodic set of Voronoi vertices for implication of a periodic

microstructure (cf. |Eritzen et all, |2£)QQ)

The representation of a polycrystal by a Voronoi diagram is motivated by the following

assumptions (see also [Kumar and Kurt, 1994, [1993):

e Grain growth starts at all points p, in a finite set of nuclei S C R? at the same time Tj.
The nuclei are fixed at their spatial position during the growth process, i.e. they do not
move.

e [sotropic and uniform grain growth. Particularly, the velocity of the grain growth is
assumed to be equal in (i) all grains and (ii) all directions.




30 3 Real microstructures and model representations

e Grain growth in a direction stops as two grain boundaries contact each other, i.e. there
is no grain overlapping. The growth process stops, if there is no further grain growth
in any direction in any grain.

e There are no voids, i.e. the entire volume is populated by grains.

It was found by [Kumar and Kurtd (1994, [1999) that several statistical parameters

are closely related for the artificial microstructure and a real aluminum titanium al-

loy (Williams and Smith, [1952) (Tab. BI). Additionally, the minimum surface energy

Ne ng Ne ()5 6
Voronoi cell 5.228 15.536 27.086 120° 111.11°
Aluminum-Tin alloy grains | 5.020 12.480 20.880 - -
(Williams and Smith, [1952)
(n. av. edges per face, n; av. faces per cell,
R av. corners per cell, ¢ av. dihedral angle, 3 av. bond angle)

Table 3.1: Comparison of properties of the model and the real microstructure

(Kumar and Kurtd, [1994)

theory requires @=120°and 3 ~2109° 28 which is close to the average values given
in tab. B.Jl It is, hence, assumed that the model structure provides a sufficiently good
approximation of the microstructure of polycrystalline aggregates.

Although these results suggest that the Voronoi tessellation is an adequate approximation for
polycrystals, it has previously been stated (e.g., by IDébrich et all,2004) that the variability of
the grain size is highly underestimated, while the number of first neighbors is overestimated.
Both can be influenced by the choice of generator points (see next section). Despite the stated
over- and underestimations, a significant variability in the grain size, shape and neighbor
relationship, can still be reproduced while providing a well defined geometric description of
the aggregate.

3.3.1.1 Modification of the generator points

In order to overcome the shortcomings found in the comparison of the artificial microstruc-
tures and real materials, a modified set of Voronoi generators can be used. Two popular
methods for the generation of such modified point sets are the hardcore Voronoi tessellation
or the centroidal Voronoi tessellation (Illu_e_LalJ, |_L9_9_‘i; La.uLens.a.ds_e_Lal], QM). The former
is obtained by prescribing a minimum distance between two distinct Voronoi generators, as
illustrated in Fig.[3.8 A physical motivation for the point constraint is given by the minimum
size of stable nuclei in a melt.

The generation of a centroidal tessellation is more involved. It requires that the center of
mass of each cell coincides with the vertex generating the respective cell (Fig B.9). Such
tessellations can be generated iteratively by starting from an unconstrained point set. The
associated Voronoi diagram is computed and the centers of mass of all cells are evaluated.
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Figure 3.8: Hardcore condition for the point seed(cf. [Eritzen et all, 2009)

If the distance between each Voronoi generator and the center of mass of associated cell is
smaller than a prescribed tolerance, then the iteration is stopped and the centers of mass are
taken as the constraint generator set. If not, a new tessellation is computed using the centers
of mass as the new iterates of the Voronoi generators. The proposed algorithm was found to
converge within few iterations.

Figure 3.9: Comparison of a random Voronoi (left) and the resulting centroidal Voronoi
tessellation (right) in 2d after 5 iterations (250 Voronoi generators); shown are the centers of

mass and the Voronoi vertices (cf. IEti_tan_Qt_a.]J, |2£)Q‘j)

The cells generated using either of the two proposed point constraints are more regular, i.e.
bad aspect ratios or small cells (Fig. B.I0) can be prevented. The regularity of the grain
structure is represented by almost isotropic n-point statistics even for aggregates containing
few grains. Consequently, the shape of the cells can be controlled by modification of
the point seed in order to investigate the effect of variations in higher statistical moments
onto the results of numerical simulations. Additionally, a wide literature on the statisti-
cal properties of the Voronoi tessellation exists, see for instance |Aurenhammet (IJ.9_9J.|);
[Kumar and Kurt (1993); [Lautensack et all (2008) and references therein. The aspect of the

incorporation of the periodicity and its significance for computational homogenization was

mentioned first by 200d) and used in many subsequent works, e.g. by

Barbe et al] 001)): Fritzen et al] 2009).

When restrictions on the generator points are imposed, it is important to also consider these
constraints in the periodization algorithm. For example, the minimum distance prescribed by
a hardcore constraint has to be computed based on the total point set containing the copied
vertices. In case of the centroidal type of tessellation, only the centers of mass found inside
the unit cell are considered. Based on these the 26 translated copies are created to provide
the full set of all generators of the periodic tessellation.
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Figure 3.10: 2d Voronoi cell with high aspect ratio (green) and small Voronoi cell (red) in a

2d Voronoi tessellation (cf. [Fritzen et all, [2009)

Figure 3.11: Example of a periodic, unconstrained Voronoi tessellation (left) and a periodic,

centroidal tessellation (right) (cf. |Eritzen et al), 2009)

In the following, unconstrained point sets and point sets subject to a hardcore condition
are examined in the context of polycrystalline cubic aggregates. The focus is on periodic
microstructures which have favorable numerical properties in the context of computational
homogenization. Examples of crystal aggregates created based on the Voronoi tessellation
and the centroidal Voronoi tessellation are shown in Fig. B.I1l The grains in the structure
based on the centroidal tessellation are almost spherical while the ones in the standard
tessellation often have certain preferred orientations. While both are statistically isotropic
for infinite aggregates, the centroidal type of tessellation produces a closer approximation
of the expected isotropy than the standard tessellation, for the same number of generator
points V.

3.3.1.2 Consideration of anisotropic grain morphology

Although the overall statistics of the Voronoi tessellation are isotropic when considering
a large number of grains, many real world materials show a grain shape that is highly
anisotropic due to the underlying manufacturing process. For example, the morphology
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of a sheet metal having undergone a rolling process has a pronounced directional anisotropy
of the grain shape. The following algorithm is applied to the initially statistically isotropic
aggregate in order to create model microstructures accounting for a class of morphological
anisotropy:

e Generate a point seed using a Poisson process. [Optional: apply point constraints]

e Compute the Voronoi tessellation.

e Transform all corner points x; of the cells of the tessellation according to

. /x0 0
0 0 ()\1)\2)71

€€

where \j, Ao > 0 describe the macroscopic deformation that the material is subjected
to in the production process. A rolling process can, for instance, be approximated by

A 0
F=|0 A" 0 (A>1). (3.19)
0 1

e Use the resulting geometry for further processing, e.g., for the generation of a spatial
discretization (see section 3.3.1.3).

The proposed algorithm preserves the periodicity of the geometry and the volume fraction of
the individual grains, i.e., the one-point auto-correlation function remains constant. Conse-
quently, it allows to study the effect of higher order statistics at constant one point statistics
(i.e., volume fractions) and with identical grain-to-grain neighborhood (see also

(IZOQ‘j); 6chen et all (IZLHﬂ)). Examples of a periodic Voronoi tessellation with and without
point constraint and a morphological anisotropy of the form (3.19) are shown in Fig.

Figure 3.12: Example of a periodic, unconstrained Voronoi tessellation (left) and a periodic,
centroidal tessellation (right) subjected to a rolling morphology (A = 4)
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3.3.1.3 Periodic spatial discretization of crystal aggregates

In the following a detailed description of a hierarchical mesh generation procedure used for
the spatial discretization of Voronoi tessellations is presented. An overview of the algorithm
is shown in Fig. The algorithm is defined by a hierarchy of discretizations with in-
creasing spatial dimension. In each mesh generation step the spatial dimension of the mesh
increases, with the mesh of the previous step defining the constraint boundary for the next
step, i.e. only the interior mesh is generated in each step. Starting from a 0-dimensional
mesh (the point pair defining an edge of the tessellation), the inferior mesh consists of ad-
ditional co-linear points defining line segments. In the next level planar facets bounded by
the previously computed line segments are meshed, forming the constraint boundary for the
generation of the volume mesh. The proposed mesh generation procedure is implemented
into a C++ program, which allows for the use of external libraries and superior performance.

| Create point seed S (optional: with hardcore/centroidal constraint) |

L]

| Compute Voronoi tessellation |

v

| Intersect Voronoi cells with unit cell (generate input geometry) |

L]

| Separate geometric master and slave entities |

v
| Create point seed on edges (1-d meshing) |

L]

| Create surface mesh with constrained boundary nodes (2-d meshing) |

| Periodize surface mesh: copy mesh from master to slave surfaces |

y

| Create volume mesh with constrained boundary nodes (3-d meshing) |

L]

| Refine volume mesh with constrained boundary nodes |

| optional: create input files for FEM computations (scripting) |

Figure 3.13: Hierarchical structure of the meshing algorithm (cf. [Eritzen et all, 2009)

Before the actual mesh generation procedure can be applied, it is necessary to determine the
geometry of the tessellation in a first step. Therefore, the point seed S is created by a Poisson
process. By [V, the number of nuclei is denoted. In a Poisson process each point p; (i =
1,...,Ny) is assigned an z-, y- and z-coordinate via random variables X;, Y;, Z; which are
uniformly distributed around the origin at (0,0,0) with

Xi~U([=%, 5], Yi~ U=, 5], Zi ~U([=5, 5]),

where w, d and h are the width, depth and height of the cuboid unit cell, respectively. For
the Hardcore Voronoi tessellation all points p; with

Ip; —ille < Tmin (G > 4) (3.20)
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are deleted from the point seed S (Fig. B.8) and new random points are added. This
procedure is repeated until the number of points satisfying the prescribed hardcore radius is
obtained. The point seed is then copied 26 times to accommodate the periodicity constraint.

The computation of the Voronoi tessellation itself is carried out by using the QHul1l package
(Barber et all, [199€) which is fast and robust. The output consists of a set of vertices P and
a list of corner vertices for each Voronoi cell. It is noteworthy that a total of 27 N, Voronoi
cells is obtained because of the periodization procedure. Most of the resulting cells are found
exterior of the unit cell. Other cells intersect the boundary of the cell. The removal of these
exterior cells and the intersection of the Voronoi cells with the bounding box is described in
the following.

Yes.
| All corners s of VC inside UC? > (C1) New cell = VC
No.
v Yes.
| Mid-point m of VC inside UC? |—> (C2)Setg=m

No.

A Yes. | (C3) d = dist(c, UC)
A f VC inside UC? ' :
| ny corner ¢ o inside |—> g=c+05d(c—m)/|c—m|s

No.

Y Yes.| (C4)d = dist(e,VC)
Any corner ¢ of UC inside VC? ’ ;
[ Any 1 = (1~ 05d/lell)

No.
L Yes. (C5) c= 05(0, + b),
Edge found intersecting VC in a, b?—| d = dist(c, V),

g =c(1—0.5d/||cl|2)
No. *

\
| No intersection with UC |

Compute intersection using
QHALF and the interior point ¢

Y
| End intersection algorithm |

Figure 3.14: Algorithm for intersection of a Voronoi cell with the unit cell (cf. m,
E%%

The tool gconvex (part of QHul1l) provides a representation of the Voronoi cell in terms of
its bounding hyperplanes (more precisely, of the half-spaces whose intersection is defining
the domain of the cell). By adding the six half-spaces defining the bounding box to this
list, the intersection can be computed using ghalf which is also part of QHull. The
crux in this procedure is the identification of a point which lies truly inside (i.e. not on
the boundary) of both, the bounding box and the Voronoi cell. This point is required for
ghalf. The identification of the interior point is pursued based on the algorithm shown in
Fig. A geometric interpretation of the cases C1-C5 is presented in Fig. where the
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(C4) (C5)

Figure 3.15: Graphical interpretation of the intersection cases (C1)-(C5) (cf. m,
@)

two-dimensional representation has been chosen for C1-C4 for the sake of simplicity. The
algorithm exploits the convexity property of both the unit cell and the individual Voronoi
cells to find a truly interior point. The convexity of the two domains further ensures the
convexity of their intersection, i.e. each cell fragment is convex.

The output of ghalf is merged to the existing points and facets. When merging the
data of the individual cells, all (local) point indices have to be reindexed appropriately.
A delicate topic is the removal of duplicate entities which is necessary to avoid errors in
the later stages of the mesh generation procedure. In this step, the fact that the discrete
geometry is entirely described based on points and point indices can be used efficiently.
As a consequence, it suffices to remove duplicate points, i.e., all point pairs showing a
distance smaller than a given numerical precision d,, are merged into one point. Since point
indices are altered, all data structures containing point indices need to be reindexed after the
duplicate point removal. Then all duplicate facets can be eliminated from the input data.
It is worth mentioning that each facet which is not found on the boundary of the unit cell
occurs twice with reverse orientation, since two neighboring grains share one adjacent facet
with inversely oriented outer normal vector.

In order to be able to apply periodic fluctuation boundary conditions, the periodicity of the
mesh topology is of outmost interest. In order to enforce the periodicity, three master and
slave surfaces are defined on the unit cell. The master regions

Front: {z = ¥}, Right: {y = ¢}, Top: {z = 2}

were decided on. The corresponding slave surfaces Back, Left, Bottom are defined
analogously with the respective negative axial offset. All facets found on these slave surfaces
are removed since they are translated copies of their respective counterpart on the master
surfaces. A periodic mesh is characterized by periodic continuation of all mesh entities on
the pairings of master and slave surfaces. The creation of such a conforming surface mesh
exploits the hierarchical topology of the model microstructure, i.e. the surface mesh is the
interface between two neighboring cells and the interface between two neighboring facets is
one common edge. By prescribing the nodes on the edge interfaces it is possible to create
compatible surface meshes on all facets individually. Based on this fact, the creation of the
surface mesh is divided into the following steps:
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e Edge splitting:

— Creation of an edge list (each edge is characterized by 2 point indices);

— Split edges with length [ > l:into ng = l/Z+ 1 segments of length Iy = [ /ns < l,
where the maximum length [ is computed from the prescribed volume v =

wdh
1= /6/0.00,

Nel :
where the factor 0.09 is derived from the volume v, of a regular tetrahedron

¥~ 0.750, = 0.75Y2 ~ 0.090%;

e For each facet (see also Fig.[3.16):

— Transform all points found on bounding edge segments from 3d into 2d;
— Mesh facet using the Triangle library with constraint boundary nodes;

— Transform 2d points back to 3d;

S BN

/ Y

T X
€T

x

Figure 3.16: Creation of the surface mesh on a single facet

— Merge new points and triangles to the vertex list and to the surface mesh respec-
tivley;

e Copy mesh from the master to the slave surfaces (Fig. B.17);

Figure 3.17: Copying of nodes and boundary triangles from a master (left) to the correspond-
ing slave (right) surface

e Remove duplicate points and reindex surface triangulation.
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By copying the triangular surface mesh from the master onto the slave surfaces, the period-
icity constraint is automatically satisfied. At this point, the regular edge splitting algorithm
plays a crucial role, since edges on opposing sides of the unit cell automatically share
the same segments by construction. Moreover, the surface mesh created by Triangle
(Shewchuk, [199€) is of high quality if the input angles are not too small. The latter is
the case for most facets. Unfortunately, small input angles may occur. This effect is
more pronounced on the boundary, due to the intersection of the Voronoi cells with the
unit cell. The removal of these would result in a modified topology and is, therefore, omitted.

The volume mesh is created based on the periodic surface mesh using the Tetgen library
(http://tetgen.berlios.de/index.html] |S_1_an_dﬁa_cttn_cﬂ (IZDQﬂ)). Additional
parameters are used to assign the material number to each cell. The meshing is carried out
in two stages to increase robustness:

[S1] Mesh with constraint boundary nodes
— low quality tetrahedral mesh;

[S2] Remesh (constraint boundary nodes) with prescribed maximum tetrahedral volume
— high quality tetrahedral mesh.

3.3.1.4 Example meshes

In this section, some example meshes created using the previously outlined algorithm are
presented. The quality of the generated elements is briefly discussed. The surface triangu-
lation on the boundary of a unit cell consisting of 200 grains is shown in Fig. B.I8 This
discretization consists of a total of 234’946 nodes and 171’247 tetrahedra with quadratic
ansatz functions. Fig. represent a cut through the cell to illustrate the homogeneous
mesh quality in the interior of the domain.
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Figure 3.18: Outer surface mesh Figure 3.19: Cut through the unit cell

The assignment of material properties is conducted via element sets. The existence of these
allows for convenient pre- and post-processing operations in the context of finite element
computations. All materials can be viewed individually as illustrated in Fig. [3.200 The
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Figure 3.20: Single grain F1gure 3.21: Grain with periodic continu-
ation

identification of the periodic continuation of grains on opposing sides of the unit cell is also

simplified by this technique. The periodic continuation of a grain intersecting the boundary

of the unit cell is shown in Fig. B.21]

The proposed algorithm allows the comparison of the constitutive response of the identi-
cal geometry using varying mesh densities. Four different mesh densities for an aggregate
containing 200 particles are shown in Fig. for comparison. The latter is an important
issue when investigating convergence with respect to the mesh size. In particular, the same
geometry can be used for a variety of different discretizations without having to account for
possible volumetric defects that can occur in both, image based mesh generation techniques
(e.g., based on the programs AVIZO or ScanIP/ScanFE) and the multi-phase finite element

method (see, e.g., [Zhodi and Wriggerd, 2003).

Figure 3.22: Different mesh densities: 58’268 (41°203), 234’946 (171°247), 929’538
(689°825), 1°753°990 (1°309°083) nodes (tetrahedra) (left to right)

The shape factors* of the different discretization levels are 0.5190, 0.6342, 0.6541 and
0.6570, respectively. Remarkably, the creation of the finest mesh containing a total of 1.754
million nodes took only two minutes seconds on an ultra-mobile notebook computer using
only a single core of the CPU. Memory requirements are negligible for the proposed method

*Definition of the shape factor: 7 = v”—t with the volume v, of an equilateral tetrahedron with the same
op
circumradius.
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with respect to current standards. These values highlight the efficiency of the chosen imple-
mentation. The number of performed clipping operations for the intersection of the Voronoi
cells the unit cell is exemplified by the large number of 388 cell fragments for 200 generator
points, i.e. 188 additional cell fragments at the boundary were generated. The proposed dis-
cretization technique is used for the computational homogenization of the elastic properties
of polycrystals with cubic symmetry in section[6.1.T] (see also |Eritzen et al), [2009).

Figure 3.23: Microstructures with oblate grain shape and grain aspect ratios of 2/2, 3v/3
and 8 (left to right)

Examples of anisotropic meshes with oblate grain morphology and varying degree of
anisotropy are shown in Fig. 3.23] Discretizations of aggregates with elongated grains are
presented in Fig. 3.24] for different anisotropy parameters. All shown discretizations are
composed of 200’000 to 600’000 nodes and 140’000 to 450’000 tetrahedra. The underlying
periodic Voronoi tessellation was generated from a set of 200 generator points plus the oblig-
atory 5’200 translated copies of these points. The algorithm for the modified tessellations
was used to investigate the importance of the grain morphology in section (see also

[Béhlke et all, 2009; lischen et all,2010).

Figure 3.24: Microstructures with elongated grain shape and mean grain aspect ratios of
2v/2,3v/3 and 8 (left to right)
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3.3.2 Particle reinforced composites

Modern composite materials often consist of one phase containing one or several other
constituents of particulate morphology. Schematic examples of the observed particle
shapes are shown in Fig. B.23 In the following the phase containing the inclusions is
referred to as matrix phase and the particles are called reinforcement. Typical examples
for materials with particulate reinforcements are various metal ceramic composites (often:
MMC = metal matrix_composite) (e.g., Miserez et all, [2004; |Ganesh and Chawld, [2003:;
IChawla and Chawld, 2006) or particle reinforced rubber-like materials. The presented
algorithm was first presented in IEtnzen_and_B_Qh]k_d 1d) and later modified to allow for
anisotropic particle shapes i in[Eritzen and Bahlkd 01 1h).

y
-2

Figure 3.25: Examples of materials with particle reinforced matrix: statistically isotropic
polyhedral particles, oblate particles, elongated particles (left to right)

Based on the periodic Voronoi tessellation introduced in the previous section in detail, a
suitable modification to attain a particulate microstructure is found by erosion of the cells to
obtain the particles and to fill the intermediate space with the matrix material. Therefore, two
natural approaches can be pursued: (i) uniform centroidal scaling (modification of the cell’s
corner vertices) or (ii) modification of the offsets of half-space defining the cell. The latter
is a process very similar to the erosion algorithm commonly used in image processing (see,
e.g., |Ra.gn.emalni, [1992)). It was decided on the second proposal for the following reasons:

e The nearest neighbor distance of the particles is homogeneously distributed.
e Arbitrary particle volume fractions are possible.

e The number of faces of small particles is (usually) smaller than of large particles since
small faces are removed during the erosion of the cells. This corresponds to experi-
mental observations, where smaller particles often show a smaller number of bounding
facets. This is partially due to the smaller particles resulting from fracture of originally
larger particles.

A similar algorithm was proposed by IChristoffersen (1983) for geomaterials and for the use
with semi-analytic homogenization methods. The following representations are different in
the sense that a periodic structure is created and that a three-dimensional description is at-
tained. Using the same geometric manipulation described in section [3.3.1.2] the morphology
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of the Voronoi tessellation can be modified before the erosion cells. Particles created based
on such modified tessellations exhibit an morphological anisotropy as previously reported
for the grains in the artificial crystal aggregates.

3.3.2.1 Mesh generation algorithm for particulate materials

Similar to the algorithm presented in section for crystal aggregates, a hierarchical
mesh generation technique was developed to allow for fully periodic mesh topologies. The
disjoint particles and the remaining non-convex matrix material require a modified algorithm
for the creation of a quality surface triangulation and, based on the latter a high quahty
volume mesh. A detailed description of the algorithm is presented by

), where additional algorithmic informations can be found. The main steps of the
algorithm for the creation of a model microstructure with a particle volume fraction c are:

[P1] Create the random point seed and the corresponding periodic Voronoi tessellation
(optional: hardcore condition, centroidal tessellation; anisotropic modification; see

Fig.3.26).

Figure 3.26: Comparison of the particle shape obtained from an unconstraint Voronoi tessel-
lation (left) and a centroidal Voronoi tessellation (right) (50 Voronoi generators, 30% particle
volume fraction)

[P2] For each cell, the half-space representation H = {n;,d;},—1...n,,.... is computed for all
cells of the tessellation. Then the points & found within the cell C defined by H satisfy
the inequality

n;-x+d; <0 Va € C. (3.21)
The offsets d; of the half-spaces are modified according to

d; — d; + 6, (3.22)

where § > 0 is half of the distance w between neighboring particles (Fig. 3.27).
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Figure 3.27: Schematic representation of the erosion of a single two-dimensional Voronoi

cell

[P3]

[P4]

[P3]

[P6]

[P7]

[P8]

[P9]

The volume fraction is computed and [P2] is repeated with adjusted values of 9, until
the prescribed particle fraction ¢ € (0, 1) is obtained.*

For each of the resulting particles the intersection with the cuboidal unit cell is com-
puted.

A conforming edge point seed is created by splitting all edges defining the geometry to
satisfy a maximum length criterion (Fig. 3.28).

A surface triangulation of all particle facets is computed (Fig. B.28} see also B.3.1.3).

B
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Figure 3.28: Creation of the surface mesh on a single facet of a particle

Create a constraint surface triangulation on the six surfaces of the cuboid with holes for
the particle facets located on the boundary (Fig.[3.29). The mesh on the slave surfaces
is obtained by copying the mesh of the master surfaces.

Assemble all surface triangulations to the overall surface mesh of the particulate mi-
crostructure and create a quality volume mesh using tetgen (Si_and Gaertner, 2003).

Post-process generated tessellation to create material information, element and node
sets and input files for further processing in finite element computations.

It is noteworthy that the presented algorithm is sufficiently robust to create meshes for tes-
sellations containing from 5% up to 90% of particles. Many existing algorithms based on
spheres or special polyhedra (e.g., [Flaquer et all, 2007; [Nogales and Bihm, 2008) can only
be used for moderate volume fractions of up to 30% when using the random sequential ad-
dition method. In order to achieve higher volume fractions, techniques such as simulated
annealing or random sequential adsortion are often required. These techniques influence the

*A detailed algorithm for the iteration including a highly usable initial guess can be found in

[Eritzen and Béhlkd (2011d).
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Figure 3.29: Common edge seed of the particles and the matrix on the exterior faces of the
cuboidal cell (left) and constraint surface mesh on the boundary for the matrix material only

(right)

statistical properties of the microstructure and no immediate conclusions with respect to sta-
tistical isotropy are possible a priori. Additionally, particle fractions above approximately
60% cannot be realized with most methods.

3.3.2.2 Example meshes

A selection of example meshes is used to illustrate the robustness and wide range of opera-
tion of the proposed algorithm. First, variations of the number of particles and of the particle
volume fraction are considered in Fig. Between 10 and 100 particles are considered
for volume fractions ranging between 10 and 60 %. The mesh density for the shown dis-
cretizations is chosen such that each mesh consists of ~100°000 nodes. The computational
time for the creation of the meshes ranged between 30 and 60 seconds. Hence, the computa-
tional efficiency of the method can be considered as very good. An appealing feature of the

Figure 3.30: Meshes containing 10, 20, 50 and 100 particles (10%, 10%, 60%, 30% particle
volume fraction)

algorithm is found in the fact of fully adjustable mesh density. This allows for quick calcu-
lations on coarse grids to attain a qualitative impression of the thermo-mechanical response
of particulate structures. The precision of the prediction can then be refined at will. Mesh
density studies can be performed to investigate the convergence behavior. Fig. B.31] shows
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different discretization levels of the same underlying geometry. With respect to the particle

Figure 3.31: Different discretization levels 6502 (left), 40531 (middle) and 363808 (right)
nodes for 10 particles (10 % vol. frac.) (see |Eritzen and Bhlkd, 2011d, for details)

volume fraction, the algorithm is found to produce high quality discretizations even for high
particle volume fractions such as 50% or 80% (Fig.3.32). Real materials with high particle
volume fractions and polygonal particle shape are investigated, e.g., by IMi 2004)
in terms of B4C or Al,Os reinforcements in an aluminum matrix material.

Figure 3.32: Examples for 50 % (left) and 80 % (right) particles (/=200000 nodes, 200
Voronoi generators)

With respect to anisotropic modifications it is referred to section where the presented

algorithm is combined with the affine transformation presented for the polycrystalline aggre-

gates in section After the erosion of the cell walls of the initially isotropic Voronoi

cells, the particles are subjected to an affine transformation which leads to an anisotropic par-

ticle shape. The generated mesh is still of high quality since the geometry is modified before

the mesh generation. Further details on the algorithm are presented in [Fritzen and Béhlkd
) and example discretizations are shown in section[6.3]
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3.4 Porous materials

3.4.1 Microstructure generation

The nucleation and growth of pores in polycrystalline metals during plastic deformation
is the main mechanism leading to ductile failure. Due to the large industrial interest in
the understanding and, moreover, prediction of ductile failure, the literature on the topic is
exhaustive. A milestone in the prediction of the pressure sensitivity of the effective yield
stress of porous metals was the early work of (@) in which the relation

30y
Gt = O—F\/l +¢2 — 2ccosh ( o M) (3.23)
g

for the pore volume fraction c, the applied hydrostatic stress ¢° and the applied von Mises
equivalent stress o)\ was derived. The yield stress o is assumed constant.

-
Ti
To

Figure 3.33: Reference cell used in the derivation of the Gurson model

The relation (3.23) was obtained using the reference cell Fig. B.33] where the boundary
values of the displacement are given by the applied (macroscopic) strain. The cell consists
of a hollow sphere where the inner radius 7; and the outer radius 7, are related by the pore
volume fraction c according to

ro = ric 3, (3.24)

The cell in Fig. B33 is suitable for semi-analytic examinations and a wide literature exists
with the aim of increasing the quality of the predlctlon Some notable contributions

to the topic are due to h}&% (IJ_QQ]J) I jarajeu et al (|2di)
kiaxa,]ﬂl_a.n.dju.q.u.cﬂ (|2£)D1|) M) In essence, all these methods refer to

reference cells similar or identical to the one used in the derivation of Gurson’s model.
However, different model assumptions, e.g., in terms of Eshelby type trial velocity fields
in Monchiet et all (2007), are used to determine the effective response. In order to evaluate
the efficiency of the different approaches with respect to more realistic porous microstruc-
tures, ensembles containing impenetrable spherical pores of constant diameter are created
randomly. A Poisson point process generates the centers of the spheres, while the radius
is computed from the desired pore volume fraction ¢ and the number of spheres in the unit
cell N via

.[3]02]
= 4/ /L 2
r NV (3.25)
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Each generated point is copied 27 times in order to generate a periodic microstructure (see
also B.3.7)), after a collision detection algorithm confirms that the newly added sphere does
not intersect with existing spheres. For reasons associated with the later discretization a
minimum distance of 2.5% of the sphere radius r is enforced between neighboring pores.
Such an assemblage is also referred to as hardcore model of spheres in the literature (e.g.
|IOI_q1.LaId, 2002). Using the described random sequential addition procedure, pore volume
fractions of up to 30% can easily be attained. Above 30% it is asserted that some (or most)
pores intersect and that the pores can no longer be treated with the described geometry. The
limit volume fraction for spheres without repulsion distance was determined numerically
by m (@). A range of 37-40% was found. Later the numerical predictions were
refined and an asymptotic value of 38% was determined for a quasi-infinite number
of spheres at a single size population. Examples of the porous material (drawn as green
spheres) are provided in Fig.[3.34]for 10, 20 and 30% pore volume fraction and 50 voids each.

Figure 3.34: Random realizations of periodic unit cells representing porous metals

In order to illustrate the inhomogeneity of the ensembles, the k-nearest neighbor distance
is drawn in Fig. for 0.5, 1 and 5% pore fraction and in Fig. for 10, 20 and 30%
volume fraction. The results of five different statistical realizations are shown for each
microstructure. Besides the average value dj, (lines) the minimal and maximal values are
also presented (points). All values are given in units edge length of the reference cube (here:
1 um). A quantification of the standard deviation is plotted in terms of the +30/(d},) (dashed
lines) confidence interval that should contain 99.7% of all points for a Gaussian distribution.
It can be seen that the scattering between different realizations is more pronounced the
smaller the pore volume fraction and the smaller k. Most notably, the nearest neighbor
distance d; shows a wide spread. This is emphasized by massive violation of the provided
confidence interval for & <5 to 7 (depending on the pore fraction). Generally, strongly
varying local geometries result in heterogeneous solution fields under external loading.
Evidently, the cell employed by Gurson and others can consider neither such interactions
between neighboring pores nor their influence on the effective response of the material.
In order to quantify the discrepancy of the analytical results with respect to these local
fluctuations the artificial microstructures are used in numerical simulations.
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Figure 3.35: Average k-nearest distance of the pores for 0.1% (left), 1% (middle) and 5%
pore volume fraction (right); 5 realizations with min./max. values, &k = 1,...,19; dashed

lines: 30 confidence interval
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Figure 3.36: Average k-nearest distance of the pores for 10 (left), 20 (middle) and 30 %
pore volume fraction (right); 5 realizations with min./max. values, £ = 1,...,49 (top) and
k=1,...,10 (bottom); dashed lines: 30 confidence interval

At low volume fractions (Fig. B.33) with 20 voids considered, the minimal and maximal
nearest neighbor distance shows distinct variations between different realizations of the mi-
crostructure. However, the average values for the different realizations are very close to
each other (overlapping lines) and the standard deviation does not scatter too much. At the
higher volume fractions (10-30%) and with more particles being considered, there is almost

no observable scatter in d, (Fig. 3.30).
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In order to investigate the existence of pore clusters more closely, the algorithm presented in
section is used to detect and visualize pore ensembles. First, a unit cube showing 1%
porosity (20 voids) is examined. The pore clusters determined from different values of dr are
shown in Fig.3.37] It is seen that small clusters consisting of two or three pores separated by
thin walls exist. Larger values of Jr reveal some local fluctuations in the pore density. For
very large values of Jr all particles tend to form a single cluster, i.e., such values are out of

interest.
-2‘ . s ‘
2 |

Figure 3.37: Detected pore clusters for 6 = 0.01,0.03,0.06, 0.07 (left to right), ¢ = 0.1%,
N = 20; numbers indicate cluster size (colours may vary)

The results obtained for only 20 pores are confirmed by a reference cell containing 100 pores
at the same volume fraction (1%). It is found that for small values of dr, dispersed clusters
are detected. As 7 rises, the number of clusters increases and larger clusters are found, see

Fig. 338

“;

4» ‘&,,ce'._

Figure 3.38: Detected pore clusters for 6r = 0.01,0.02,0.04 (left to right), ¢ = 0.1%,
N =100 (colours of individual clusters may vary)

At pore volume fractions higher than 10%, the detection of clusters is of little use as the
cluster topology changes rapidly with respect to 7. Generally, small micro-clusters consist-
ing of two to four pores are often existing. None of the investigated microstructures shows
massive pore agglomeration.

3.4.2 Mesh generation for porous materials

The discretization of the microstructures was performed using the mesh generation software
netgen (Schaberl, [1997). A sufficiently fine discretization level was achieved by tuning the
mesh generation parameters. Quadratic tetrahedral Lagrange elements are used. The period-
icity was explicitly enforced in netgen. The generation of each mesh is performed based
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on 20 (¢ = 0.1,1,2.5,5%) and 50 voids (c = 10, 20, 30%). Several successive refinement
steps are performed to achieve optimal mesh quality. The number of nodes for the discretiza-
tions was approximately 100’000 (c = 0.1%), 85’000 (c = 1%), 85’000 (c = 2.5%), 85’000
(c = 0.1%), 65°000 (¢ = 5%), 210’000 (¢ = 10%), 120’000 (¢ = 20%) and 130’000
(c = 30%). The higher number of degrees of freedom for the smaller volume fractions is due
to the increased curvature of the voids and the higher volume fraction of the metal. Examples
of the discretizations are shown in Fig. The generated discretizations show excellent
mesh quality.

Figure 3.39: Finite element mesh for pore volume fractions 0.1%, 1% and 5%, 10%, 20%
and 30% (left to right)

In addition to these mesh densities used in the statistical investigations, a set of coarser
and finer discretizations was created for an ensemble of 10 voids for the use in a mesh
density study. The number of nodes in the different discretization levels is shown in Tab.
Three of the discretizations (levels 1,3 and 6) are shown in Fig. For details on the
computational results see section[6.3]

refinement level hl hg hg h4 h5 hG
number of nodes 7’463 | 15°994 | 40°616 | 106’335 | 424’766 | 1’155°704
degrees of freedom | 22’389 | 47°982 | 121’848 | 319°005 | 1274°298 | 3°467°112

Table 3.2: Mesh refinement levels for the mesh density study (10 voids, 20% vol. fraction)

Figure 3.40: Mesh of the refinement level iy, hs and hg




Chapter 4

Homogenization methods

4.1 Thermo-mechanical two-scale problems

Engineering applications usually consider real materials on a structural (or macroscopic)
level at which certain material properties, such as the Young’s modulus F, are observed.
Examples for materials commonly used in mechanical applications are sheet metal, poly-
crystalline metals (bulk material) or particle- and fiber-reinforced composites. While these
materials appear homogeneous from a structural point of view, observations at other length
scales show a different picture.

Macroscopic (structural) scale

A

f Ddideg Inter-granular scale (meso-scale 1)

Intra-granular scale

' (meso-scale 2)
\ T

Molecular/atomistic scale

Figure 4.1: Schematic representation of the different length scales of a structure *

For example, a metallic part looks homogeneous at a length scale of meters (Fig. E.1).
Reducing the length scale to the sub-millimeter range, a granular structure is observed,

*Top left picture reprinted with permission of DMM International Ltd., Wales, UK,
lhttp://www.dmmclimbing. coni
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where different grains can often be considered (almost) homogeneous in terms of their crys-
tallographic orientation. When moving to the sub-micrometer level, individual dislocations
and small precipitates can be observed. On an even finer (sub-)nanometer level individual
atoms can be found.

The aim of this work is to study the thermo-mechanical response of such microheteroge-
neous materials. The latter is a topic with a rich history, see, e.g., the pioneering work of

) in which ideas relating the microscopic properties of single crystals and the
constitutive response of a macroscopic aggregate are formulated. The consideration of all
length scales is, usually, not possible in a unified framework. Nevertheless, recent advances
in this direction have been made by INikolov et al] (2010) for the linear-elastic properties of
lobster cuticle. Due to the complex nature of these nested scale approaches their applicability
to real materials is limited and an account for nonlinear material behavior is hardly possible.
Therefore attention is confined to materials that allow for a two-scale description.

Figure 4.2: Local coordinate « and global coordinate &

To clarify the notation, the macroscopic domain is denoted by {2 with points Z. Each point &
is associated with a micro-volume (2, (Z). The latter is decomposed into the subdomain {2
occupied by the material and the domain ‘H occupied by the voids. It is worth emphasizing
that the micro-volume may depend on &, i.e., the microstructure is not necessarily the same
at each point. The center of each of the micro-volumes coincides with the macroscopic
coordinate &, and the relative coordinate x is taken with respect to this point (Fig. L.2]).

Accounting for the voids the total material volume fraction of the microheterogeneous mate-
rial is ¢ = |£2|/|(20t|. The surface . = OH denotes the ensemble of all internal surfaces due
to voids or cracks. For convenience the normal vector n is assumed to point out of the pores
on OH. The entire boundary of the material is denoted I" = 0f2. Each of the N, different
voids with volume fraction ¢, ; is assumed to be subjected to the hydrostatic pressure py ;.
Generally, quantities defined on the small scale are written without special typesetting, e.g.,
a field w. If a counterpart on the macroscopic level exists, then it is over-lined, e.g., w. The
volume averaging operator () is extensively used in the following. Under the ergodicity hy-
pothesis the volume average equals the ensemble average. It is defined for arbitrary additive
zuantities, like the internal and the free energy, the entropy, the dissipation, or the mass, via

[1o85dH)

R = (® = —1 °
* = <.> - < >-Qtot - |~Qtot| / dv. (41)
ot
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Note that not all quantities have a counterpart on the other scale, e.g., the plastic strain
or hardening variables. As a counterexample one can consider a microstructure, where
each micro-material has an individual scalar hardening variable associated with an individ-
ual physical effect. The effective material can a priori not be described by a macroscopic
variable accounting for these states. However, if a macroscopic equivalent variable to a mi-
croscopic quantity exists, then the previous formula has to be modified for microstructures
including voids. Additive quantities having a zero-continuation inside the voids can be aver-
aged according to

) 1 2] 1 /
o= (o) = o dV = — | o dV = c(e)j. 4.2
< > |Qtot| Q/ |Qtot| |Q| J C< >Q ( )

This is true for all additive quantities such as the free energy, the entropy and the dissipation,
but not for the stress or the strain. When considering a volume (2, with boundary 02
from a macroscopic perspective, the only interaction of the domain with its surrounding
is performed via its external surfaces. From this coarse scale perspective the stress tensor
& and the displacement gradient H are constant within the microscopic volume. For the
macroscopic stress tensor Cauchy’s lemma leads to

o =

/ t®xdA. 4.3)

O 2tot

|Qtot|

Based on the Gauss theorem this surface integral can alternatively be expressed via

Qi

Ny
= <0-> = C<O->Q - Z Cv,ipv,i-[ = C<0->Q + 6-ca (44)
i=1

Then & is the total contribution of the applied pore pressure to the macroscopic stress. For
the effective displacement gradient H the displacement on the boundary of the microscopic
volume is related to the macroscopic displacement gradient via

_ 1

where n denotes the outer unit normal vector. Application of the Gauss theorem leads to

1
“Qtot|

/grad(u)dV+/u®ndA =c(H),+ H.. (4.6)
7

H =

Equation @.0) also defines the effective strain tensor € via

e =sym(H) = cle)g +sym(H.) = cle)y + &.. (4.7)
The part €. associated with the inner surfaces is also referred to as cavity strain. In order

to formally describe the considered class of quasi-static two-scale problems, the following
hypotheses are assumed for the rest of this work:
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[H1] A geometrically linear description of the material is used on both scales.

[H2] The typical length scale L of the macroscopic scale is significantly larger than the
characteristic microscopic dimension /, i.e. L > .

[H3] In order to allow for a continuum description of the small scale problem, it is required
that the microscopic length scale [ is clearly separated from the nano-scale at which
molecular dynamics or alike become necessary.

[H4] The displacement @ and temperature § on the macroscopic scale have a counterpart on
the microscale. It is defined based on the displacement w(&) and temperature 6(Z) of
the macroscopic point & defining the barycenter of (2, according to

u(x) = u(x) + gradg(u)x + u(x), (u®@n)y =0, (4.8)
0(x) = 0(z) + gradg (0)x + 0(x), (In)y = 0. (4.9)

The constraints imposed on the fluctuations u, 0 guarantee that the macroscopic strain
and the temperature gradient are replicated upon averaging.

[HS] The time scale of the macroscopic problem is clearly separated from the microscopic
one. In particular, the rate of change of the macroscopic fields is assumed to be slow
enough such that the associated micro-field can be treated as stationary.

[H6] The macroscopic problem is assumed quasi-static, i.e. the second order time derivative
of the displacement fields on both scales satisfies for any norm || e || 4

[H7] All micro-constituents can be described in the framework of generalized standard ma-
terials (GSM, see section[2.2.3). The rate of internal variables is

u

otot

0*u

otot

(4.10)

~ () ~
~ U~

A A

*

) ——  (rate-dependent),
£ = 83@” 4.11)
)\% (rate-independent).

[H8] The specific force density b and the heat supply & are zero on the microscopic scale,
1.€., Zzero source terms are assumed.

Note that due to [H1] the product of a gradient with respect to & multiplied by the micro-
scopic position vector x tends to zero. With [H4] the value of the microscopic temperature
and displacement field can be approximated by the respective macroscopic value

0(x) ~ 0(z), u(x) =~ u(x) Ve 2(z). (4.12)




4.1 Thermo-mechanical two-scale problems 55

The previous result can rigorously be obtained using asymptotic expansion as {/L — 0 for
periodic materials (see, e.g., section 5.2.4 in IB_QS_SQ[]_QL&]J, ,ZQ_Iﬂ). Given these assumptions
and making use of (4.12)), the balance of linear momentum and energy defining the partial
differential equations for the microscale are (see also (2.49)), (2.29) and section 2.2.3)

divg(o) =0 in (2

8 -

(P) —9% (.7—' 9@) & —divg(q) = —ob

+ microscopic boundary conditions.

Replacing the respective variables by their effective values and taking the derivatives with
respect to the macroscopic scale, the set of differential equations on the structural level reads

(

divg(e) =0 in 0
) a(F-05) 8

—divg(q) + h :—9<Q

(4.14)

6060

-+ macroscopic boundary conditions.

The two sets of differential equations are coupled via the following quantities (Fig.d.3), with
the macroscopic mass density o0 = (o)

the local and effective stress (4.4) o— b

the local and effective strain (4.7) E+—E

the local and effective temperature gradient g<—g

the effective heat conductivity q<—q

the thermo-elastic entropy rate o1 = —0 <g—g - €)
the mechanical dissipation D, = (F-§&)
the thermo-plastic entropy rate o = —0 <aa—'7€: € >
the effective heat capacity oce = —0(0 $§9>

Note that the microscopic boundary conditions relate to the first two points in this list. A
detailled discussion is presented in the following section.

4.1.1 Boundary conditions for homogenization methods

While the macroscopic boundary conditions are addressed in section[2.2.]] the microscopic
boundary conditions have not been specified, yet. In fact, they constitute an important
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(P)

Figure 4.3: Quantities involved in the thermo-mechanically coupled scale transition

part of the scale coupling that relates (P) and (P). The examination of the influence of
the type of boundary conditions on the computational results has a long history and many
contributions have been published with the aim of examining their significance (see, e.g.,
lOstoja-Starzewski, 2001, IMiehd, 2002; [Fritzen and Bohlkd, 2010d). A natural requirement
imposed on microscopic boundary conditions in the context of homogenization is the equiv-
alence of the macroscopic power and the volume average of its microscopic counterpart:

(0d-€)= (o) () =0 -E. (4.15)
The latter condition is well-known as the Hill-Mandel condition , ) and has been
subject of many investigations, for instance in the work byw ). A result of (.13

is the requirement of energetic orthogonality of the admissible displacement fluctuations .
and admissible fluctuations in the tractions ¢, according to

/a* 1, dA = 0. (4.16)

r

It was shown bym (19854) that the following boundary conditions satisfy (Z.13):

e Uniform kinematic boundary conditions (ukbc)

u = I:I.’E on 8(21:01: N 897 (4.17)

e Uniform static boundary conditions (usbc)

t=on ondf, NOS2, (4.18)

e Periodic fluctuation conditions

u=Hx+u, u(xy) =u(x_), (4.19)
t(xy) = —t(x_), (4.20)
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with ,, x_ being elements of the periodic point sets /', and /" on the boundary.
Either the macroscopic strain €, the macroscopic stress & or a combination of both
can be prescribed. Accordingly it is referred to periodic kinematic, static and mixed
boundary conditions, respectively (pkbc, psbc, pmbc). A two-dimensional example of
periodic displacement field and its decomposition into the homogeneous deformation
and the fluctuation part are shown in Fig. [£.4

o @+@

Figure 4.4: Two-dimensional example of a periodic displacement fluctuation field

Thermal boundary conditions

In the context of thermal homogenization, the classification of the boundary conditions fol-
lows a similar line as for mechanical boundary conditions. Here the solution variable is ¢
instead of w and the quantity of interest is the heat flux g, which is related to the gradient g
of the temperature 6. Periodic temperature fluctuations are chosen throughout this work, i.e.,
for a given macroscopic temperature gradient g, the fluctuations 0 of the temperature satisfy

O(xy) —0(x_)=0 VeLell. (4.21)

The absolute value 6 of the mean temperature on the microscale can numerically be enforced
based on the content of stored thermal energy.

4.2 Linear homogenization problems

When considering the specific case of isothermal, elastic deformation, then the balance of
linear momentum in @.I3) is a linear partial differential equation. The same holds for the
balance of energy considering elastic, isothermal heat conduction at constant deformation.
In general, if a d-dimensional set of independent boundary conditions B(*) is considered in
a linear partial differential equation and the solutions to the individual problems are denoted
u(®, then for any linear combination of the boundary conditions

d
B. =) kaB, ko, € R, (4.22)
a=1
the solution w, (k, ) is readily obtained by superposition

d
w,(k,x) =) kou®. (4.23)
a=1
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Due to the linearity of the averaging operator (e), this holds true for all averages of linear
functions of u,, i.e. for the gradient and linear functions of the gradient.

Linear elastic homogenization. In the case of linear elastic homogenization, the effective
stress-strain relation

a = C[e] (4.24)
is sought-after. Since both, & and € are symmetric second order tensors, a total of six differ-
ent boundary conditions has to be considered to determine the effective fourth order stiffness
tensor C. So far, the requirement imposed on the six boundary conditions is their linear
independence. After solution of the respective isothermal microscopic problems P®), one
can associate with each of the solutions an effective stress &(® and an effective strain £(®),
Using the six-dimensional vector-matrix representation for second and fourth order tensors
introduced in appendix [A]l with the orthonormal basis { B (@) }a=1,..6, a linear equation of the

type
(E)ap = B -9, (£)as = B@ . &), (4.25)

~

(C)ag = C - B @ B®, CE =%, (4.26)

is obtained. The effective stiffness tensor C of the material is obtained in terms of its matrix
representation C' from

6 6
C=3%E! C=> > (C)apB“ @ BY. (4.27)

K a1 EaB (@) imposed on the unit volume then leads to the
effective stress response C[g]. Moreover, the local strain field and the local stress field are
recovered by

An arbitrary deformation € = 26

N N
e(x.8) = (E7")apzse™ (), o(x,8) =) (B )asso™ (). (4.28)
a=1 a=1

Equivalently, the introduction of a prescribed macroscopic stress & = Zg:1 5B leads
to

N N
e(x.0) = (X asose (), o(x,6) =Y (X )apopo (). (4.29)
a=1 a=1

Based on (.28) and (.29) the strain and the stress localization operators

Alm) =) (@) (E")ap @ BY, e(x, &) = Alx)[g], (4.30)

B(x) =Y o(x)(S")as @ BY, o(x,5) = B(x)|5] (4.31)
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are defined. Note, that based on prescribed orthonormal stresses or strains the matrices )y
and F are identity matrices and the expressions (@.30), @.31) simplify considerably. In the

case of prescribed orthonormal strains @ = B® the strain localization operator (28]
becomes
6
Alm) =) e (z) o B, (4.32)
a=1

Analogously, prescribed orthogonal stresses @ = 0o B® in @29) lead to

6
B(x) = 1 > o (x) @ BW. (4.33)

For completeness the displacement localization operator under prescribed strains is

u(x, &) = Y(x)[g], Y(@) =) u(w)(E ) @ BY, (4.34)

a=1

Linear thermal homogenization. The procedure for the determination of the effective ther-
mal conductivity follows the same line as described for the linear elastic properties. For
brevity the case of boundary conditions imposing three orthogonal temperature gradients
g™ of amplitude g, are assumed. The fields solving the respective problem are denoted
0@ (), g'™ (x), '™ (x). Then the localization rule for the temperature gradient reads

1
g(xz,g) = (Z =9 (x) ® Q(“)> g. (4.35)

1
R=Y —(kg(z))®g", 1(g) = —kg. (4.36)

Linear thermo-elasticity. The linear thermo-elastic properties are determined based on an
elastic eigenstress problem. Here the case of zero prescribed strain and the thermal eigen-
stress field

To(x) = By(x)Aby, (4.37)

with the temperature increment Af, # 0 are considered. The thereby induced linear-elastic
eigenstress problem reads

div(Cleg] + 74]) = 0, (g¢) = 0. (4.38)
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An alternative description with static boundary conditions is possible, but is omitted for
brevity. The local stress field solving (#.38) is denoted by

oy9(x) = C(x)[eg(x)] + By(x)Aby (4.39)

and the corresponding displacement field is referred to as wy. The resulting effective stress
o9 = (o) determines the effective thermal eigenstress (3, and the effective thermal expan-
sion coefficient &y of the micro-structured material via

_ 1 _
By = Rg.o0 ay = —C7'[By]. (4.40)

The localization rule for the displacement, the strain and the stress tensor with respect to
a prescribed temperature increment Af = 6 — 6, from the reference temperature 6, and a
prescribed macroscopic strain € are

u(zx, &, AfJ) = Y(x)[e] + ug(w)AA—go, (4.41)
e(x,&,A0) = A(x)[e] + sg(m)ﬁ—ei (4.42)
o(xz,&,A0) = C(x)A(x)[E] + ay(x) A0 (4.43)

Ay’
The effective constitutive response accounting for (£.27), (€.36) and (@.4Q) is given by
o (&, Af) = Cle] + B,A, q(g) = —kg. (4.44)

For completeness, the effective heat capacity is also provided

& = €< _ 988;5@. (4.45)

While these quantities are usually used in engineering applications, the actual homogenized
thermo-elastic response is more complicated due to the thermo-elastic entropic effects men-
tioned in section [d.Jl These are commonly referred to as Gough-Joule effect for bulk ma-
terials. The exact form of the homogenized balance of energy in a thermo-elastic setting
reads

_ 0 . . B _ -
—9(8—‘; &) —divg(q) + h = ocab.

Expanding the first term together with the rate form of (£.42)) gives

<88—‘; &) = ALHO ((ATfo]) - &+ (@5 0)) (4.46)
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From the Hill-Mandel condition the relation
(AT[o]) = (o) (4.47)

can be derived for all statically admissible stress fields o, i.e. for div(e’) = 0 in (2. There-
fore, the representation (30) of the strain localization operator with (¢(®) = B® is in-
serted into (d.47)) to obtain

(ATlo]) => B .0) =) BY(EW) (o) = (o). (4.48)

Incorporating (gy) = 0 the identity

Jo . 1 .
0 .€> — A—GO<UG> . (4.49)

is attained and a simplified representation of (€.46) is

—0B, - & — divg(q) + h = ¢4 (4.50)

4.3 Semi-analytical methods

In a general context, methods for the determination of the effective material response can be
characterized following Fig. Note that this characterization is valid not only for the lin-
ear case examined to this point, but also for the nonlinear regime. Three major groups can be
identified: (i) (semi-)analytical methods, (ii) hybrid methods and (iii) computational meth-
ods. In the (semi-)analytical methods the localization operators A, B of the real material are
replaced by analytical representations. The methods can further be sub-divided into methods
referring to purely statistical descriptions of the material and into methods referring to ana-
lytical solutions of reference problems. They have in common that the representation ({.27)
of the effective stiffness operator is not necessarily used, but it is expressed in terms the
phase-averages of A (or B) and the phase-wise constant stiffness tensor. Similar construc-
tions are possible for the thermal conductivity problem. Most notably, the actual solution
of the microstructural problem is usually not computed, i.e. no local fields are determined.
Based on appropriate assumptions, the real problem is replaced by (often a series of) sim-
pler problems with the aim of providing an approximate solution that provides a sufficient
accuracy. The term semi accounts for the fact that the solutions can often not be given in
closed form, but for example in terms of implicit and usually nonlinear equations or in terms
of integrals that need to be calculated numerically. An important sub-class of the semi-
analytical methods are bounds on the strain energy of the material which result in limitations
of the effective elastic material response. In the following, several popular semi-analytical
methods are briefly described. Detailed monographs on the topic have been written, e.g., by

[Nemat-Nasser and Hord (1999); [Torquatd (2002); IQu and Cherkaoui (2006).
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Figure 4.5: Schematic characterization of homogenization methods

An estimate of the elastic stiffness of a material was proposed by @ (@) based on the
assumption of a homogeneous deformation throughout the microstructured material. Assert-
ing a homogeneous distribution of the applied strain, the effective stiffness tensor of such
a material is given by the arithmetic mean of the phase stiffness C, weighted by the phase
volume fraction ¢,

Cy =) cCo, Sy = Cyl. (4.51)

Asserting a homogeneous stress distribution within the material, [Reusd @) found that the
arithmetic mean of the compliance tensors of the phases provides an estimate of the effective
compliance tensor

N N
Sk=) caSa=Y_ clC", Cr = Sg*. (4.52)
a=1 a=1

If the microstructure contains voids or porosity, the Reuss estimate does no longer apply.
While the Voigt estimate has the advantage of being well-defined for all materials, i.e. in the
presence of pores, the Reuss estimate fails for porous materials due to the non-existence of
the compliance tensor of the phases. It was found by [l (@) that the two predictions
actually constitute bounds for the possible effective material response by

Cr <C < Cy, Sk > S > Sy, (4.53)

with the inequality understood in the spectral sense. While the simplicity of the arithmetic
(or harmonic) mean are appealing, it is clear, e.g., by consideration of Fig. B.Il that the
micromorphology and topology of the material has an important influence on the effective
material response. This influence cannot be considered by the Voigt and Reuss estimate.
Additionally, the range of the elastic properties spanned by the Voigt and Reuss bounds
is prohibitively wide if the contrast in the elastic properties of the micro-components gets
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large. Thus, they may not provide useful estimates. This issue is overcome by more sophis-
ticated homogenization schemes such as the estimate introduced by [Hashin and Shtrikman

). Assuming a quasi-homogeneous and quasi-isotropic material, a variational
problem is derived which results in an upper and lower bound of the isotropic material
parameters of the microheterogeneous material. These bounds have the advantage of
predicting a significantly smaller range of the effective elastic parameters when compared
to the Voigt and Reuss estimate. @ﬁ ) generalized the results to more general ma-
terials with local anisotropic physical behavior and anisotropic spheroidal micromorphology.

Refe mg to a purely statistical description of the microstructure and initiated by the work

), the more refined approaches presented by [Dederichs and Zelled (1973);
|Zd].er_an.d_lledﬂj.ch§ (1973); [Kroned (1977) and others were established. They provide
bounds on the effective elastic properties. It has numerically been verified that the bounds
are satisfied for polycrystalline aggregates by |Eritzen et al] 2009), if the morphology of the
microstructure is sufficiently isotropic. Most notably, the bounds of fifth and higher order
provide a small range for the effective material response for small and moderate contrast in
the elastic properties of the constituents.

Besides these methods, the analytical solution for the elastic field of an ellipsoidal inclusion
embedded in an elastic matrix developed in the seminal work of m ) is the basis
for many homogenization methods. Most notably, the solution exists for arbitrary aspect
ratios giving rise to methods dealing with real-life composites that often exhibit strongly
anisotropic morphologies, e.g., in terms of prolate/oblate particles or fiber composites.

One of these methods is the Mori-Tanaka approximation (Mori and Tanaka, [1973) in which
the inclusion strain and the matrix strain are related based on the Eshelby solution. While
the method can be applied to thermal and electrical conductivity problems, it is not possible
to apply the method to composites containing more than two different phases. Investigations
on the application of staggered homogenization procedures involving the Mori-Tanaka
scheme in order to overcome this deficiency are discussed by, e.g., L (1999); [Pierard et al

). Additionally, issues concerning possible non-symmetry of the resulting effective
stiffness tensor have been addressed by, e.g.JB_Qny_enis_Le_e_t_alJ (1991l).

Another approach is found in the self-consistent estimates (IK_rj'm_eﬂ, U_Qig; |Hj_]j, h_%j; hM'_]_]_i_d,

) in which the constituents are successively embedded into a matrix material having
the properties of the effective medium (see also Malmﬂ.el, h_%ﬁl’ﬂa) Note that the latter are
a priori not known. In general, the procedure results in an implicit equation that has to be
solved iteratively.

A similar approach was pursued by IChristensen and Ld (1979) by the double-inclusion
scheme in which the inclusion phase is surrounded by a layer of the matrix material. This
composite sphere (or ellipsoidal inclusion) is then embedded in the (unknown) composite
material. Later, generalizations have been made by [Hervé and Zaoud (1993, [1999) to allow
for multiple inclusion layers.
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While the presented body of literature is commonly focused on the purely mechanical aspect,
the introduction of a thermal eigenstress or polarization field as in (.38)) is often possible.
This holds particularly true if constituent-wise constant polarizations are considered. Then
the thermo-mechanical interactions can be computed using similar approaches as presented

earlier. It was for example shown by IRosen and Hashin (1970) that the effective thermal
expansion of a two-phase material with isotropic micro-constituents is given by

Oy — O 1 1—-c c
Qg = <(1—0)am+cap+ﬁ <T————>)I, (4.54)
m P

where ay,, a,, K, K, denote the isotropic thermal expansion coefficient and the bulk mod-
uli of the two phases, K is the homogenized bulk modulus and c the concentration of the
phase indexed with p. It should be pointed out that such exact representations can be useful
in order to validate numerical implementations.
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Figure 4.6: Comparison of the effective Young’s modulus £ for different semi-analytical
estimates as function of the fraction c of the stiffer constituent and for different contrasts in
the local Young’s modulus

Examples of the Voigt and Reuss bound, the upper and lower Hashin-Shtrikman estimate
and the self-consistent scheme are shown for the effective Young’s modulus £ and
the derived Poisson ratio 7 in Fig. and A7) for different ratios of the Young’s mod-
ulus of the constituents Fy and F. The values vy = 0.3, v; = 0.2 are identical for all graphs.

In the case of moderate phase contrast the Hashin-Shtrikman bounds provide rather close
bounds on the elastic properties which are sufficient for many applications. As the phase
contrast (here F,/FEj) rises, the provided upper and lower bounds tend to the Voigt and
Reuss estimate. The thereby obtained estimation of the real response of the material is not
satisfactory for most applications. Note that the self-consistent estimate is always found
within the upper and lower Hashin-Shtrikman prediction. If non-spheroidal microstructures
are considered, e.g. for interconnected metal-ceramic composites, the assumptions enter-
ing the semi-analytical methods are often not valid. Consequently, exact predictions of the
material behavior in these cases cannot be attained analytically.
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Figure 4.7: Comparison of the effective Poisson ratio v for different semi-analytical esti-
mates as function of the fraction c of the stiffer constituent and for different contrasts in the
local Young’s modulus

Computational homogenization methods refer to a numerical solution of the underlying
physical problem. Usually a discretization with respect to space and time is required be-
fore the actual computation can be performed. In the following section methods for linear
problems are discussed and an account to purely computational approaches in the context of
nonlinear material behavior is given in section d.4.2]

The group of hybrid homogenization methods combines numerical solution methods with
theoretical investigations. In particular the numerical methods provide data required for fur-
ther utilization in a micro-mechanical context. This class of homogenization techniques is of-
ten applied in the context of physical and/or geometrical nonlinearity, where semi-analytical
solutions are not sufficient and purely computational approaches require an inacceptable
amount of resources. A discussion is found in section and chapter [i] is completely
devoted to the Nonuniform Transformation Field Analysis which belongs to this class.

4.4 Computational homogenization

4.4.1 Linear computational homogenization

In contrast to the semi-analytical methods computational methods refer to numerical solu-
tions of the microscopic problem (P). Due to the linearity of the effective material response
with respect to external loading, it suffices to compute seven quasi-static load cases and three
stationary thermal conduction problems in order to resolve all localization operators exactly
(see section[d.2)). The load cases are defined by

[L1] six prescribed macroscopic strains & (o = 1,...,6),
[L2] athermal eigen-stress problem with 7(x) = B(x)Aby,

[L3] three stationary thermal conduction problem with prescribed temperature gradient
— () _
g (a=1,2,3).
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When the finite element method is used to determine the solution of these problems a linear
system of the form

KU =R (4.55)

has to be solved. Here K represents the modified stiffness matrix incorporating the bound-
ary conditions, the matrix R containing the right hand side vectors and the matrix of un-
knowns U. In order to provide an efficient solution to this system of linear equations, two
different solution strategies can be applied:

[S1] Direct solution techniques.
The stiffness matrix K is factorized K = LU into a lower triangular matrix L and an
upper triangular matrix U. The solution of a linear system K« = y is then performed
by backward-forward substitution at very low cost. However, the computation of the
factorization of the matrix K is a challenging procedure and the cost in CPU time
and memory is substantial. Moreover, periodic homogenization leads to a tremendous
increase in the memory requirements (Fritzen and Béhlkd, 20104d).

[S2] Preconditioned iterative solver.

The seven (or three) right-hand side vectors of the linear system are first evaluated.
Then the stiffness matrix K of the finite element system is computed and an approx-
imate factorization K = LU ~ K is constructed. The approximate factorization is
then used in an iterative solution technique such as the conjugate gradient method (CG;
only for symmetric positive systems) or the global minimum residual method (GM-
RES; general non-symmetric system). Advantages of iterative solvers in the context
of periodic homogenization problems were discussed by [Eritzen and Béhlkd (2010d).
It was found that the iterative solvers - when using a sufficiently good preconditioner
- can usually outperform direct solvers for a single right hand side vector. Further in-
vestigations have shown, that this does still hold true in the case of a hand-full (here:
seven or three) of different right-hand side vectors. The memory requirements for these
computations are significantly smaller than when using direct solution techniques. In
the case of large scale computations with limited main memory it may, hence, be nec-
essary to fall back on iterative techniques. High performance preconditioned iterative
solvers are ILUPACK (http://Ilupack.tu-bs.de/} sequential version only)
or the parallel iterative package HIPS (http://hips.gforge.inria.fr)).

4.4.2 Approaches to computational nonlinear homogenization

The linear thermo-mechanical homogenization problems addressed in are simplified
by the fact that a limited number of reference solutions suffices to provide the exact
homogenized material response. In the following the physically nonlinear behavior in a
geometrically linear setting is accounted for. The local and, hence, global constitutive
response are functions of the load history in this context. In particular, a path dependent
behavior is observed, i.e., the final solution depends not only on the current load state given
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in terms of, e.g., € (or o) for mechanical problems, but on the entire loading history. The
generally nonlinear homogenization problem can, thus, not be solved uniquely once for all
without strong additional assumptions on the geometry of the microstructure, the prescribed
loading and the constitutive behavior on the microscale.

This has given rise to countless approaches in the literature (see, e.g., [Kaminski, [2003;
|M.1shna.exsk;] [2007) and a universal solution is far from being established even for isother-
mal problems. Accounting for the classification of homogenization schemes presented in
Fig.[d.3] hybrid and computational methods have major advantages over the semi-analytical
approaches when it comes to restrictions due to underlying assumptions. In particular, these
methods refer to exact (in the numerical sense) solutions of a set of reference problems
with precise geometrical representation and in the presence of the possibly anisotropic
local material response. Due to the addressed path dependency it is, however, impossible
to extrapolate from a few observed load histories to different ones. Moreover, not only the
final applied load determines the resulting material behavior, but also the path at which is
applied. The trivial brute force approach in which the microstructure is fully resolved in the
macroscopic problem is unacceptable with respect to computational time and efficiency.

A computational approach seeing much attention in academic applications of two-
dimensional homogenization is the nested finite element method often referred to as FE?
method. It was first introduced by [Renard and Marmonie 7) and has seen a rapid devel-
opment (see, for instance, m @; m @ M). The key idea
of nested finite element approaches is to replace each integration point of the macroscopic fi-
nite element discretization with a discretization of the underlying microstructure. The strain
at the integration point level then provides the boundary data for the microscopic problem.
The set of all microscopic problems is then solved based on an FEM approach and the re-
sults are passed back to the structural problem in terms of the effective stress response and
the tangent operators (e.g., Miehe et all,[1999). A schematic representation of the procedure
is provided in Fig. L8l A review on FE? like computational homogenization methods has re-
cently been published by IGeers et all (2010), where some of the many remaining challenges
in the field have been formulated.

Figure 4.8: Nested finite element approach (here: two discretization levels)

The nested finite element method allows to equip the microstructured material with almost
arbitrary local material behavior, i.e. no restrictions on the constitutive modeling of the
microscopic constituents are induced by the method. Moreover, the geometry can exactly
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be captured and the results are - given a sufficient resolution of the spatial discretization on
both scales - close to the real solution, if the observed micro- and macro-scale are clearly
separated. These advantageous properties do not come for free. To be precise the memory
and disk storage requirements are excessive and the solution of the micro problems produces
tremendous computational cost. Although this cost can easily be spread over a large
number of computers using parallelization techniques, it is questionable if the approach is
practicable for most real world applications.

Other less sophisticated approaches start from a phenomenological model on the macro-
scopic scale. For example, it can be assumed that a composite consisting of an isotropic
elasto-plastic matrix material and with physically and geometrically isotropic inclusions
results into an effective isotropic material response of von Mises type. Using a discretization
of the microstructure, a phenomenological hardening law can be identified from a hand
full of reference computations on the unit cell level. Such approaches are only possible
for rather specific microstructures, i.e., for simple material laws and reasonably simple
geometries, e.g., isotropic arrangements of spheres. No real scale transition is performed
for these methods. An example of this homogenization technique is given in section [6.3] for
porous metal plasticity.

Most of the approaches based on computational methods incorporate a significant theoretical
background similar to semi-analytical methods introduced in section @3]l They build the
important group of hybrid homogenization methods. The drawbacks of the semi-analytic
approaches such as simplified geometry and restricted material symmetry are circumvented
by hybrid techniques by replacing the respective analytic formulas by numeric computations
to determine the exact (in the numerical sense) localization operators. Generally the micro-
scopic solutions are computed only once and the solutions are stored as eigensolutions. The
constitutive equations are then formulated in terms of a set of reduced variables such that
many of the hybrid methods belong to the more general class of order-reduction techniques.

An early approach in this direction is the transformation field analysis (TFA) developed
by [Dvorak and Benvenistd (1992); [Dvorak et all (I.l_‘l%_djﬂ) In the TFA, each phase of the
microstructure is divided into subdomains. Within each of these domains the inelastic
strain is assumed as a piecewise constant field. The method exploits the linearity of
elastic eigenstress problems to compute the local stress and strain fields by virtue to the
superposition principle. Notably, the latter can for certain geometries be approximated by
semi-analytical approaches, but is generally performed using the finite element method.
Based on the assumed uniformity of the inelastic variables in the subdomains it is possible
to determine the effective constitutive response as a function of the phase average of the
stress tensor. Importantly, interactions between individual subdomains exist in terms of the
induced stress and strain fields. This leads to a coupling of the evolution of the inelastic
variables in different subdomains.

The TFA has seen substantial attention in the literature (see e.g., |Elsh_et_a]..| ;
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M) for many different material laws including elasto-visco-plasticity, crystal plasticity
and damage. However, it has been recognized that the TFA may require a partitioning into
sometimes numerous subdomains to not overestimate the effective nonlinear stress strain
relation. This is complicated by the fact that the partitioning of the microstructure is a
non-trivial task and the quality of the subdivision is hard to quantify. Having a large number
of subdomains may also lead to prohibitively large nonlinear systems of equations to be
solved in the time integration of the constitutive response and a large number of history
variables has to be stored in the structural computations, which leads to increased memory
requirements.

Based on the concept of the transformation field analysis a modification was first introduced
by|Mi.c_heJ_e_Lal] (2002) and described in detail by M.c_b.d_an.d_Su.quejl (2003, 2004) in terms
of spatially heterogeneous inelastic strain fields. Since it it based on the TFA with additional
account for the spatial non-uniformity of the inelastic strain fields, the method is referred
to as nonuniform transformation field analysis (NTFA). The NTFA is described in detail in
chapter 3l Extensions for thermo-mechanical problems, proposals for different mode iden-
tification strategies and the implicit integration of the homogenized constitutive equations
are presented. A variety of numerical examples involving the NTFA are shown in section[6.3]







Chapter 5

Non-uniform transformation field
analysis

5.1 Introduction

The nonuniform transformation field analysis (NTFA) is a method for the prediction of
the behavior of heterogeneous materials in the presence of physical nonlinearity but in
a_geometrically linear context. It extends the transformation field analysis (TFA) of

istd (1992); Dvorak et al (IJ_Q%_JJH) in which phase-wise constant plastic
strain fields were used in order to approximate the effective behavior of microheterogeneous
materials. The NTFA was first mentioned by|M]§h.el_e_t_al] (2002) and described in detail by
M&hﬂ_an_d_&lqud 2003, 2004) for materials with isotropic constitutive properties on the
microscale. The key idea of the NTFA is to approximate the space-time dependency of the in-
elastic strain P (¢, ) using a N-dimensional basis of spatially heterogeneous fields p(*) ()
and time-dependent coefficients £, (%) according to

N
~ 3 e(u® (). (5.1)
a=1

Thereby a sort of order reduction method is obtained and the number of unknowns is
reduced to N, where N is in the order of 10. Hence, a significant reduction of the
computational cost with respect to full-field simulations containing hundreds of thousands
of degrees of freedom can be achieved while preserving good accuracy with respect to the
macroscopic stress field. More precisely, a homogenized material law referring only to the
small number of internal variables is constructed based on a micro-mechanical approach as-
sisted by numerical computations creating the basis +(*) () in a machine learning algorithm.

71
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Since its initial publication the method has undergone further developments.

|Eritzen and Bohlkd (2010H) have reformulated some of the underlying equations and

have applied the NTFA to three-dimensional problems using the finite element method.
Later, [Fritzen and Bohlkd (2011H) showed that the method is also suitable to reproduce
the phase averages of the stresses. In the latter work it was also found that the effective
anisotropic linear and nonlinear material behavior of composites containing elastic particles
with anisotropic morphology embedded into an elasto-plastic matrix material can be
captured.

An extension of the model with respect to the underlying constitutive equations was
investigated by [Roussette et al ), where isotropic compressible visco-plastic materials
are considered. More recently, [Mi ) applied the method to nonlinear
kinematic hardening following an extension of the ick (1966) model
developed by IChabochd (1991). It should be noted that the class of generalized standard
materials originally used for the NTFA does not contain the latter material. Still the NTFA
was found to yield good agreement to full-field simulations.

In the following the NTFA is first related to the important field of order reduction meth-
ods. Then a generalized thermo-mechanical framework is derived and the properties of the
method are examined in detail. The chosen representation imposes only rather weak con-
straints on the admissible constitutive behavior of the microscopic materials, i.e. it is mostly
independent of the inelastic mechanisms and relies entirely on a GSM formulation of thermo-
elasto-(visco-)plasticity. The weak point of the method is the recourse to postulated effective
dissipation potentials found by [Michel and Suquet (2003, 2004). In order to find rules for
the derivation of new material models, the proposed approximations are examined theoret-
ically. The important mode identification procedure is covered as well as the numerical
implementation at different stages of the method including the mode identification process,
the computation of the various coefficients and an implicit time integration procedure for the
homogenized material law.

5.2 Relation to order reduction methods

In general the NTFA approach can be considered to belong to the group of order reduc-
tion algorithms usually based on the Proper Orthogonal Decomposition (POD). The POD
(IKaLhun_Qd, h_%ﬂ; |Lgémd, h_%j) is a basic statistical tool that can extract a low dimensional
basis from a set of data. It was first introduced in the field of nonlinear mechanics by

). The main objective of order reduction algorithms is the parametrization of the so-
lution vector u" of a discrete representation of a continuum problem. Suppose u" is an
n-dimensional real valued vector. Then an order reduction to a m-dimensional reduced vec-
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tor u" (for m < n) can mathematically be expressed by the finite dimensional approximation

m
u' = ufv® ol (5.2)
=1
Here the vectors {v»} (i = 1,...,m) denote a reduced basis and w!  is an error term.

Often u" represents the nodal displacement vector of a finite element system consisting of a
large number of rather simple ansatz functions that are defined piecewise on the individual
elements. Neglecting the error term u’ a new low-dimensional basis of spatially rather

complicated global shape functions can be defined. Therefore the finite element ansatz
u(x, u") = Z oi(x)ul (5.3)
i=1

is introduced. For a given basis {v¥'} one obtains the approximation

j=1 \i=1

As mentioned before, the new ansatz functions gz~5j are generally defined globally instead
of the local ansatz functions ¢; whose support is limited to the neighboring elements.
The basis vectors v are obtained using the POD applied to a finite number of solution
vectors u™(® forming a sort of database for the machine learning process. The vec-
tors u™@ are usually the results of fully resolved calculations. While these approaches
are usually able to improve the computational efficiency for large scale simulations, their
use in the context of homogenization problems has seen few attention in the literature

(Iﬁanapal;h;asuhtama.nia.n_an.d_Zaharasi, 2004 |R;Lckd¥n.dgan.d_B_enz1an.e| 2010).

The parametrization of additional fields, such as the plastic strain or the vector of hardening
variables, has only very recently been addressed in the hyper-reduction method (see, e.g.,
[RyckelyncK, ; Ryckelynck et all, 2010). While the hyper-reduction method reduces
the number of required integration points significantly over other order reduction methods,
it is still required to store internal variable data at several hundred or thousand integration
points. Regarding the final aim of many numerical homogenization methods, i.e. the
application of the homogenized material law at each point of a macroscopic structure, the
number of variables that have to be stored is, hence, exceedingly large. In fact only a few
dozen internal variables can be considered to be admissible at best for three-dimensional
real-world structural problems.

The advantage of the aforementioned methods is their generality with respect to the
underlying physics, but this generality does not come for free. While general order reduction
algorithms refer to the proper orthogonal decomposition (POD) of discrete solution vectors,
the NTFA refers to actual micro-mechanical fields and its derivation incorporates the
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physics of the problem from the start. More specifically the formulation of the NTFA relies
completely on continuum mechanical field descriptions. The underlying fields are only
discretized in the actual implementation of the NTFA, whereas POD based order reduction
algorithms always start on a finite dimensional real-valued vector space. Thereby the NTFA
attains an improved efficiency, i.e. the number of modes N is small and the resulting
homogenized material law has a sleek structure requiring only a hand full of internal
variables. This is only possible by accounting for the interactions of the different fields.

In the following the elements y(*) are referred to as inelastic modes and the scalars &, are
named mode activity coefficients or mode stimulation coefficients. Due to different physical
mechanisms causing plasticity in the individual constituents, a natural hypothesis imposed

on the inelastic modes is (see also MLQh.eJ_an.d_Suquﬂll 003))

[H1] The support of mode « is restricted to one constituent m,. The domain occupied by
the material labeled m is denoted (2,,, and all modes in the material are found in the
index set Z,,.

The inelastic modes are identified based on numerical experiments performed on the actual
microstructure of the material. Thereby, characteristic features of the heterogeneous material
and the interactions due to the different local constitutive material response enter into the
modes. The identification can be considered as a sort of machine learning algorithm. A
detailed discussion of the mode identification procedure is presented in section[3.3l For now,
it is assumed that the inelastic modes are known fields.

5.2.1 Solution to the microscopic problems

The presented investigations are based on the assumption of linearity of the stress tensor o
with respect to € — P and the temperature 6. Quasi-static conditions are assumed on the
microscale. As stated in section 4.1 the balance of linear momentum on the microscopic
scale (@.13) has to be satisfied. More precisely, the partial differential equation

N

div(Cle(t,2) + (6 — 60)B(t, ) = Y (D (@)]) =0, (e(t,z)) =&(t) (5.5

a=1

has to be satisfied for arbitrary mode activity coefficients é (t), arbitrary macroscopic
strains £(t) and for any temperature § = f in the considered setting. The solution of (Z3)
is pursued in two steps: First, zero mode activity is assumed, i.e. £, = 0 (o = 1,..., N).
Thereby the seven linear thermo-elastic load cases presented in section are recovered.
The therein developed procedure can be used to compute the solution in terms of the

elastic and thermal stresses o (), o7¢ (), the strains el (x), gy () and the displacement

fields uga)(m), ug(x) for « = 1,...,6. For convenience <sp)> — B is chosen, with the
orthonormal basis B defined in appendix [Al These fields define the localization operators
under thermo-elastic loading.
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In a second step, a solution of (33) for non-zero mode activity coefficients € # 0 is con-
structed based on the solution of /N auxiliary elastic eigenstress problems of the form

div(C[e!® (x) — p'®(x)]) = 0, (eNY=0 (a=1,...,N). (5.6)

The resulting stress fields are denoted aia)(az) = C[sﬁa)(m) — pu(®)(z)] and the displace-

ments are referred to as u” (x). Accounting for the linearity of the problem, a solution to

(3 is given by

(e, 000,20 60) = V@] + Ce () + Y6 0ul @), 60
el 000) (1), ) = @) O]+ oM en(@) + T e0el@).  68)
(000 2(0).€0)) = C)A@e0)] + P oy(2) + Y 0o(@). 59

5.2.2 Thermodynamic driving forces

To this point no constitutive assumptions except the existence of a linear thermo-elastic
regime with stiffness tensor C and the linear geometric description of the material have been
used. Taking the volume average of the stress, the effective stress tensor

& (&(t),0(1),£(t) = Ce()] + (0 = 6)B + Y _ Ealt)(o\) (5.10)

is a linear function of the imposed macroscopic kinematic loading &(¢), of the macroscopic
temperature 0(t) and of the mode activity £(¢). In order to prescribe the evolution of the
latter, further assumptions are required with respect to the inelastic modes and the constitu-
tive equations. All following observations are restricted to the class of generalized standard
materials (see section 2.2.3)). It is asserted that the inner variables for each of the materials
are the plastic strain €P and a vector of hardening variables ¢. Additionally, a sub-class of
GSM allowing for an additive decomposition of the free energy of the type

(0, €,€% G) = (0, €,€") + (0, %) + Pn(0, ) + Yo (0) (5.1D)

is considered. The individual potentials are the specific strain energy ., the kinematic hard-
ening potential ¢y, the isotropic hardening potential v, and a thermal energy 9. Accounting
for the previously stated assumptions on the elastic behavior, the specific strain energy . is

V(0 &, ) = 2%(5 R P é(s — ) B(0— 0). (5.12)




76 5 Non-uniform transformation field analysis

Then the macroscopic free energy density w per unit volume of the heterogeneous material
is defined by the volume average

w = (o)) = (0the(0,€,€P)) + (0t (0,€")) + (0tn(0,4)) + (0be(0)). (5.13)

Due to the additivity of the energy this volume average is uniquely defined. New variables
at the macroscopic (or structural) level are the macroscopic strain €, the macroscopic tem-
perature # and the mode activity vector é . Additionally, the hardening variables ¢ need to
be specified. In their approach to the topic, Michel and Suquet assumed the latter to be
constituent-wise constant quantities.

[H2] The vector of hardening variables ¢ is constant within each constituent.

Hence, the hardening variables can be identified by their effective value ¢™ (1 < m < M).
As stated earlier, the macroscopic and the microscopic temperature need not be distinguished
due to the assumed separation of scales, i.e., § = 6 holds. For a set of M different con-
stituents found in the microstructure the formula

W = (oe(0,€,€")) + (ot(0, %))
M
+<Zc<m> ™y (0, <m>> Z (oM™ () (5.14)
m=1

is attained. The superscript index (™ at 1y, and 1), denotes the phase dependency of these
functions and ¢, p(™) are the volume fraction and the mass density of material m, respec-

tively. Then the thermodynamic driving forces with respect to the mode activity coefficients
are (a =1,...,N)

8_ 3 8 e 9_7 ) P a é’ P
o 08 _ <Q w> <m/}( e.€”) | dovl €)>_ (5.15)
0, 0, 0, 0&u
Making use of of the identity
Je(g,eb ...) Oe(geP ...) (@) De (g, ...) (@)
- gl p P2 E ) e 5.16
aé-a 68 5* + 8€p 2 ) ( )
the individual terms in (3.13)) can be replaced and one gets
3}
To = (a-(u<a>—s§°‘>))+< ;ﬁ}‘ -u<a>> (a=1,...,N). (5.17)
Limiting attention to linear kinematic hardening the potential 1) can be written as
1 .
e = 5-k(0)e"(€) - K[eP(€)], (5.18)

20

where k(f) is a non-dimensional function expressing the thermal sensitivity of the kinematic
hardening and K is a semi-positive definite, major and minor symmetric fourth-order ten-
sor denoting the hardening metric. Both are asserted constant within each constituent, i.e.,
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K = K™ and k(0) = k'™ () in £2,, (m = 1,..., M). With the index set Z,, one is able to
rewrite @I17) as (a=1,...,N)

= (CAlE] - (8% = &) + o (0= Bo){org - (1 — )
Aby
N
+ Z€B<U£ﬁ) (@) — @)y — fma)( Z Ep ma)[(]). (5.19)
B=1 Y€Ima

The previous expression can be reorganized into a more convenient matrix vector notation.
Therefore the matrices (o, 5 =1,...,N;y=1,..., 6)

Ay = (CABY] - (u') — &) = (ATC[p) — &!]) - BD, (5.20)
DSy = (U@ — ) o), (5.21)
D =D+ K(), (5.23)
1
@ @
Ra AHQ <O’9 (l'l' € )>7 (524)

are defined. Then the vector of thermodynamic driving forces conjugate to é is
F=Aé+ D)+ (0 —0))R = Az + (D° + K(0))é + (0 — 0y R. (5.25)
Additionally, for each inelastic constituent the generalized vector of forces conjugated to the

hardening variables g™ (m=1,...,M) computes to

Fm) . _cm) (5.26)

In_previous works dealing with the NTFA (see, e.g., |M1_Qh.d_a.n.d_S_].].qu.Q]| |2£)Qj |21)D£I|
|[Eritzen and Béhlkd, 2010H) the derivation of the vector 7 of hardening variables was not

based on the partial derivative of the effective free energy, but on the homogenization of the
local dissipation. For the isothermal case without kinematic hardening the procedure yields

= (ATC[p™]) e+ ) &(u@ - o). (5.27)

The differences in terms of the missing fluctuations ') of the strain tensor are noteworthy.

In particular the homogenized free energy contains already information on the solution of
the eigenstress problem induced by the plastic deformation. Homogenizing directly the local

dissipation as done by [Michel and Suquet (2003), these terms do not enter. Accounting for

the Hill Mandel condition (Iﬁi @)

(0-€)=(a)-(e) (5.28)
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for any statically admissible stress field o and kinematically admissible strain field e, it
can be shown that the formulations (3.23) and (5.27) are identical for isothermal problems

without kinematic hardening. In order to show this, the representation (y = 1,...,6)
6
A — ngy) ®@ B, 0'5;’) — @[Ee“/)]’ <€e“/)> = B, (5.29)
y=1

of the strain localization operator of the linear-elastic material is used. Then the identity

(@ . Py =0 (,f=1,...,N) (5.30)

holds due to <sff3 )> — 0 and due to the static admissibility of o{*’. Further, the representation
(3.29)) is used to find the identity

6 6
(ATCEW] &) = " el - o) = "2 (el) - (o) = 0. (5.31)
v=1 y=1

Based on the previous results equation (3.27) can be reformulated into

N
7o = (ATC[) — ))&+ Y &((n —el?) - o). (5.32)
B=1

This formulation is identical to the isothermal case without kinematic hardening in (3.23).
In fact, the consideration of the linear kinematic hardening is identical in both approaches
and does not alter the result. The thermodynamic driving forces computed based on the two
different approaches are, hence, equivalent.

Note that to this point the structure of the potential (3.11)) is the only assumption imposed on
the inelastic constitutive behavior of the material. It allows for a variety of hardening laws
without any limitation on the actual choice of 1(* being enforced to this point.

5.3 Analysis of the system matrices

Taking the representation (3.I0) and rewriting it in terms of a vector-matrix representation
with respect to the orthonormal basis B'“), one gets

G=CE+ (0 —00)3+ jE, (5.33)

where the Matrix p maps the mode activity onto the effective stress components. The indi-
vidual entries of p are

(P)ya = B, - (@) (a=1,....,N;vy=1,...,6). (5.34)

*
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Taking further into account the three matrices A, D° and K° defining the thermodynamic
conjugate forces, a total of four different system matrices emerge from the extension of the
thermo-elastic material behavior through the NTFA. The components of A and D are recalled
for completeness (witha, 5 =1,...,N;y=1,...,6):

(Ao, = (ATC[p® — @]y - B, (5.35)
(D%)ap = ((p® — &l ’) Uff’% (5.36)
(K%)ap = —(u@ - Kme) [ () (5.37)

In the following the properties of the four matrices are examined.

Matrix A. In order to simplify (333) the representation (329) of the localization operator
A of the elastic microheterogeneous material is used (see also section £.4.1). Further, the
identity

Clu® —e] =~ (5.38)

is substituted. Based on (@.47) and the statical admissibility of o' the component (A)(m
becomes

(Aay = (ATC[p —lV])) - B = —(AT[0")]) - BV = (o) - BY.  (5.39)

Hence, the matrix A represents the negative value of the effective stresses induced by the
inelastic modes. It has to be emphasized that the components of A do not express phase
averages, but averages taken on the entire unit cell. Moreover, it is found that Ais equivalent
to the matrix pdueto (a« =1,...,N;v=1,...,6)

Aoy = — (@) - BY = —(p)0 = A=—pT. (5.40)

Consequently, the number of (independent) system matrices is reduced to three: the matrix
A containing the effective induced stresses and the matrices D°, K° containing the mode
interaction coefficients.

Effective kinematic hardening metric K°. The matrix K° is symmetric due to the
symmetry of K. Further, the positive semi-definite nature of K implies that £ Oisa negative
semi-definite matrix. Due to k(#) > 0 this implies the negative semi-definiteness of K ().

Mode interaction matrix D°. Based on o” = Cle!¥) — p?)] and by introduction of the
compliance tensor S = C~!, the components of the matrix D" are

(D%)ap = (' =) - o) = ~(a\-S[eP)) (a,f=1,...,N). (541
Two conclusions are directly possible:

A A

e The coefficient matrix is symmetric, i.e., (D%)o5 = (D°)sa-
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e The matrix D° is negative definite, if the stress fields {crfka)} are linearly independent.
To proof the latter a vector §j € RY \ {0} is considered. Then the product

N N
g D% == (Y yao®) SI(Yys o)1) (5.42)
a=1 B=1

has to be smaller than 0 for any choice 3. Given the linear independence of the fields

0'5‘0‘), the stress tensor o, is non-zero in a measurable sub-domain of (2. Together with

the positive definiteness of the compliance tensor S the result
j-D% = —(o,-S[o,]) <0 (5.43)

is immediately recovered. Due to the arbitrariness of ¢, the matrix D° is symmetric
negative-definite.

Combining the results obtained for K (6) and D°, the symmetry and the negative definiteness

~ —

of D(6) = K (#) + D° is proven.

5.4 Evolution of mode activity

5.4.1 Existing approaches

The previous results allow for the computation of the local fields given the vector of
mode stimulation coefficients f, the macroscopic strain & and the temperature §. For an
undeformed stress-free material the vector é is assumed zero. Under loading the effective
material behavior depends on the evolution of the components of é , which remains to be
specified. For a classical (single-scale) GSM the evolution of the internal variables depends
on the vector of thermodynamic driving forces in terms of the dual dissipation potential
¢* (see section 2.2.3). Since the dissipation is an additive quantity , ), the
exact homogenized potential ¢* is required as a function of the macroscopic thermodynamic
conjugates 7,7, in order to determine the evolution of the mode activity. Unfortunately,

¢*(7,7) can usually not be determined exactly.

In previous studies of the NTFA, isotropic components with plastically incompressible

behavior have been studied (Michel and Suquet, 2003, [2004}; [Fritzen and Béhlkd, 20100).

An extension to isotropic rate dependent compressible materials was first formulated by
(Roussette et all, 2009). In the following attention is limited to the case of rate dependent
and rate independent incompressible plasticity of von Mises type. A single scalar hardening
variable ¢ resembling the accumulated equivalent plastic strain is assumed. Then r = 00,9
denotes an isotropic hardening stress and 2 = K(0)eP is a back-stress due to linear kine-
matic hardening. For convenience the thermodynamic conjugate force .4 to the plastic strain
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and the derived equivalent stress A., are written as

3
A=o' —E Ay = \EHAHQ. (5.44)

Local material behavior. In the rate independent case the evolution of the local inelastic
variables follows from

) < 0p . 0y . .
P= A" =\ A>0 Ap =0 5.45
€ 8,/4’ q 8T — ) ()0 Y ( )
where ¢ is a function describing the yield surface of the material via
P(Aeq, 7) = Aeq — (or0 +7(q)) < 0. (5.46)
Consequently, the rates of the inelastic variables are
3. o/ —E 3. A :
e — \/j)\ = _ 234 ;A 5.47)
2 o — 2, 2" A E (

The dual dissipation potential ¢* is a non-smooth and unbounded function (see sec-
tion[2.2.3). Due to the latter it is impossible to determine the volume average of ¢* exactly.
Moreover, the potential is, in its current form, not expressed in terms of the vector 7 denoting
the thermodynamic conjugates to the mode activity.

For a rate dependent material the evolution equation for the inelastic variables is derived
from

. Joop [ max{0, Aeq — (or0 +7)} il
eqs ) = ; 5.48
6 (Auer) = 222 — (549
with the drag stress op, the reference rate 7, and the viscosity exponent n > 1. They are
L 09 \/5 o2 3, A .0
Ep: R — _)\7 — —)\—7 = —— :)\7 5.49
oA N2V o —gh 2 A 1= "o (5:49)
with
: 0, Aoy — "
S 4 (max{ , Aeq (UF0+T)}) . (5.50)
0D

The potential ¢* of visco-plastic constituents is a two-times continuously differentiable. It
is, however, impossible to compute the volume average ¢* as a function of 7 due to the
maximum condition. A special case of (3.49)) is a purely viscous material which is attained
for opg =7 = 0.

While a general solution to the homogenization of the evolution law of the internal variables
is an open question of scientific significance, approximations are possible for the described
class of materials based on an approximation of ¢*. The following investigations are based on
a proposal due to [Michel and Suquet (2003, 2004)) which has been the basis for subsequent
proposals. They imposed the following requirements on the modes:
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[M1] The modes are L? orthogonal, i.e., (u(® - u®) = 0 (a # B).
[M2] The modes are normalized {||¥||5) = /3/2.

Based on these assertions and the hypotheses H1 and H2, the uncoupled and the coupled
model were proposed. In both models the comparison stress Ao = /3/2[|o — E5 is
replaced by an approximation A.,. The thereby modified evolution equations are then

differentiated with respect to the conjugate forces to provide the evolution for the vector é .

In the uncoupled model, each mode is associated with an individual effective dissipation
potential ¢. Within each of these potentials the variable A, is approximated with the
absolute value of the component 7,. Consequently, each mode then has an individual
(constituent-wise constant) hardening variable g, and an individual potential ¢%.

In the coupled model, the variable A, is approximated by the euclidean norm of 7 in the
yield criterion for each constituent. The corresponding rate potential is denoted ¢*("™. The
two models are compared in Fig. 3.1

uncoupled model ‘ coupled model ‘
N potentials ¢}, = ¢ (A 7a) M potentials o™ = g (ALY, 1)
Acqo = [Tl A = [#m)]l,
N hardening variables ¢, M hardening variables g™
N isotropic hardening stresses 7, M isotropic hardening stresses 7(™)

Figure 5.1: Formal comparison of the uncoupled model and the coupled model of the NTFA

cf. Michel and Suqued 2003, 2004)

5.4.2 Verification and falsification

In order to judge on the quality of the previously introduced approximations, a simple
reference problem is examined analytically. A minimum requirement is imposed on any
approximation in the sense that the approximation ¢* of the effective rate potential can
reproduce the evolution equation of a homogeneous reference material exactly. Only then it
is expected that a model can replicate the response of a heterogeneous material to a sufficient
extent.

In order to allow for these observations, a homogeneous reference volume (2 made of
a single inelastic constituent and without voids is considered. For such a homogeneous
material all fields are homogeneous, even in the presence of inelasticity. To be more precise,
thermodynamic material stability is assumed. Then the corresponding incremental Gibb’s

potential (see, e.g., Hackl, [1996; |Ortiz and Repettd, [1999) is (at least) a quasi-convex
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function of the strain*. Additionally, it is asserted that a sufficient number of virtual
experiments is conducted with the suggested homogeneous reference material and that the
thereby identified modes span the space of inelastic deformation permitted by the material.

In fact, in the context of von Mises type plasticity, the homogeneity of the material and,
thereby, all fields reduces the number of the required experiments to five linearly independent
deviatoric loadings. Incorporating the mode restrictions M1, M2 and using the approximated
evolution law for the mode coefficients the material response of the material as predicted by
the NTFA can be computed. It can then be compared to the known, i.e., exact, solution of
the homogeneous material, see Fig. The imposed minimum requirement is equivalent to
requiring ¢* = ¢* for any thermodynamic state of the material. For simplicity no kinematic
hardening is considered and an isothermal set-up is examined.

.

?
inelastic ’ ep é%TFA
computations comparison of NTFA

homogeneous inelastic modes  and exact behaviour

Figure 5.2: Scheme of a verification procedure for the inelastic behavior of the homogenized
NTFA response of a homogeneous comparison material

Due to the homogeneity of all involved fields, the local value and the average value need
not be distinguished. In particular all fluctuation fields vanish. By virtue to the required

(x

L% -orthogonality of the modes (M1), an arbitrary orthonormal basis B’ ) (as e.g. in ap-
pend[A) of the five-dimensional space of deviatoric tensors can be chosen for the five modes.
Accounting for the imposed mode normalization (M2) one obtains

@ = gB’(O‘). (5.51)

Further, the tensor B° = ?I augments the basis {B’(a)}azl,_ﬁ to span the space of all
symmetric tensors. Each strain tensor € and stress tensor o then has a vector representation

5
e=c"B°+Y e,B', e =¢-B° e/ =e-B®, (5.52)
a=1
5
o=0"B"+Y 0,B", 0° =a-B°, o/ =o-B@. (5.53)
a=1

*Otherwise the material response defines an ill-posed problem with non-unique (if any) solution and the
effort for solution of such problems is, even without the additional burden of a scale transition, a computational
adventure. The examination of the different convexity requirements is subject of an extensive literature, e.g.,

Ball (1977): Mielkd ©2004) to mention only a few original contributions.
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Now the stress tensor as a function of the strain and the five mode stimulation coefficients is
considered. The induced stress and strain fields are

3 a
el =0, A —— 5 c[B""™]. (5.54)

Assembling all quantities and accounting for isotropic elasticity with the shear modulus GG
and the bulk modulus K gives

5
o=V3KT+2G) B/ (ga _ \/§§a> . (5.55)
a=1

Based on the latter representation, the conjugate forces compute to

To = p'Y o= QG\/g(a’a — \/gga) = \/go—;. (5.56)

In order to complete the set of basic equations, the von Mises equivalent stress is given by

3 3. .
Aa =210l = 21 = e (5.57)

5.4.3 The uncoupled model

In the uncoupled model, each inelastic mode has an individual equivalent stress

. ) 3
Acqa = [Tal |72 = Aeq = \/;HO',HQ- (5.58)

Incorporating a fundamental norm inequality shows that the actual equivalent stress A,
found in the material is underestimated by its approximation A.,,. Since all further ob-
servations depend on the specific form of the potential ¢*, attention is limited to the rate
independent case. Then each inelastic mode has an individual yield criterion

@a,NTFA(Ta,T(Qa)) = ‘Ta‘ - (UFo + T(Qa)) <0. (5.59)

Considering a point on the yield surface of the material at the initial hardening state
qi,---,q5 = 0, it is possible to satisfy between one and five of the proposed yield crite-
ria. The von Mises equivalent stress A, of the corresponding stress state is found in the
prohibitively broad range

o0+ 7(0) < Aug < V5 (050 + 7(0)). (5.60)

While the lower bound provides the exact solution, the von Mises stress can be overestimated
by a factor of up to v/5. The resulting stress is thus up 120% too high. A generalization of
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the error bound can be made if a n-dimensional spatial (n = 2, 3) setting with d-dimensional
deviatoric subspace of symmetric second order tensors is examined:

oro 4 7(0) < Aeq < Vd (00 + 7(0)). (5.61)

For three-dimensional problems d = 5 holds, for two-dimensional problems d = 2 is satis-
fied. This norm inequality is well-known. It relates the /5 and /., norm of a vector ¢ € R?
via

|20 < [l]l2 < V|| (5.62)

In M_Qh_d_an_d_sl]_quml (2003) two inelastic modes are considered for one of the example

problems. The corresponding results are shown in Fig. 4 in the publication. In this two-
dimensional case, the error bound is narrower than the prediction made by (3.60) due to
d = 2. However, the initial (macroscopic) yield stress of the uncoupled model and the exact
(in the numerical sense) solution are related by a factor of approximately v/2 ~ 1.4. This is
the upper bound found from the theoretical observation given by (3.61). Since both, theo-
retical and computational evidence pointing out the upper bound character of the uncoupled
model are found, the model should be disregarded from further investigations. Further, it is
noteworthy that the relative error found for a homogeneous reference cell provides a good
prediction of the inaccuracy of a real heterogeneous structure.

5.4.4 The coupled model
As was already stated by |M.Lc_b.eJ_an.d_S_uquﬁ| (|20113z| |2£K)A|) and confirmed, e.g., by
[Eritzen and Béhlkd

), the coupled model can capture the effective macroscopic be-
havior to a considerable extent. Straight-forward application of (3.37) shows*

oxtra (7, 7(q)) = |72 — (or0 + 7(q)) = Aeq — (or0 +7(7)) = 0(A,7(q)). (5.63)

Hence, the coupled model can exactly replicate the yield criterion of the homogeneous ma-
terial, if the variables ¢ and ¢ coincide. Now the inelastic strain rate of the local material and
of the coupled model are analyzed

\[nafnz \[annz ’ (=4 66

EXTFA = )‘NTFAZ B ||2 NTFA\/>Z ||7_||2 ), dnrea = Anrra. (5.65)

In addition to this the relation

A = ANTEA (5.66)

*The superscript index (™) denoting the material is omitted since only one material is present.
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holds for the two Lagrangian multipliers. The evolution of both, the plastic strain tensor
and the hardening variable ¢ is, thus, identical in the NTFA material and the local model.
Hence, the NTFA with the coupled model can exactly model the constitutive behavior of a
homogeneous reference material. Further, the previous investigations together with the good

numerical agreement found by M.Qh.d_and_&l.qu.cﬂ 2003, 2004); Roussette et all 2009);
Fritzen and Bohlkd (IZQlQH |2Q]_1H) motivate the use of this model for heterogeneous mate-

rials, i.e., non-uniform fields ©(®). As was observed for the uncoupled model, the result ob-
tained for the homogeneous material transfers surprisingly well to heterogeneous structures,
see for instance section[6.3.2 (see also [Eritzen and Bohlkd, [2011H), where highly anisotropic

particles have successfully been used with the coupled model.

5.4.5 A modified coupled model

The coupled model was found to glve good results for a variety of problems

%Jﬂ bori). | ket

en and Bohlke m M)usedarm—
nor modlﬁcatlon of the model Wthh concerns the normalization of the modes. For a J,
elasto-(visco-)plastic material the mode requirement M2 was replaced by

[M2b] The modes are normalized with respect to the domain {2, in which they have their
support

1 [e% [e%
(@) 2, = C—(Hu( N2y =1 = (I5]2) = e, (5.67)

Mo

Assuming homogeneous modes p(®) this criterion replicates exactly the evolution of the
hardening variable q. The requirement derives from

5 ) g
) _ 90 () () O¥n(T™, 0)

— M)y (gm g
= 54 =c"p 95 = c\"r(g"™, ). (5.68)

Consequently the yield criterion has to be modified to
5(m) (2(m) =(m)y _ ||~(m) 2 ) )y =) (m) 9
P (L ) = 7l =) 5 (@™ opg + 7™, 0))

2
— ||7A-(m)||2 _ \/;C(m)(ggg) + 7n(m)(q(m)’g)) <0. (5.69)

For rate dependent materials with the rate potential ¢* (™) (Aéi?) , régl)) the equivalent replace-

ment in the NTFA model is

I 3 17 L m o

(m) _ _ (m) _ (m) ( =(m)
A’ = \[2 cm) Tea = G =7 (@™,0),  (5.70)
&*,(m)(%(m),f( ) = ™) g+ (m( eZL ’fégn)). 5.71)
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The partial derivatives of these equivalent replacement variables are

DAL 31 #m orm
q_ _ \[5— T «a_ _ __ (5.72)

97m) cm) 7], o) clm)

Applying the chain rule the partial derivatives of ¢* (™ are

™) DM (A 1)y g A‘(san) B A (A (m)y - 2(m)

€q ’ ' €eq €q " eq

- - = & AR 5.73
o™ DAL o™ DAL 17612 67
Te(m) 9t m) () (m)

06~ _ 09" (AL reg”) (5.74)
o™ 87“,&?

The difference to the original criterion proposed by M&hﬂ_an_d_Suqnd 2003, 2004) is sub-

tle. In fact, the only difference is found in the evolution of the hardening variables ¢™. A
simple example outlines the difference. Assert a single inelastic phase (so (™ is omitted for
brevity) with phase concentration 0.5 and a single, homogeneous inelastic mode p. Then
in the original formulation £ = 4-¢ holds for proportional processes. For given ¢, e.g. for
q = 1, the plastic strain for the model with the original proposition M2 satisfies

(5.75)

0 in 2\ 2,
€]l = ()]s _ { o\

\/6 in Qtot \ an

Consequently the equivalent plastic strain has the magnitude two within the inelastic
phase, although ¢ = 1 indicates a value of one. The hardening variable is thus underesti-
mated by a factor of two. In the new normalization condition the proper values is reproduced.

Based on these observations an additional modification of the normalization condition is
proposed. While the above renormalization aims at replicating the homogeneous material
response to the best possible extent, it does not replicate the material response of highly
heterogeneous fields as found, e.g., in open cell foams. Therefore, the active plastic volume

fraction cga) of the a-th mode is defined as

e = (1 pepss) < ™, (5.76)

where § > 0 is a cut-off parameter. A versatile choice is 6 = 10734 maé({ [ 1£87|2}, with
xe

uéa) denoting the mode before the normalization. Accordingly, M2 is modified into

[M2c] The modes are normalized with respect to the active plastic volume

1
In@l)a, = @l =1 = (@) = . (5.77)
C

a
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5.5 Mode identification

To this point the actual inelastic modes and their identification have not been described.
More precisely all equations have assumed a given set of /N modes distributed over the M
constituents of the material. In the following aspects of the mode identification procedure
and their implications on the constitutive equations are discussed.

For a von Mises type elasto-plastic or elasto-visco-plastic material the requirements imposed
on the modes are recalled:

[H1] The support of the modes is restricted to individual constituents.
and the more specific mode restrictions
[M1] The modes are L? orthogonal, i.e., ('™ - u®) = 0 (a # B).

[M2c] The modes are normalized (see section[5.4.3))
s} = e0 = (L) (578)

Based on these assumptions and their modifications, different mode identification strategies
are compared in the following.

5.5.1 Numerical Experiments

The basis of all mode identification strategies are numerical experiments performed on the
discretized microstructure. The boundary conditions for these experiments are not specified

to this point. In [Eritzen and Bohlkd (2010H) the five orthonormal loadings

g@ — ¢,B'¥ (5.79)

are suggested, where ¢ is a reasonable load amplitude (i.e. in the range of the application
of the material) and the tensors B’ denote an orthonormal basis of the five-dimensional
space of deviatoric second-order tensors in R®. These five load steps can be completed by a

purely spherical loading
e =¢ B, (5.80)

with £; < ¢ for void-free materials and a carefully chosen €; > 0 in the case of voided
materials.

A consideration of stress-driven or mixed loading conditions was, in the considered cases,
not necessary to replicate the macroscopic stress response with good quality. However, some
new load cases of practical importance are, for example

[L1] Uni-axial stress conditions & () = t6y m ® m resembling a tension test in direction n;
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[L2] Simple shear & (t) = tdosym(m ® n), n - m = 0 resembling a torsion test;
[L3] Bi-axial loading with varying stress ratio;

The first two of these load cases can easily be realized in a strain-driven setting when only
the homogeneous part of the displacements in the loading direction are prescribed (case L1).
An analogous procedure is possible for L2.

While a large number of test cases could be considered in general, the computational cost
of the virtual experiments is usually non-negligible. Restrictions in terms of CPU time and
memory apply in most cases. Supposing that a basis {u(®} (o = 1,..., N) has already
been identified a new virtual experiment is performed. Let the plastic strain field in this
calculation (for simplicity a single time frame is considered) be denoted €P. In order to
judge on the efficiency of the basis p(® with respect to the new field data, the value

(a) . gp
- u (5.81)
(R - ()
can be calculated for « = 1,..., N, i.e. the projection of the plastic strain on the subspace

of all possible plastic deformations is computed. The associated residual inelastic strain is

N
r=ge"—> d,pu. (5.82)
a=1

If the condition
(lr]l2) < 0p (5.83)

is satisfied, then the field P can be considered negligible for a suitably chosen ¢,, e.g.,
6 ~ 1072(||eP||2). Hence, the efficiency of a determined basis can easily be verified for
additional virtual experiments a posteriori.

5.5.2 Karhunen-Loeve decomposition

In_the context of the NTFA the Karhunen-Loeve decomposition was first proposed by
[Roussette et all (IZM). It can, however, be considered a standard procedure used in or-
der reduction methods in the context of the POD (proper orthogonal decomposition, see also
section[3.2)). The following description assumes the existence of NV, different numerical data
sets (equivalent to preprocessing calculations). Each of these contains snapshots of the entire
plastic strain field eP (@) (x,t5) (@ = 1,..., N) at each discrete time point ¢, where (3 can

be considered as the field frame number and 1 < 3 < Nf(a) with Nf(a) the total number of
frames in set av. In order to simplify the notation the total number of recorded fields

Ns

Ne =" N (5.84)

a=1
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is introduced. Then two index functions /(«), J(«) can be defined, such that
el (x) =Pz t;0) (a=1,...,Np) (5.85)

is a one parametric mapping associating with each generalized index « a single snapshot of
the plastic strain from the given data basis. In the NTFA the Karhunen-Lo&ve decomposition
is then based on a proper value decomposition of the matrix

(Kp)ap = (eh-€h) (a,f=1,...]Ny) (5.86)

of the plastic strain fields observed at all time points simulated in the numerical experiments.
Note that (A - B) has the same meaning as the Euclidean L? inner product for tensors on
the domain {2, occupied by the plastic phase. The matrix Kp is symmetric and positive
semi-definite by definition. Hence, a set of real-valued non-negative eigenvalues v, and
corresponding eigenvectors ©(*) exists (o« = 1,..., N;). It is found that the eigenvalues v,

decrease quickly, see, e.g., [Roussette et al| (2009) or Fig. 53l

i/ A1 -]

10 20 30 40 50 60

i [-]

Figure 5.3: Normalized eigenvalues of the matrix Kp of the plastic strain fields of the mi-
crostructures B.O4 (section [6.3))

The eigenvectors associated with the N largest eigenvalues can be used to construct a
N —dimensional basis of inelastic modes according to

N
ps? = (6)5eh (a=1,...,N), (5.87)
B=1
and a subsequent renormalization. For a,, 3 = 1, ..., Nt the equality
« B ~(a P 0 « 7& 57
B - Py = 5@ R ) { Lot (5.88)

holds. The created modes are, hence, orthogonal (hypothesis M1). A brief summary on the
algorithm is presented in Fig.[3.4
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[KL1] Compute the components of the matrix K, b

(Kp)ij = (Kp)ji=(eP-€) (i=1,...,N, j=1,..., ).

(5.89)

[KL2] Compute the eigenvalues \; (¢ = 1,..., Nf) of Kp and let \; > \; for j > 1.
[KL3] Find for a given cut-off parameter 1 > d, > 0 the largest /V, such that

AN > 0pA1 (5.90)

is satisfied for all 7 = 1, ..., N the criterion.

[KL4] Compute the orthogonal eigenvectors ¢(* to the eigenvalues \,.

[KLS] Construct the modes by linear combination of the plastic strain fields

N
pd =" (0)eb. (5.91)
i=1

[KL6] Renormalize the modes with respect to the active plastic volume (M2c)

c® o
M(a) — (a)—aué ). (592)
{[leo”"ll2) 2.

Figure 5.4: Algorithm for the Karhunen-Lo¢ve based kinematic mode identification ap-
proach

5.5.3 Alternative kinematic mode identification procedure

|Fritzen and Bohlkd (2010H) proposed a modified mode identification procedure that is based
on a Gram-Schmidt procedure. The decision whether or not an existing basis is going to
be enlarged based on a new plastic strain field €P is taken by computation of the resid-
ual obtained from the projection algorithm described in section .31l It was found by
|Eritzen and Bohlkd (2010H) that cycling through all computations in reverse order of the
computed frames, i.e. starting with the last computed field, the modes could quickly be iden-
tified. Moreover, an enrichment of the basis using the proposed residual criterion is always
possible at small computational cost. Particularly, the matrix K » does not need to be recom-
puted which results in large computational savings. In the Karhunen-Loe¢ve based approach,
the addition of new modes requires not only the computation of new entries in the matrix, but
also the recomputation of all inelastic modes, since the eigenvectors of K, » change. Thereby
the solution of all associated eigenfields etc. is mandatory. The algorithm is presented in

Fig.[53)and described in detail in [Fritzen and Bohlkd 0108).




92 5 Non-uniform transformation field analysis

[MI1] Initialize N = 0. Assert that the N computed fields are arranged as follows:

- First strain path calculation; Last frame to first frame

- Second strain path calculation; Last frame to first frame

Set 7 = 0 and choose tolerance dg > 0.

[MI2] Increment : and compute
ro= (e - &), (593

Cycle through a = 1,..., N and compute

ko = (" - €0), (5.94)
as long as
o = Ta-1— (ka)? (5.95)

exceeds a prescribed offset dy. If 7, < dp go to MI2.

[MI3] If ry > 0 then add a new mode:

pN = (s —Zk:ap,o ) (5.96)

Increment N and go to MI2.

[MI4] Renormalize the modes with respect to the active plastic volume (M2c)

& (6%
p@=— "2l (5.97)

()

([l 12) 20

Figure 5.5: Algorithm for the alternative kinematic mode identification algorithm

5.5.4 A thermodynamically motivated approach

Based on the observations of the properties of the matrix 15(0_) i.e. its negative-definiteness,
a modified mode identification procedure can be proposed. In the proposed ansatz it is
assumed that the kinematic hardening is temperature independent, i.e. K(0) = K (6o). Then
the matrix D is constant, i.e. it is not depending on the macroscopic temperature . The
approach does not refer to the kinematic restriction M1 but does replace it by
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[M1b] The modes with support in the same constituent are orthogonal with respect to the
weighted L2-inner product (for a given reference temperature 6)

1, 1), =~ - S[oV)) — K@) - Klu). (598

The modified normalization condition M2c is not altered in the presented approach. Note
that o{*) is a linear function of p(®. Hence the bi-linear properties of the operator [e, o],

are guaranteed. Due to the symmetry and negative definiteness of ﬁ(@o) (see section 3.3)
the operator [e, o], in (3.98) always denotes an inner product.

The proposed approach is due to a thermodynamical observation: If the entry D,z of the
mode interaction matrix is zero for o, § € Z,,, (m = 1, ..., M), this implies an independence
of the inelastic mechanisms inducing the respective inelastic strain fields. Interestingly the
approach does not include any kinematic restrictions but does solely depend on the structure
of the thermodynamic driving forces 7 (see section[5.1] (3.23)).

A numerical implication of the preceding observation is the particular structure of the
matrix D (Fig. B.6). The block matrices representing the interaction of modes within one
constituent are diagonal matrices. In the case of a single inelastic constituent the outcome
is a fully diagonal matrix D. As a consequence the efficiency of the algorithms presented

- .
10 20 30 40

Figure 5.6: Structure of the matrix D for the thermodynamically motivated mode identifica-
tion procedure (3 Materials, 40 modes in total, e denotes a non-zero entry)

in section [3.6.3] can be significantly improved by exploiting the block diagonal structure
and the obtained numerical performance observed for the homogenized material behavior
of heterogeneous materials can be considerably improved. It is noteworthy that the entries
D,s for a € 7,,,,, B € 1, are usually non-zero. This implies that interactions between the
inelastic mechanisms found within different constituents do generally exist.

The entries describing the interaction between phases (o, 5 = 1,..., N and m, # mg) are
often rather small in amplitude. In order to show the latter an upper bound of the entries can
be derived based on
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Dag = [{p!™) - Clel” — ]>—k(§o)< (“)-K[M(B)D\
= (! - Cle?]) - ( V(€ k(00)K) [ ]) ]
}<u Clei)] = e, [(1 - CleM)g,,)|
Cone (I8 12) 2, (1€ 12) 21, < 2Gine (€7 12) 2, - (5.99)

Due to having their support in different constituents, either p(® or p'® are zero at all
points € (2. Considering additionally the symmetry of D, an improved estimate is

Dos < min 2G,, (||e” . 5.100
o 766{(15}#5{ s(le2) 2, } (5.100)

Similar observations help to understand why the modes obtained from the presented process
are almost orthogonal with respect to the standard inner product L?. This can be shown by
considering for o, 8 € Z,,

Dos = 0= (@ - Cle® — O]y — k(6) (' - K[uP])
= (u - Clel?]) — (1™ - (C+ k(60)K) [u])

2G
(@) . ,,8)y _ m @ . -(8)
2G,

< Cm -~ (@) (8)
S g 1 kK # e le ) e,

2G,,
(2Gm + k(00)K,,)

IeP2) e, < (1€P]2) 0,0 (5.101)

Switching « and [ a stricter inequality can be obtained

2G
p) < (2G, + k(00) K ) > aﬁ<H ” )20 < v:a,6<” 2) 2, ( )

Accordingly the modes can be considered near L?%-orthogonal in the sense of the proposition
M1 of [Michel and Suquet (2003). Notably the latter is exactly satisfied for the homoge-
neous material. It can thus easily be verified that the minimum requirement proposed in
section is satisfied. More precisely the inelastic behavior of a homogeneous body is
exactly replicated by the NTFA model with the modified orthogonality condition M1b.

The implementation of this identification strategy is involved. Here, a method involving the
Karhunen-Loeve proper orthogonal decomposition is proposed. More precisely, a staggered
mode identification procedure is considered. First, the kinematic approach is pursued to
find a set of IV inelastic modes which are L% orthogonal. Second, the eigensolutions o, €.
are computed. Third, the symmetric matrix D(QO) is computed. Based on a proper value
decomposition of the symmetric and positive matrix B = —D(@o) a set of eigenmodes that
are orthonormal with respect to [e, ], is constructed. Details are given in Fig. 5.7
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[MI1] Compute a set of N modes u(()a)

(see Fig.5.4).
[MI2] Solve for the fields 0'(?‘0), si%) induced by the modes.

*

used the Karhunen-Loeve based approach

[MI3] Compute the matrix D(6,), set B = —D(f,) and solve the eigenproblem

~ ~

(B — X)) = 0. (5.103)

[MI4] Compute the new modes

N

i =0 (5.104)
B=1

Perform an analogous linear combination for the associated fields
O, Ex, Uy.

[MIS] Renormalize the modes with respect to the active plastic volume (M2c)

cy o
@ = TH; ), (5.105)
(™ [12) 0

Figure 5.7: Thermodynamically motivated mode identification algorithm based on a stag-
gered POD scheme

5.6 Numerical implementation of the non-uniform trans-
formation field analysis

5.6.1 Data processing steps

The actual determination of the homogenized material response based on the NTFA consists
of a series of individual steps. While the properties of the method have been analyzed in the
previous sections in detail, the actual implementation has not been addressed. All details on
the implementation are provided in the following. An overview on the individual steps is
given in Fig. 5.8]

The first step consists in the modeling of the material. This stage includes the discretiza-
tion of the geometry and the definition of the local elasto-(visco-)plastic material behavior.
Homogeneous specimens made of the individual components can be used to identify the in-
dividual characteristics in experiments, e.g. the elastic moduli and the hardening parameters.
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Microscopic Modeling
spatial discretization

local material behavior

Structural problem

relocalization

Numerical experiments

".

Finite Element calculations

Homogenized material model
- Implicit time integration
- Algorithmic tangent operators

- Update internal variables

Mode identification

‘:/1111\ ¢
9.9
N N~

Mode processing

Thermo-elastic simulations:

- Compute a'éw s eéw
- Compute eia) s o'ia)
- Compute A, bo, KO, C

8.

- optional: Be, R, R
Figure 5.8: Overview on all steps of the NTFA

In the second step numerical experiments are performed on the microheterogeneous material
defined in the first step. Detailed information on the underlying procedure is provided in
section 3.3, These simulations can take a substantial amount of time and the number
of different loadings should be chosen appropriately. In particular the kinematic or static
load amplitude that is expected to act on the material in real world conditions should be
considered. The resulting output may consist of considerable amounts of data, i.e., many
gigabytes of disk space are required for a single microstructure (numbers are provided, e.g.,

in [Eritzen and Bohlkd (201 1h)).

Based on the evidence obtained in the virtual testing the mode identification algorithm
(section 3.3) is started. The aim is the identification of a possibly small number of
characteristic plastic deformation fields. The finite element operators needed here and
thereafter are described in section The output of this stage are the plastic strain
fields (). The input data from the virtual experiments is no longer needed and could be
deleted at this point. Thereby the amount of stored data can be reduced to an acceptable level.

The plastic strain fields are not sufficient to provide all matrices that are characteristic for
the homogenized material. In fact, a set of /V eigenstress problems has to be solved in order

to get the fields ol and €. Additionally, six calculations with prescribed strains are
required to provide the linear elastic properties. In a thermo-mechanically coupled analysis
the required fields o and the thermal conductivity need also be computed. At the end the
following parameters are the only quantities required for the homogenized material model:

e Thermo-elastic properties: The effective elastic stiffness tensor C (= C'), the thermo-

elastic stress 3, (= 35) and the effective heat conductivity tensor & (= &);
e Inelastic material parameters of the homogenized model: the matrices A, D°, K°, R;

e Phase concentrations (@),
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All of these parameters are completely independent of a data fitting procedure or other
inverse problems. Indeed, they are all derived based on the rigorous micro-mechanical
observations presented earlier. In particular the topology and the material symmetry is
decoupled from the identification process.

The resulting homogenized material model can be used for different purposes. One
application is found in terms of an individual test suite to investigate the behavior of the
heterogeneous material in an isolated environment. This allows for example to draw the
yield surface of the macroscopic material (see section [6.53.2]). Another major application
is found in structural computations based on the finite element method. Here the homog-
enized material model can be applied at each integration point associated with the actual
microheterogeneous material. Note that the macroscopic structure may also contain other
materials (e.g., section [6.3.4) or different types of NTFA materials. Thereby it can be
accounted for a spatially heterogeneous distribution of the microstructure as found, e.g.,
in functionally graded materials. Equivalently, the model can be used with the FFT (fast
fourier transformation) method or FDM (finite difference method).

An interesting feature at this stage is the possibility to perform a relocalization of the
stress, the total and the inelastic strain and the displacement field for any vector ¢ (t). This
reconstruction is based on the localization operators presented in (3.7)-(3.9). It allows for
the investigation of stress localizations in the material or for a statistical investigation of the
stress distribution in individual constituents at selected points of a macroscopic structure.
The thereby obtained information can be used to predict failure of the material.

In order to use the NTFA material in the presented cases, a robust and efficient numerical
implementation of the time discrete constitutive equations of the model is described in the

sections£.6.31{5.6.4

5.6.2 Finite element operators

In order to compute the components of the system matrices A, D° K° and in order to
perform the mode identification procedure, a variety of different operations need to be
performed on the fields. These operations involve (possibly weighted) L%-products, linear
combinations and volume averages of fields or functions of fields. When the NTFA is used
with a standard finite element code then these operators are usually unavailable. Definitions
of all operators are provided in the following which allow for an implementation into most
existing finite element codes.

Linear combination. The field ©(x) computed from a linear combination of m individual
field frames @(i)(w) (z=1,...,m) (e.g. at different time steps in an analysis) is defined by

Oz) =Y kO (w), (5.106)
i=1
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with real-valued coefficients k£, € R. In discrete form, the combination of fields can be
computed by node-wise or integration point-wise summation of the individual components
of the field variable. More specifically, displacements are defined on the nodes, whereas the
stress and strain tensor and the inelastic variables are associated with integration points. For
example, if the field ©(x) is scalar valued with value ©; = ©(x;) at the j-th out of n,, nodes
(or integration points) then the discrete form of the linear combination is defined as

0, = Z ki@y) (7=1,...,np). (5.107)
=1

Vectors, matrices and tensors are treated analogously with the only modification being that
the summation has to be carried out for each component of a vector or matrix. Addition-
ally, it is necessary to define a common basis when computing the sum of tensor components.

Averaging operator. The discrete equivalent of the averaging operator (e) can be defined
for data found at integration points. Therefore, it is needed to introduce for the integration
point x; with index j its associated integration volume A;. Then the volume average of a
scalar field ©(x) on a domain P C {2 is approximated by

1 1

icI(P

Here I(P) is a set containing the indices of all integration points contained in P, and

V(P)= > M\ is the volume of P as computed by the approximated integration proce-
icI(P)
dure.

L%-product. The L% product (P C (2) of two vector fields v(x), w(x) is defined as

1
(v-w)p = 7] P/v(w) ~w(x)dV. (5.109)

Substituting the exact volume average by the approximated operator (3.108) with the scalar
field © = v - w an algorithm for the numerical computation of (v - w) p is

1
(v-w)p~ —— v(x;) - w(x)N | - (5.110)
7 | 2

Correspondingly the L% product for tensor fields A, B is

(A-B)p~ ﬁ > Am) - Bl | - (5.111)

Weighted averages are carried out by replacing the standard inner product. An example of
the latter is the product [e, e], defined in (3.98).
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5.6.3 Implicit time integration for rate-independent materials

In the following the implementation of the homogenized material response of a microstruc-
tured material consisting of M inelastic constituents with rate-independent inelastic behavior
is presented. Attention is limited to the coupled model and the modified mode normalization
criterion M2c (section [3.4.3). It is asserted that for each of the constituents a number of V;
modes has been identified. The total number of inelastic modes is

M
N=>N. (5.112)
=1

For convenience the numbering of the modes is assumed ordered by constituent. In partic-
ular the modes of the first constituent are the modes numbered {1,..., N;}. The second
material then has the (global) mode indices { N7 + 1,..., N7 + Ny} and so on. The focus is
on GSM (see section Z2.3)) with one scalar hardening variable g™ for the m-th material.
The resulting evolution equations for the internal variables are

fim _ 3, 081 o 08 o)
m 87:(7”) ) m af(m) ,
where A, (m = 1,..., M) are Lagrangian multipliers enforcing the admissibility of the

thermodynamic state. The reduced vector 7™ contains all components of 7 associated with
the m-th micro-material and g™ is the corresponding hardening variable.

The trial vector of the conjugate forces resulting from a converged state
(7(tn),e(tn), £(tn), 4(tn), 0(t,)) subjected to the load increment (A&, Af) when assuming
purely elastic response is

o = 7(t,) + AAE + RAG. (5.114)
In order to abbreviate the notation considerably, the following quantities are introduced:
i 0
8@(7”) " ~ . ~
= — p— 0 0 LIRS
Mo 570 N . 71.2 . . , (5.115)
M AN\ 5
A=Al | = : . A = \/;mm. (5.116)
j\M A)\2

Applying the implicit backward Euler time integration results in the root finding problem
#— DNA — 4,

s (a1 (D) (1)
N oW (WM, gV (t,) + Ag'V)
f(7,A) = .

I
(@)

(5.117)

—pMD (D, g0 (t,) + AgD)
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~

0 A
The Jacobian fA of f is given by

(7, )
.. ) %™ - .
\/55)@(1)
J= V350 ’
_NT 0 _\/? 95
3 8@(2)
0

Introducing the additional abbreviations
2095

_ \ﬁ 0 0
3 8q—(1)

7 — 2052
H 0 _\ﬁ% o |
38q—(2)

0
2 (1)
ax 27

orMor o

> 2 —(2
X = AT |

077
(‘32@(7%) _ 1 P f-(m)(f(m))T
970 gzm) — [[#im|[, \ TN Fm) L pm) )

the matrix J can be expressed in terms of the multiplicative decomposition

\ D'-X —-N A D .
J, = ) ), J= o)
() (7))

(5.118)

(5.119)

(5.120)

(5.121)

(5.122)

Since the matrix D is negative definite (see also section[3.3)), its inverse can always be com-
puted. Moreover, D! can be determined to virtually arbitrary precision in a preprocessing
step and then be reused in each increment*. The symmetry of J, is a direct result of the pre-
sented straight-forward computation and the Schwartz theorem. Based on the Jacobian and
its decomposition into two symmetric matrices in (3.122)), a Newton scheme can be used to
efficiently compute the vector 7 (¢, ) and the incremental Lagrangian multipliers A. During
the Newton iteration, the values of (™ have to be set to zero, if the m-th material is elastic

in this increment. The complete scheme is shown in Fig.

*This is only true in the case where Dis independent of the temperature. If not so, then Dis unconditionally
constant during the local time integration and its inverse can be computed once and stored throughout the local

iteration process.
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[S1] Compute 7, based on load increment Ag, Af. -
Update macroscopic stress according to Ag = C[Ag] + 3,A0.

[S2] Evaluate 3™ (7™ #(m)(£,)). i
If all micro materials are elastic (™ < 0): set C, = C and exit.

[S3] Initialize, A = 0,7 = 7,.

[S4] Compute residual vector f , with f,.n = 0,if A),, = 0 and (™ < 0.
Recompute J..

[S5] Check convergence || f||z < 0, with 85 a convergence parameter and

||f||R—Z > (f)2 + Il (5.123)

= €Ly,
If converged goto [S7].

[S6] Solve the linear system

f+J ( 5\ ) =0, (5.124)

and update the vector 7 — 7 + A7 and the Lagrangian multipliers
A — A + AA. Goto [S4].

[S7] Update the internal variables &,41 = &, + NA, ¢"1 = ¢ 4+ /2/3 A,
Update the macroscopic stress tensor & based on (3.126).

[S8] Compute algorithmic tangent operator (section[3.6.4) and exit.

Figure 5.9: Newton scheme for the implicit time integration of the homogenized material
behavior

The obtained solution provides the increment in the mode activity coefficients by

A)\lﬁl
Aé=NAT = | Alany || (5.125)

Thereby, the macroscopic stress update is computed to

N
& (tns1) = 6 (t) + CIAE] + > ALe + ByAd. (5.126)

a=1
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Using (5.40) the computationally handy matrix-vector notation

G(tur1) = (L) + CAE — ATAE + ByAD (5.127)

is obtained.

5.6.4 Algorithmic tangent operators for rate-independent materials

The algorithmic tangent operators with respect to strain and temperature increments are valu-
able quantities. In the following computations the dependency Ag = A& (&, 6) is exploited,
i.e., the increments of the internal variables depend only on the previous state and the in-
crement in the macroscopic kinematic and thermal loading. Then the differential form of

N N
- _ 0AE, _ oy OAE, - .
— &) @)
= <(C+ E .Y ® 9% ) de + (E o, 20 +ﬁ9> df. (5.128)

From a theoretical background it is known, that generalized standard materials result in a
symmetric tangent operator with respect to strain changes (see, e.g., m, @). In order
to prove this symmetry of the tangent operator explicitly for the considered materials and
in the proposed implicit time integration scheme, a series of mathematical operations have
to be considered. Therefore, the general form of the tangent operator is derived in the first
place. Accounting for the previous calculation, one can compute

: ; R
_ _A af _ 2
#AE 90

o
OAE

7/;7A7

The derivative of the yield criteria with respect to temperature is given by

D™ \F o OP (™ )
Ty Zem M T 1
5c 5 (5.130)

By the chain rule the identity

LA or o7
A R : — —
s (D i | oz o0

00 Sy
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is found. Based on

Aé = NA, (8;{5 a_Aﬁ):(X N (5.132)
or O\

the derivatives with respect to strain and temperature changes are

07 o7
OAE OAE \ _ [ ¢ ¢ 0: 04
<8é ae)_(X’N) oA OA
FERT
(DA bR
=(X,N)J "' o 9% | (5.133)

Using the property (3.40) of the matrix A (see section[53) the algorithmic tangent operators
are explicitly given by

C, — C‘a:é—ATaAf, (5.134)
0e
B, — Ba:Be—AT%- (5.135)

Symmetry of é’a. Due to the symmetry of C (and hence é’) it is sufficient to show the
symmetry of

~

A 2 N N A A A H-1A
AC=C,—C=-AT— :—AT(X,N)J1<D0A). (5.136)

*

Since the second part .J, is symmetric, it’s inverse is also symmetric and can be written as

5 U Vv
J =1 - - 5.137

with symmetric matrices U e Sym(RN), W € Sym(RM), and a rectangular matrix
V € R¥*M n a first step, the matrix product

. (UD-UX-VNT —ON4VH\
J 1, = DA o) =1 5.138
* ( NTOU+HVT  VV+WH N+M (5.138)

is evaluated. It follows by block comparison of the first NV x N components, that

UX+VNT = —[y+UD™ (5.139)
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holds. Secondly, (3.136) is rewritten as
L OAE N N D-1A
—AT8Q§:—AT(X,N>J*1<D A)

S
— AT ((XN> gL ( Do_l )) A. (5.140)

Due to the symmetric application of A, it suffices to show the symmetry of the inner bracket.
Substitution of (3.137) into this matrix equation yields the identity

[ UD! r o\
(X,N) ( VU@l ) — (X0 +NVT) D, (5.141)

Resorting to the transpose of (3.139), the identity
(XU n NVT) Dl = (—IN n UD*1> D' =Dy DD (5.142)
is established. Due to the symmetry of D and U, the last expression is symmetric and,

thereby, the tangent stiffness operator is always symmetric for the considered class of mate-
rials.




Chapter 6

Computational results

6.1 Homogenization of crystalline aggregates

6.1.1 Elastic properties of cubic crystal aggregates

The mesh generation technique presented in section [3.3.1.3 has been used in extensive nu-
merical studies on polycrystals by |Eritzen et all dZDDg). Periodic ensembles containing 10,
20, 50 and 100 grains are examined with respect to their effective elastic behavior. Example
discretizations are shown in Fig.

Figure 6.1: Example discretizations used in the numerical study

The crystallographic orientation is assumed constant throughout individual grains and cubic
elastic symmetry is considered. The stiffness tensor of each grain in such an aggregate can

be denoted by (see, e.g., Rychlewski, [1993)

1
C:?)KP1+IU,1P2—|—ILLQP3, P1:§I®I, ]P)QZID)—Pl, P3:HS—D. (61)
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Here K is the isotropic bulk modulus of the crystal and 1, 5 are two distinct eigenvalues as-
sociated with deviatoric terms. The tensor DD is a structural tensor defined by the orthonormal
lattice vectors g, (¢ = 1, 2, 3) of the single crystal via

3
D:Zgi®gi®gi®gi' (6.2)

i=1

A uniform distribution on the group of rotations SO(3) is used to assign random orientations
to the grains of the aggregate. The latter is realized based on random variables X, Y, Z
that are uniformly distributed on the interval [0, 1) to determine three Euler angles (z-z-z
convention) via (see for instance M.lma.ghaﬂ, [1962)

o1 = 21X, ® = acos(2Y — 1), Yo =277. (6.3)

The consideration of a uniform distribution of the crystal orientation is equivalent
to_an isotropic crystal orientation function (CODF). In other investigations, e.g., by

0 (IJ_‘ZQ‘J) or (|20111|), the anisotropy due to an
anisotropic and possibly evolving CODF are investigated. For a cubic material the Zener
ratio

2
(=22
H1

(6.4)

is an index for the anisotropy of the single crystal. In the isotropic case ¢ equals one. In the
presented numerical studies three different cubic materials are considered: copper, gold and
nickel. The material parameters and the Zener ratio of these materials are given in Tab.

K [GPal [ 11 [GPal | ji [GPal | ¢
Copper | 136.67 47 150 3.19
Gold 167 27 79.4 2.94
Nickel | 183.67 101 248 2.46

Table 6.1: Material parameters and Zener ratio of copper, gold and nickel single crystals

(Simmons and Wang, (1971}, [Paufler and Schulzd, [1978)

For each number of grains and for each of the three materials a number of 200 linear elastic

homogenizations have been performed using ABAQUS/Standard in combination with a user

material sub-routine (UMAT). For each of these 2’400 numerical experiments the apparent

stiffness tensor C* has been determined. The apparent isotropic bulk and shear modulus are

determined by means of the projection
JK* =C"- Py,

2G° = %Ca (= Py). (6.5)

The procedure of taking a large number of smaller unit cells is motivated by the works of
[Kanit (2003); [Kanit et al] (2003, 2006), which showed that thereby the results of compu-

tations performed on large samples can be approximated with computationally improved
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efficiency. The distribution of K* and G* has been determined in terms of the average value
K, G and the standard deviation o(K?), o(G?) over all realizations. Since the bulk modulus
of cubic materials is independent of the crystallographic orientation distribution function, the
only parameter that needs to be determined is the effective shear modulus and its standard
deviation. The effective Young’s modulus £ and the Poisson ratio o are frequently referred
to in engineering applications. They are computed based on K, G via

IKG 3K — 2G

F=— V= m (6.6)

The results of the simulations are compared to bounds of odd order derived by
IDederichs and Zelled (IJ.9.Z.’:|); [Zeller and Dederichd ). A generalization in terms of
bounds of even order was published by [Kroned ). For a comprehensive overview
on_the homogenization of the elastic properties of polycrystals it is referred to, e.g.,
lAdams and Olson (1998) and the concise introduction to the topic in section B3] Isotropic
statistical properties are assumed for the considered aggregates. The results of the numer-
ical computations and the analytical homogenization are presented in Fig.
The fifth-order bounds have been used for comparison since seventh- and higher
order bounds did not lead to notable changes.

T T T 27.6 T T 90 T
50 [T Sth-order bounds . 5th-order bounds 895 5th-order bounds
min./max G* v ¥ min./max G* v ég min./max G* v |
— 4951 G*£30(G?) —— 4 — o700l G* £ 30(G?) —_ 885 G* £30(G?) —¢—
[+ < < - 7
= ¥ ¥ & ek | .
49 { .
9‘ | \ 9‘ 26.8 { Y 1 (‘2‘ 875 )}( % %
S, 485 ]»x g ' r( s 87 *
O T )I( % O ¥ % O g5l ¥
48 26.4 { 86 -
\ 4 l Y \ 4 J_ Y 85.5 -
475 H Y L H Y L Il L L L
10 20 50 100 10 20 50 100 10 20 50 100
N [-] N [-] N [-]
(a) copper (b) gold (c) nickel

Figure 6.2: Average value (x ), minimum and maximum over all realizations and +30(G?)
error indicators; gray area: 5-th order bounds (cf. [Eritzen et al), 2009)

Based on (6.6) the Young’s modulus has been determined for each realization of the
polycrystal and for the effective polycrystal. Histograms of the Young’s modulus based on
the aggregates containing 100 grains are shown in Fig. It is found that the Young’s
modulus resembles a normal distribution and that the computed standard deviation is small,
i.e. in the sub-percent range of the average Young’s modulus. For further details see

[Eritzen et al] 2009).
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Figure 6.3: Histogram of the Young’s modulus for aggregates of 100 grains with comparison
to a normal distribution with same first and second moment (cf. [Fritzen et all, 2009)

6.1.2 Influence of the grain morphology on the elasto-visco-plastic
properties

Based on a manipulation of the grain morphology (see section[3.3.1.2)) it is possible to isolate
the influence of crystallographic and morphological texture found in polycrystalline metals
such as, e.g., rolled sheet metals. The morphological anisotropy for these materials is ap-
proximated by

0 O
A0 e ®ej, A> 1. (6.7)
0 1

F =

o O >

The influence of such a morphological texture has been investigated by [Bshlke et all (2009)
for polycrystalline copper (C117 = 114 GPa, Ci190 = 65.3 GPa, (515 = 28.5 GPa). The
unit cell in the computations consisted of an ensemble containing 50 grains. Five differ-
ent degrees of anisotropy (A = 1,2%/4 21/2 23/ 2) have been considered with two different
micromorphologies associated with each value of A:

[C1] the deformed grain shape,
[C2] the undeformed grain shape.

The discretization for A = 2 is shown in Fig. For each )\ both of these microstructures are
equipped with the same crystal orientation distribution function obtained from Taylor type
rigid visco-plastic computations in a large strain formulation. The Taylor model is chosen for
simplicity although it may over- or underestimate certain texture components. A more so-
phisticated model is for example presented by [Bohlkd M). The thereby generated initial
medium is assumed stress free and is used in elasto-visco-plastic crystal plasticity calcula-
tions in a kinematically linear context. The evolution of the plastic slip for the considered
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Figure 6.4: Example mesh for the anisotropic mesh with A = 2 (50 grains)

face centered cubic crystal is determined by a classical Schmid law of the form

12
P = Z,‘MM(Q)’ M@ — Sym(d(o‘) ® n(a))’ (6.8)
a=1
_ (o) Co g 7ol =78 \" _
To =0« MY, Yo = Yo 580(T4) 5 , (o) =max{0,e}. (6.9)
T

Here 7P denotes a visco-plastic overstress and 7 is a constant critical resolved shear stress.
The rate 7, is a reference value for the material and m > 1 denotes the Norton exponent. In
the considered example the inelastic material parameters of copper were estimated to

7P = 5 MPa, ¥ = 40 MPa, Ao = 1072571, m = 100. (6.10)

Each of the nine different microheterogeneous materials is subjected to an isochoric kine-
matic loading of the type

2 0 0 9
E?:éo 0 -1 0 €i®€j, 80:\/;’)/0 (611)

Periodic displacement fluctuation boundary conditions are imposed on the unit cells. The
strain rate ¢y and the simulation time are chosen such that a macroscopic strain of
|€ll2 = 6.12% is attained at the end of the simulation time. An illustration of the process
is shown in Fig. An interpretation of the virtual experiments is given in terms of taking
specimens in a continuous rolling process at different levels of thickness reduction. On these
specimens, tension tests are performed in order to compare the results to the ones of virtual
test pieces being subjected only to a crystallographic texture, but an isotropic grain shape.
The normal components of the effective stress tensor at the end of the simulation performed
on the material with and without the crystallographic texture are compared in Fig. for all
five considered values of A.

Discussion. The numerical simulations performed on the crystal aggregates show only
a small scatter of the apparent elastic properties for different random realizations of the
microstructure or different crystal orientation distributions. The scatter is small, even for
microstructures containing only ten or twenty grains. These observations are clearly related
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Figure 6.5: Illustration of the rolling process and the numerical experiments performed on
pre-deformed specimens
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Figure 6.6: Asymptotic effective stress components in e; @ e;-direction (left) and e; ®
ey, e3 ® eg directions (right); solid line: deformed grain morphology, dashed line: unde-
formed grain morphology

to the periodic displacement fluctuation boundary conditions used in the simulations. The
periodicity of the discretization is imposed by the mesh generation technique developed in
section B3.1.3] (see also [Fritzen et all, 2009). It allows to prescribe this type of boundary
condition in an efficient way via linear relationships of master/slave degrees of freedom. An
implementation of boundary conditions of this type is possible in most finite element codes,
e.g. via the *EQUATION keyword in ABAQUS.

Based on the comparison of the computational results to the bounds of odd order of
IDederichs and Zelled (1973); [Zeller and Dederichd (1973), two important conclusions are
possible. First, the bounds of fifth (or higher) order are sufficiently narrow for actual
polycrystalline metals, i.e. for a moderate elastic anisotropy. Second, the computational
prediction of the effective stiffness is found within these bounds. For isotropic microstruc-
tures the use of the bounds of fifth order is, thus, highly encouraged for materials with
moderate phase contrast. However, the limitation to isotropic microstructures is a significant
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limitation, e.g., when materials with anisotropic CODF and/or morphology are considered.
The latter has been considered in order to isolate the impact of the morphological anisotropy
onto the elasto-viscoplastic material response of polycrystalline copper. It is found that the
crystallographic texture influences the asymptotic stress response to a considerable extent.
The changes of the grain morphology induce some changes in the effective stress response
of the material. These influences are, however, small compared to the influence of the CODF.

An advantage of the presented mesh generation technique is that the resulting model can
be used with arbitrary constitutive models. Observations as previously described are hardly
possible with analytical models, even when introducing simplifying assumptions. For prob-
lems of this kind the proposed mesh generation technique provides a tool allowing for the
consideration of realistic albeit artificial microstructures and opens up the possibility to run
computational studies on statistical microstructural realizations.

6.2 Thermo-elastic properties of metal ceramic composites

Metal matrix composites (MMC) with particulate reinforcement have favorable tribological
and thermo-mechanical properties (see, e.g., |Sums_ﬂ, |2£)Qj; tbaﬂa_an_dﬁhaﬂd, |2mﬁ).
Common material pairings for this class of composites are aluminum reinforced by silicon-
carbide particles (Al/SiC) or alumina particles (Al/Al,O3). Possible fields of applications
for these materials are found in engine and aerospace design where the beneficial effects
overcome the increased manufacturing expenses. The effective mechanical properties of
MMCs are, thus, of technical significance. Additionally, the understanding of the influence
of the local topology on the macroscopic constitutive behavior can help to improve the
efficiency of engineering structures.

Due to the underlying manufacturing process the particles in such materials are often poly-
hedral in shape, and an approximation in terms of the model microstructures presented in
section is possible (see, e.g., Suresh, 2002:; Miserez et all, 2004; IChawla and Chawld,

). With regard to their improved resistance over standard alloys at elevated tem-
peratures, MMCs are often used in thermo-mechanical environments. Therefore, the
thermo-elastic interactions are considered in the following in addition to the effective
elastic response. More precisely, the apparent stiffness tensor C* and the apparent thermal
expansion coefficient oy are evaluated for all considered microstructures. The finite element
method is used to solve the seven thermo-elastic load cases described in section Based
on the expressions ([@.27) and (@.40) the apparent properties of the material are obtained
from the computed stress and strain fields via volume averaging over the unit cell.

The focus is on morphologically isotropic model microstructures as presented in section
1.e., statistically isotropic particle shapes are considered. Therefore, the effective stiff-
ness tensor of the material is also isotropic and the effective thermal expansion coefficient
has only one parameter. The computed apparent properties approximate the effective values.
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In total, the three isotropic material properties

Ka:%Ca~Pl, Gazl—lo(Ca~(HS—IP’1), o[;‘:%ag“I (6.12)
are evaluated. A Monte Carlo type study based on ensembles containing 20 particles is
performed. The periodicity of both, the geometry and the mesh are enforced using the
methods presented earlier. Due to the periodicity of the unit cells combined with the
sufficient number of particles within the individual cells, the different realizations are
assumed to show apparent properties close to the effective ones. Following the observations
by [Kanit et all 2003, 2006), the effective response of the material at a prescribed volume
fraction is efficiently approximated by taking the average over all realizations containing the
same particle volume fraction.

A self-written finite element implementation was used to perform the numer-
ical simulations. Iterative linear solvers were used in terms of ILUPACK
(sequential version, [Bollhoefer and Saad (2006)) and HIPS (parallel version,
[http://hips.gforge.inria.fr) in order to solve the high-dimensional linear
systems resulting from the finite element analysis. The efficiency of the iterative solvers was
found to be excellent, particularly when considering the low memory requirements which
are pronounced for periodic problems when using direct solution methods. Aspects of direct
and iterative solution methods have been investigated by |[Eritzen and Bohlkd (20104), where

different types of boundary conditions and their numerical implications are discussed.

E[GPa] v[-] a[10°K!]
Al 70 0.33 25
SiC 400 0.19 4.3

Table 6.2: Material properties used in the thermo-elastic simulations for Al/SiC composites

(Chawla et all, 2004, cf. to)

The material pairing considered in the following is Al/SiC. The properties of the individual
constituents are taken from [Chawla et all (2006) (see also Tab. E2). In order to illustrate
the wide field of application of the chosen homogenization and discretization technique,
ensembles containing 10, 30, 50, 70 and 80 volume percent of particles are investigated.
A total of 50 different realizations was considered for each microstructure leading to 250
different finite element discretizations.

Mesh density study. In order to investigate convergence with respect to the mesh density,
ensembles at 10, 20 and 30% volume fraction were examined. The microstructures are
based on 10, 20 and 20 Voronoi generators, respectively. The results of the seven refinement
levels h; (i = 0,...,6) of the microstructure are compared to the finest discretization h;
in Tab. Tab. and Tab. The finest mesh of each unit cell contains ~1.1 mio.
degrees of freedom (/360’000 nodes) and was chosen as a reference. As an error measure
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the largest and smallest proper values A, A" of (C} )~'C}. are analyzed to judge on
convergence with respect to the mechanical properties, and e = ||ag, — &g _||/|lag. | is
evaluated for the thermal expansion coefficient. Notably the difference between the finest
and the coarser discretization is in the (sub-)percent regime. For the Monte Carlo type study
a refinement level of approximately 100’000 nodes was chosen which is approximately
equivalent to the refinement level h,. Thereby, a relative precision of 1% is taken to be
granted. Three refinement levels for the microstructure containing 10% of particles is shown
in Fig.

Figure 6.7: Different discretization levels 6502 (left), 40531 (middle) and 363808 (right)
nodes for 10 particles (10 % vol. frac.) (see [Eritzen and Béhlkd, 20114, for details)

refinement hg h1 ho hs hy hs he
# nodes 6’502 11’384 21’024 40’531 79258 158’529 236’590
AP —1[%] 0.8768 0.5844 0.3472 0.2066 0.1123  0.0512  0.0230
\)\?in —1][%] 0.1687 0.1103 0.0669 0.0396 0.0211 0.0093  0.0042
6? [%] 0.2172 0.1430 0.0870 0.0522 0.0279 0.0126  0.0062

Table 6.3: Results of the convergence study for particulate MMCs (10% volume fraction)

(cf. to|Fritzen and Bohlke, )

refinement ho h1 ho hs hy hs hg
# nodes 100626 14’363 22’909 41°385 79’191 155’374 232’162
A —11[%] 20628 1.4782 0.7912 0.4907 0.2630  0.1147 0.0529
|)\§nin —1|[%] 04217 0.2908 0.1654 0.0991 0.0519 0.0234  0.0108
e? [%] 0.5378 0.3742 0.2108 0.1265 0.0664  0.0299 0.0142

Table 6.4: Results of the convergence study for particulate MMCs (20% volume fraction)

(cf. to|Fritzen and Bohlke, )
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refinement ho hy ho hs ha hs hg
# nodes 10’150 13’649 23’257 40’179 77’729 152091 228’745
A —11[%] 23906 19991 1.1268 0.5878 0.3335 0.1396  0.0612
\)\?i“ —1/[%] 0.4493 03684 0.1976 0.1143 0.0606 0.0256 0.0116
ef [%] 0.5907 0.4835 0.2633 0.1501 0.0796 0.0338 0.0153

Table 6.5: Results of the conver

(cf. tolFritzen and Bohlke, )

ence study for particulate MMCs (30% volume fraction)

Influence of the particle volume fraction. The results of the computational homogenization
for the 5 different particle volume fractions (10, 30, 50, 70, 80%) is presented in Tab.
Both, the Young’s modulus and the Poisson ratio, are computed from the bulk and shear
modulus based on (6.6) in order to provide engineering constants. Note that based on the
truncated Taylor expansions

E(K 4+ 6K,G+0G)~ E(K,G) +0xE(K,G)§K + aGE( 2)0G (6.13)

/(K 4 0K,G+6G) = v(K,G) + 0xiv(K,G)0K + 0gv(K )5 (6.14)
approximations of the respective standard deviations are given by

o(E) ~ 1/ (0x B(K,G)?0?(K) + (0 E(K, G)?0*(G), (6.15)

o(v) =~ \/(6;(17([_(, G))20%(K) + (0gv(K, G))20%(G). (6.16)

These approximations hold for small perturbation o(K), o(G), as observed in the present
study. In order to investigate the efficiency of analytical homogenization methods, the Voigt
and Reuss bounds and the upper and lower Hashin-Shtrikman bounds are plotted together
with the values obtained from the finite element analysis in Fig. Additionally, a self-
consistent approximation is also considered.

vol. frac. 10% 30% 50% 70% 80%

K [GPa] 7550 £0.12 9172 +0.22 1128 £0.28 141.7 +£0.27 160.7 £ 0.19
G [GPa] 3121 £0.12 4354 +£0.19 61.18 £0.26 87.60 +0.34 106.1 &= 0.34
E [GPa] 8229 £0.28 112.8 044 1554 +0.57 2179 +£0.71 260.9 +0.70
7 [1072] 31.83 £0.06 29.51 £0.09 27.03 £0.09 2437 £0.09 22.93 £0.07
a[1076K—1] | 2223 £0.04 1735+ 0.05 13.10+0.04 9.328 +0.02 7.585 + 0.01

Table 6.6: Effective isotropic thermo-elastic material parameters and 30 confidence intervals

for Al/SiC at different particle volume fractions (cf. toFritzen and BQ"h]kd, 01 ]d)

Influence of the average particle shape. The influence of the particle shape was inves-
tigated using modified Voronoi tessellations. Two types of modifications have been used:
(i) the hard-core Voronoi tessellation (HC) and (ii) the centroidal Voronoi tessellation (CV).
Details on the construction of the constraint tessellations are provided in section[3.3] In gen-
eral, the particles resulting from constraint Voronoi generators are more regular, i.e. closer
to being morphologically isotropic (see, e.g., Fig.[6.9).
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Figure 6.8: Comparison of the finite element results to analytical homogenization methods

(cf. toFritzen and Bohlkd, 2011d)

Figure 6.9: Comparison of the particle shape obtained from an unconstraint Voronoi tessella-
tion (left) and a centroidal Voronoi tessellation (right) (50 Voronoi generators, 30% particle
volume fraction)

The same calculations as for the standard Voronoi tessellation (SV) have been carried out for
two different repulsion distances (HCO0.15, HC0.20) and the centroidal type of tessellation.
This results in an additional 750 linear thermo-elastic calculations (seven load cases each).
The results of this study are shown in Fig. for the bulk and the shear modulus. In
addition to the deviation in the effective value, the standard deviation has also been evaluated
in order to compare the scattering of different realizations for the given microstructures.
The values are normalized with respect to the results of the standard Voronoi tessellation
(Fig.[6.I1). The same comparison is carried out for the thermal expansion coefficient. The
results are shown in Fig.

Discussion. Periodic spatial discretizations of the model microstructures introduced in
section for materials with particle reinforcement have been used in a statistical study
in order to estimate the effective thermo-mechanical properties of metal matrix composites.
The considered material pairing (Al/SiC) is representative for a large variety of MMCs,
e.g., for Al/Al,O3 or Al/B4C. Particle volume fractions varying between 10 and 80% have
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Figure 6.11:

Comparison of the normalized standard deviations of bulk modulus

0(K;)/o(Kgy) (left) and shear modulus o(G;)/o(Ggsy) (right) for tessellation types
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Figure 6.12: Comparison of the effective isotropic thermal expansion coefficient &;/agy
(left) and its normalized standard deviation o(«;)/o(agy) (right) for tessellation types
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been investigated. The method can hence be considered to be applicable to a wide range of
composites with quasi-isotropic particle morphology.

For the considered class of microstructures a considerable agreement of the numerical results
and the lower Hashin-Shtrikman estimate was found for all particle volume fractions. How-
ever, deviations of up to approximately 10% are found. The deviations are more pronounced
for 30, 50 and 70% of particles. This range can be considered as important from a practical
point of view, see e.g. Miserez et all (2004) where microstructures containing 50-60% of
particles are considered. The simple bounds (Voigt/Reuss estimate) are not satisfactory for
the given contrast in the elastic moduli. Notably, the self-consistent approximation gives
good results for 0-30 % particles. However, the effective shear modulus is overestimated
for higher particle volume fractions. The results found for the elastic moduli can be trans-
fered to the thermal expansion coefficient. Again the lower Hashin-Shtrikman bound gives
a good prediction for all volume fractions with a relative error that can be considered neg-
ligible (sub-percent regime). This is due to the excellent agreement found for the effective
bulk modulus (see Fig. left) which is directly related to the effective thermal expansion
coefficient via the Hashin-Rosen formula

_ Oy — O 1 l1-c¢ c
Qp = (1_Cp>am+cpap+ﬁ <—_7p __P>’ (6.17)
m p

where K, denotes the bulk modulus of the particles and K, the bulk modulus of the matrix
material and the thermal expansion coefficients v, a,. While the effective properties K, &g
can thus be approximated by analytic methods, the results of the shear modulus should be
verified in numerical calculations.

An interesting aspect for the proposed method is the possibility to examine arbitrary phase
contrasts, e.g. ceramic particles embedded in a polymeric matrix. For these materials the
analytic bounds span a prohibitively wide domain of possible material responses even for
small volume fractions of only a few volume percent. In these cases numerical simulations
should be considered in order to obtain more reliable data.

With respect to limitations of the used microstructures, the co-planar facets of neighboring
particles and the rather uniform particle size distribution should be mentioned. Possible
future modifications of the microstructure generation are easily possible. Suggestions in this
direction include:

e The wall thickness parameter can be taken as a random variable with prescribed dis-
tribution. Thereby the particle size distribution and the nearest neighbor statistics can
be influenced.

e An affine perturbation of the eroded cells in terms of a random translation and a ran-
dom rotation of the particle can be introduced in order to manipulate the orientation of
neighboring particle facets and the distribution of the nearest neighbor distance.
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6.3 Inelastic homogenization of porous metals

In the following the inelastic material properties of porous metals are investigated in a Monte
Carlo type computational study. An approximation of the microstructure of the porous
material is given by the random model microstructures described in section 3.4] i.e. non-
overlapping spherical voids in a periodic random arrangement are used. Pore volume frac-
tions ranging from 0.1% to 30% are investigated.

6.3.1 Constitutive assumptions

In the following the mechanical behavior of porous metals is investigated. The consti-
tutive behavior of the metallic material is assumed isotropic with the Young’s modulus
E = 200 GPa and the Poisson ratio v = 0.3. Inelastic incompressibility is asserted and
a von Mises type plasticity model with constant yield stress op = 100 MPa is used. No
hardening was considered in order to be able to relate the results to the ones predicted
by existing analytical models in section A linear kinematic description is employed
with the infinitesimal strain tensor € defined as the symmetric gradient of the displacement
field u. The Cauchy stress tensor is denoted o. The pores with boundary &2 are assumed
to be pressure free. More specifically, the surface of the pores is a free boundary and the
traction vector ¢ = on is zero on &, where n denotes the unit normal pointing out of the
pores.

A two-scale material is assumed with the smaller scale denoting the level at which individual
pores are observed and the larger scale the structural level at which an effective (unknown)
behavior is observed. The considered unit cell (2, is taken as a cube in which the matrix
2 C (2 and the voids (2 \ 2 are placed. The two scales are assumed to be clearly
separated for usual homogenization theory to apply. The displacement field is assumed zero
within the voids. In the given setting the microscopic and macroscopic stress and strain

tensors are related by (see, e.g., Nemat-Nasser and Hord, [1999)

1 1
g = edV + &, E. = /s m(u ®mn)dA, 6.18)
|rztot|/ G ] S em) (

(9] P
o ! (1= f)(o) (6.19)
o = = —_ g s .
| it “

where £, represents the cavity strain due to the deformation of the boundary of the pores and
f denotes the pore volume fraction.

6.3.2 Boundary conditions

For porous metals the investigation of varying stress triaxiality ratios is of interest in order
to find a pressure depend yield criterion for the homogenized porous material. Due to the
constant yield stress on the small scale the application of stress boundary conditions, i.e.,
of anti-periodic traction boundary conditions, is not pursued due to the delicate assessment
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of admissible load increments. In order to still allow for varying stress triaxiality without
constraining the deformation of the material too much a mixed periodic boundary condition
was chosen. The variation of the triaxiality was performed using the real valued parameters
«, 3. For the simulation time ¢ the boundary data for the unit cell calculations is

511(15) téQ(Oé + ﬁ)
o 620
0'12(75) —0'13( ) —5’23(t) = 0.

Here €y > 0 is a prescribed reference deformation rate. The given boundary conditions
imply that the first invariant / and the second invariant J; of the macroscopic strain tensor
are

I(g) = tr(g) = 3pté,, Jo(8) = V/3|atéo|. (6.21)

Using the proposed loading, both, the macroscopic von Mises equivalent stress >, and the
hydrostatic (or mean) stress X.,,,, can be controlled. The latter are defined via

3 1
S = \gn&’“z, S = 5t1(0), (6.22)

where &’ denotes the deviatoric part of &. The nine different tupels («;, 3;) examined in the
following are given in Tab. Alternative stress-based loading conditions are often used to
control the triaxiality ratio during loading (see, e.g., m, ). However, for the more
than 500 simulations considered in this work a sort of mixed periodic boundary condition
was chosen due to its computational robustness.

1 1 2 3 4 5 6 7 8 9
o; | 1.00 | 1.00 | 1.00 | 1.00 | 1.00 | 1.00 | 1.00 | 0.50 | 0.00
B; 10.00|0.05]|0.10 | 0.15 | 0.25 | 0.50 | 1.00 | 1.00 | 1.00

Table 6.7: Load parameters «, 5 used in the simulations

In the finite element simulations the periodicity of the displacement field was enforced us-
ing a linear relation between the displacement of the master and slave nodes on the surface
of the unit cell. A parallel self-written finite element implementation was used to solve the
physically nonlinear problem. Good numerical performance was achieved using the iterative
solver HIPS (http://hips.gforge.inria.fr) for the large linear systems obtained from the dis-
cretization of the linearized constitutive equations. An implicit time integration procedure
based on a backward Euler scheme was used. Due to the absence of hardening, convergence
was hard to attain in all computations. A reason for this is found in the lack of strong el-
lipticity of the incremental Gibb’s potential associated with the material law due to the lack
of isotropic hardening. A line search procedure incorporating the Armijo rule was found to
improve the numerical performance significantly, or to allow for convergence at all. This
holds particularly true for the very small pore fractions which result in largely fluctuating
stress, strain and displacement fields. The path-dependency of the solution is accounted for
by a sufficiently fine discretization of the problem with respect to the simulation time.
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6.3.3 Statistical properties of the microstructures

Three different statistical properties of the microstructures have been analyzed in order to
examine the representativity of the obtained results: (i) the existence of pore clusters, (ii) the
k-nearest neighbor distance and (iii) the two-point correlation of the pores. For the detection
of pore clusters the algorithm used, e.g., by IBlngr_QLalJ (2003) was employed. In order to
find pore clusters, the radius of the non-overlapping spherical pores is artificially augmented
by a positive offset 6 R. Based on a collision detection algorithm chains of interconnected
pores are then identified. The procedure is illustrated in Fig.

Cluster 1

Figure 6.13: Schematic illustration of the pore cluster identification algorithm (two-
dimensional case)

It was found that none of the microstructures showed pronounced clustering. However, al-
most all microstructures show micro-clusters consisting of 2 or 3 pores very close to each
other (Fig. [6.14). The proposed algorithm is only of partial use for high volume fractions
due to the small variation in the pore distance.

Figure 6.14: Pore clusters for f = 1%, N = 20 (6R = 0.3R, left), f = 5%, N = 20
(0R = 0.2R, middle), f = 30%, N = 50 (6R = 0.1R, right); all shown pore clusters consist
of 2 pores, except one at f = 30% (3 pores)

In order to analyze the average pore neighbor relationship of the microstructure, for the pore
indexed i the k-nearest neighbor distance d, is introduced as the minimum distance at which
k neighbors are found (1 < k£ < N). The average value dy over all pores and the standard
deviation o (dy) can be compared for different realizations of the microstructures to judge on
the representativity. Other values of interest are the extremal magnitudes (min./max.) of dy
over all pores.
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Figure 6.15: Average k-nearest distance of the pores for 0.1% (left), 1% (middle) and 5%
pore volume fraction (right); 5 realizations with min./max. values (points), k¥ = 1,...,19;
dashed lines: 30 confidence interval (values normalized with respect to the edge length of
the unit cell)

In Fig. the average value d}, is plotted for five realizations at different volume fractions
(lines), where dj, is given as a non-dimensional value with respect to the length of an edge
of the unit cell. Additionally, the minima and maxima are shown (squares and dots) and the
+30(dy) confidence interval is indicated in terms of dashed lines. For all volume fractions
it is found that both the mean value and the standard deviation of dj, vary only slightly (see
also the statistical data provided in section[3.4). However, some fluctuation in the minimum
and maximum is found. Nevertheless, these fluctuations can be considered negligible. The
results obtained for the other volume fractions are omitted for brevity. They show the same
qualitative results. Due to the presented results the microstructures can be considered to
show similar pore-pore neighbor relations.

The third statistical tool used to evaluate the properties of the microstructure is the two-point
autocorrelation function of the pores. An algorithm based on geometrically exact intersec-
tion of spheres was developed and implemented into a C++ program. Multi-threading was
used to reduce the computational time on shared memory multi-processor systems and near
optimal speed-up was achieved. The autocorrelation function is plotted in Fig. for two
microstructures. It is found that the two-point function is almost directionally independent,
i.e. nearly isotropic. As is known for models of non-overlapping circles and spheres, a re-
gion around the objects exists in which the two-point function is smaller than the asymptotic
value f? at infinity. This property was also found for the examined microstructures.

6.3.4 Mesh density convergence study

In order to assure a sufficient quality of the presented results with respect to the spatial
resolution, a convergence study has been performed on a unit cell for the parameters f =
10%, N = 10. The load case « = 1, § = 0 was chosen as an example. The finest solution
was taken as reference and the response of the other discretizations is related to the last
calculated value of this discretization in Fig. The error with respect to the spatial
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Figure 6.16: Two-point autocorrelation of the pores for f = 1% (left) and f = 10% (right)

discretization is found to decrease monotonically and the difference between two successive
refinement levels tends to zero. With respect to the hydrostatic stress it should be noted
that the reference value was only 3.3736 MPa and the absolute deviations for all meshes
are smaller than 0.5 MPa which equals approximately 1% of Egg’hﬁ. Based on this study
a medium mesh density was chosen for the statistical studies. Moreover, on the basis of
the convergence study the error for the used discretizations is considered small with respect
to other influence factors, such as the variation of the microstructural geometry between
different realizations.

0 0 =

0.005 0.01 0.015 @02 0.025 0.08 0.035 0.005 0.01 0.015 QOZ 0.025 0.03 0.035
. . 611 . . . 611 .

Figure 6.17: Relative error with respect to the asymptotic von Mises equivalent stress (left)

and asymptotic effective hydrostatic stress (right) for the discretizations hq, . . ., hs (asymp-

totic value of the finest discretization taken as reference)
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6.3.5 Asymptotic results

The asymptotic behavior of the porous microstructures is subject of the present investigation.
In order to approximate the asymptotic response of the porous medium, the macroscopic
stress at the end of the simulation time is used. It was verified that all of the taken values
are stationary in the sense that the change in the macroscopic stress tends to zero when the
overall strain loading is increased. In order to do so, the macroscopic von Mises equivalent
and hydrostatic stress are plotted versus the non-dimensional loading time in Fig. It
is found that the stresses are stationary at the end of the simulations. This holds true for all
examined microstructures.
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Figure 6.18: Effective von Mises equivalent stress (left) and hydrostatic stress (right) ver-
sus non-dimensional loading time for f =30% for all nine considered load cases (numbers
indicate load case cf. Table[6.7)

The asymptotic behavior is plotted in the stress space (X, vs. X.,) in Fig. for all
examined microstructures and all nine considered loading directions. The results of the
single pore model for f =0.1% and 30% are also shown. The computed data can be used to
compare analytic models to simulation data and to identify parameters for phenomenological
approaches.

6.3.6 Representativity of the results

By comparison of the single pore models and the random microstructures it can be con-
cluded that for the dilute limit f — 0%, a single pore in a reference cell appears to give a
sufficiently close approximation of the ductile behavior of the examined random isotropic
microstructures. This is not the case for the higher volume fractions. The asymptotic stress
response of examined microstructures at 30% pore volume fraction including 50 pores each
shows a deviation of more than 10% from the single pore model.

In order to verify that the results obtained from the random microstructures are representa-
tive for the different volume fractions, the asymptotic stresses obtained from the statistical
study at a porosity of 20% and using 50 pores are examined closely for the loading path
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Figure 6.19: Calculated asymptotic stress response of the porous microstructures for pore
volume fractions from 0.1 to 30%; the single-pore model is shown for comparison at
f =0.1% and 30%

characterized by a = 1, § = 0.25. The latter was chosen because it shows both, pronounced
deviatoric and hydrostatic stress components. Three different points are investigated: (i)
the convergence with respect to the number of pores, (ii) the convergence with respect to
different types of boundary conditions and (iii) convergence with respect to the ensemble
average of the Monte Carlo study.

Therefore, a new set of random microstructures was created and discretized for f =20% and
varying number of pores (N € {5, 10, 20, 50, 75,100, 150,200}). All these microstructures
are subjected to the indicated loading path and the asymptotic stresses are analyzed. In
addition to the periodic boundary conditions described before, kinematic uniform boundary
conditions were applied to the same cells. A minor modification was necessary in the sense
that the entire displacement on the boundary was prescribed which slightly differs from the
mixed periodic boundary conditions described in section It was verified that both, the
effective shear stresses with kinematic uniform boundary conditions and the effective shear
strains with periodic boundary conditions are close to zero, i.e. that the influence of this
difference can be considered negligible. Indeed, for a representative microstructure, i.e. for
an infinite number of pores, the response given by the different boundary conditions should
be identical. In order to guarantee independence of the fluctuations with respect to the
chosen spatial discretization, rather fine meshes with up to one million degrees of freedom
are used.

The results are shown in Fig. The difference between the two loading conditions for
the same realization is rather pronounced (box and circles) at a low number of pores. This
does particularly hold true for the hydrostatic part of the stress (Fig. right). For higher
pore numbers the differences due to the boundary condition reduce significantly.
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Figure 6.20: Comparison of the asymptotic von Mises equivalent stress (left) and hydro-
static stress (right) for different numbers of pores and boundary conditions; the values of the
statistical study are also shown (gray area: £0 (%) and £o (X))

Moreover, the average value obtained from the statistical study at N =50 is plotted in terms
of a dashed line and the confidence interval of the statistical study given by plus/minus the
standard deviation is indicated in gray. Notably, all computed points with periodic boundary
conditions are found within or close to this range. Additionally, the asymptotic values
for periodic boundary data for the largest unit cell (N =200) do almost coincide with the
averages from the statistical investigation. More precisely, the realizations containing 150 or
200 pores show a deviation of less than 1% in the von Mises equivalent stress and 2% in the
hydrostatic stress from this line. The mentioned points show that the computational results
presented earlier are representative for the respective pore fractions.

Moreover, the average value obtained from the statistical study at N =50 is plotted in terms
of a dashed line and the confidence interval of the statistical study given by plus/minus the
standard deviation is indicated in gray. Notably, all computed points with periodic boundary
conditions are found within or close to this range. Additionally, the asymptotic values
for periodic boundary data for the largest unit cell (N =200) do almost coincide with the
averages from the statistical investigation. More precisely, the realizations containing 150
or 200 pores show a deviation of less than 1% in the von Mises equivalent stress and 2%
in the hydrostatic stress from this line. Interestingly, the effective von Mises equivalent
stress for the uniform boundary conditions is rather close to the solution obtained for the
periodic displacement fluctuation boundary conditions. However, the mean stress is grossly
overestimated.

Surprisingly some of the effective stress responses of the UKBC are softer than for the
PKBC, see for instance ., for N = 5 or N = 10, although they are known to provide
an upper bound for the PKBC. This is due to the fact that the bounding character is not found
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in terms of the stresses, but in in terms of the work per unit volume needed to attain the final
prescribed macroscopic deformation. The latter is computed for the time interval [0, 7] by
virtue to the Hill-Mandel condition

T

T
Wtot:/<a~é)dt:/a-i:dt. (6.23)
0

0

The total work has been calculated for both types of boundary conditions and for all consid-
ered values of V in Fig. While the values found for the periodic solutions is almost
identical for all values of [V, i.e., even for N = 5, the uniform boundary conditions show sig-
nificantly higher values. Further, it is found that for homogeneous displacements prescribed
on the boundary the energy is decreasing with rising N.
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Figure 6.21: Comparison of the work density W, needed to attain the prescribed deforma-
tion for uniform kinematic boundary conditions and periodic fluctuation fields

In addition to the analysis of the effective stress response and the expended work, the local
plastic strain fields are also analyzed. For N = 5 (Fig.[6.22) and N = 200 (Fig. [6.23)) the
computed equivalent plastic strain at the end of the simulation is compared. On the left hand
side the uniform boundary conditions are shown, on the right hand side the field obtained
using periodic displacement fluctuations is plotted. For a small number of pores the plastic
strain fields are largely different for the two types of loading. For N = 200 the effect is
limited to a boundary close region, i.e., the plastic strain found close to the surface is signif-
icantly different. However, the fields found inside of the cell show an excellent agreement.
This leads to the conclusion that for an infinite cell size the two solutions are expected to
coincide almost everywhere with respect to the Borel-Lebesgue measure. Moreover the dis-
crepancies still observed for 200 pores show that the needed cell size to attain this result is
presumingly very large, i.e. it involves thousands of spherical voids.
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Figure 6.22: Accumulated plastic strain for UKBC (left) and PKBC (right) at the final pre-
scribed loading for the microstructure containing 5 pores

Figure 6.23: Accumulated plastic strain for UKBC (left) and PKBC (right) at the final pre-
scribed loading for the microstructure containing 200 pores

The mentioned results show that the computational results presented earlier can be consid-
ered representative for the considered microstructural class.

6.3.7 Local plastic strain fields

The distribution of the accumulated plastic strain field has been analyzed for different loading
conditions and microstructures. Perfectly plastic, i.e. non-hardening, metals tend to form
strongly localizing bands. For instance, |B_11g§Le_LalJ 003 reported a pronounced influence
of the applied hydrostatic load on the dispersion and curvature of the localization zones of
the plastic deformation for periodic unit cells containing 39 pores at a volume fraction of
0.6%. The results of the present study confirm these observations for all examined volume
fractions, see for instance Fig.

In addition it was found that for the higher volume fractions the plastic strain tends to be
more diffuse than for the small volume fractions. The resulting patterns are complex due to
the small distance between neighboring pores with respect to their diameter (Fig.[6.23). At a
porosity of 30%, the diameter of a single pore in an aggregate containing 50 voids is 0.2254
of the edge length of the unit cell. From the analysis of the k-nearest neighbor distance it
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Figure 6.24: Distribution of the equivalent plastic strain at the end of the simulation for three
load cases with @ = 1 and 8 = 0 (left), 0.25 (middle) and 0.50 (right) for a porosity of 1%

is found that within this distance 20 or more pores can be found for all of the considered
realizations. Accordingly, a large amount of pore-pore interactions occur. For the smallest
two porosities, at most one neighboring pore is found within a distance of 2R. The amount
of interaction is, thus, significantly reduced. This is already suggested by the two-point
correlation function (Fig. [&.16)).

Figure 6.25: Distribution of the accumulated plastic strain in a high porosity material (30%);
note the small deflections of the localization bands from 45° due to close neighboring pores
(load case: o = 1,8 = 0); two slices of the entire volume are shown; the deformation is
scaled by a factor of 2;

6.4 Interpretation and discussion

6.4.1 Comparison with analytical models

The computational results shown in Fig. 16.19] have been compared to some of the many
existing analytical approaches. Besides the classical Gurson model M @), the Gur-
son Hashin-Shtrikman upper bound : (1994 |G_a.1;a,]_Qu_an_d_S_uqu_Q]|, [199%), the
Gardjeu-Suquet upper bound , 10_7|) the approach of
M) and the approximation proposed by ) were chosen. The latter is a
phenomenological extension of the original Gurson model by introduction of three coeffi-
cients qi, q2,q3 > 0. The model is commonly referred to as Gurson-Tvergaard-Needleman
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(GTN) model. The relation between the macroscopic von Mises equivalent stress and the
hydrostatic stress is given by

Ve Ym
4 - \/1 + q3f? — 2qy fcosh (q2 ?;J ) (6.24)
F

Of

Notably, the Gurson model is recovered by setting ¢; = ¢o = g3 = 1. Different values for
the coefficients are postulated in the literature (Iﬁa ) with g1 = 1.25 — 2, g5 = 1
and g3 = ¢7. When trying to adjust the coefficients ¢, ¢, g3 to the computed data it was
immediately found that no set of parameters was able to predict all of the calculated asymp-
totic stress responses, see for instance Fig. where the high pore volume fractions differ
significantly from the model predictions. Additionally, g = 1 was found not to reproduce
the actual curves with a sufficient accuracy. In particular, the transition from the edgy shape
for f = 0.1% to the smooth curve for high porosities (>10%) is not possible.
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Figure 6.26: Comparison of the GTN (¢; = 1.5,¢0 = 1,q3 = ¢}), the Gurson-HS es-

timate 11994 %the Garajeu-Suquet upper bound
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Gurson model with the computational results for f = 0.1%, 2.5% (top) and 10%, 30% (bot-

tom); the lower bound of |Sj.m_an_d_Wa.n_é (|_LQ8Q) (by = 0; S&W) is also shown
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For the smaller porosity it was found that all of the other models show almost identical be-
havior (see Fig. top), except for the Gurson model which overestimates the stresses and
the GTN model which is a little closer to the computed values. The consideration of high
porosities (10-30%, Fig. bottom) reveals some differences between the different ap-
proaches. In summary, the stresses are overpredicted by all models, except the GTN model.
The latter does underestimate the stress response for the coefficients determined at the low
volume fractions. Note that all computed points satisfy the lower bound of

), where by = 0 was chosen since for b, > 0 the predicted stresses are even lower. For
low pore volume fractions the bound appears to provide some useful estimates. For higher
porosities the prediction of the stresses is much too soft in comparison with the computa-
tional results and the other analytical models.

6.4.2 Identification of a modified GTN model

In order to overcome the deficiency of the tested models, an adjusted GTN model is proposed
based on the presented computational results. Evidently the coefficients ¢, g2, g3 are not
constant for all volume fractions. It is found that the simple relations

q(f) =0y — 0. f, q(f) = 0, as(f) = (au(f))* (6.25)

are sufficient to reproduce the results for the higher volume fractions while the results for
the low porosities are still approximated to an excellent extent (Fig. [6.27). The three scalar
coefficients identified based on the computational study are ¢y = 1.69,6; = 1,0, = 0.92.
The value 6; = 1 is remarkable.
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Figure 6.27: Adjusted GTN model and computational results

In order to find out the significance of the obtained asymptotic stress response with respect
to the loading history, the time history of simulations at 1 and 30% pore volume fraction is
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shown in Fig. together with the adjusted GTN model. It is found that the simulations
do not describe a straight line in the particular choice of stress space but a rather complex
non-proportional path. Interestingly, all of the calculated trajectories lie close to the adjusted
GTN model, i.e. their position varies almost only tangential to the curve. These results
suggest that the proposed model can describe the inelastic response of the structure at all
stages of plastic loading and not only in the limit case of an asymptotic response.

0.25

Seq [MPa]

AViED'e
C /)\a:0.5,ﬁzl

ol /A al
/7 g i
ol ; = = = A M/*Ea/ﬁ
0 50 100 150 200 250 300
>Ym [MPa]

Figure 6.28: Time history of the nine investigated load cases for f = 1% (left) and f = 30%
(right)
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6.5 Non-uniform transformation field analysis of metal
matrix composites

The NTFA presented in detail in chapterQlis applied to the model microstructures presented
in section B.3.2] The aim is the approximation of the macroscopic constitutive response
of metal matrix composites with particulate reinforcement. While the linear properties
of these materials can be considered to be sufficiently well understood (see for instance
section [6.2] Fritzen and Béhlkd (|29JJ_d)), the effective material behavior in the presence
of physical nonlinearities is subject of many investigations, see for instance the review
article of [Kanoute et al| (2009) or the introductory section of chapter Bl In the following
the computational efficiency of the NTFA for microheterogeneous materials undergoing
complicated loading is investigated. In particular non-uniform and multi-axial loading paths
are considered and the homogenized model is used in large scale structural computations.

6.5.1 Considered microstructures

Microstructure A

The first examined microstructure contains 18.2 volume percent of elastic particles (10 par-
ticles) embedded into an elasto-plastic matrix material. The periodic spatial discretization
is based on the approach presented in section (see also [Fritzen and Bohlkd, 2011d). A
representation of the mesh is shown in Fig.

Figure 6.29: Spatial discretization of microstructure A (73’130 nodes, 52’473 elements) (cf.

ohlkd, 2010H)

For the particles the linear elastic properties of Boron as reported by [Michel and Suguef
) with the Young’s modulus £ = 400 GPa and the Poisson ratio v = 0.2 are used. The
matrix material is assumed to have the elastic parameters £ = 75 GPa and v = 0.3 associated
with aluminum. The inelastic behavior of the metallic matrix material is considered rate-
independent. A von Mises type plasticity law with nonlinear hardening described by

r(q) = owo + hg? (6.26)
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is asserted. The parameters opg = 75 MPa, h = 416.5 MPa and p = 0.3895 representing

aluminum are decided on (cf. Michel and Suquet, 2003). The high degree of nonlinearity of
the yield stress is depicted in Fig.[6.30

22

—180
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60

0 0.02q‘ 0.04  0.06

Figure 6.30: Yield stress (q) versus hardening parameter ¢ for the polynomial hardening

law (&26) (cf. [Fritzen and Bohlkd, 2010H)

The mode identification is performed using an orthogonalization procedure proposed by
Fritzen and Bohlkd (2010H) (see also section[53)) that results in a total of five inelastic modes
for the considered microstructure. The mode identification was performed based on a total
of five inelastic computations. The considered loading directions are

€1 = £0(2e; R e — ey ®ey — ez ® ey), €y = Eo(ea ® ey —e3 @ e3),
E3 =éole1 @ e+ ey ®ey), Ey =éole1 ® e+ ey ®ey), (6.27)
é5 = éo(el X ey +e® 61).

The load amplitude at the end of the simulation time was controlled by the rate €, such that
a macroscopic strain of approximately 5% could be achieved in all computations.

Microstructures B.1I, B.02/3/4, B.E2/3/4
Following the proposal for a morphological anisotropy of the material in section
for polycrystalline aggregates, an anisotropic modification of the particles is used in
i 0 ). Two classes of transversely isotropic affine transformations
with three different amounts of anisotropy are applied to a structure containing 40 particles
(20 % volume fraction) embedded into an elasto-plastic matrix material as for microstructure
A. Example discretizations of the periodic microstructures are shown in Fig.[6.311
For the inclusion phase the properties of SiC proposed by [Chawla et al] ) are taken
(E =400 GPa, v = 0.19). The affine transformations describing the transversal anisotropy
are (A > 1)

A0 0 A0 0
F, )= 0 X2 o |, FN=[0 XxY2 0 : (6.28)
0 0 AY2 0 0 A2

The transformation F',()\) represents oblate microstructures and F',()\) results in elongated
configurations. The three different values two, three and four are considered for A for both,
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Figure 6.31: Finite element mesh of the microstructures B.E4 (top) and B.O4 (bottom) (cf.

|Eritzen and Béhlkd, 2011H)

the oblate and the elongated morphology, in addition to the isotropic structure (i.e., A = 1).
In order to investigate the actual anisotropy, the elongation of each particle in z-, y- and
z-direction is computed. For all microstructures the aspect ratio

I+ 1. 20,
_ 2
T A== (6.29)

of the individual grains is then averaged over all inclusions. The results are shown in Tab.
Notably the grains are highly anisotropic with mean grain aspect ratios of up to 11.58. The
oblate microstructures are labeled B.O2, B.O3 and B.O4. Analogously the names B.E2,
B.E3, B.E4 and B.I are defined for the elongated and the isotropic microstructures, respec-
tively. The numerical testing of the microstructures was performed based on the same kine-
matic loadings applied in the identification process of microstructure A.

oblate elongated
A 2 3 4 2 3 4
A, | 3.852 | 7.639 | 11.581 || A. | 3.343 | 6.338 | 9.849

Table 6.8: Average particle aspect ratios for the oblate and the elongated microstructures (cf.

,20114)




6.5 Non-uniform transformation field analysis of metal matrix composites 135

6.5.2 Comparison to full-field simulations on integration point level
Results for microstructure A

The mode identification procedure used for microstructure A is based on the algorithm de-
veloped by |Eritzen and Béhlkd (2010H) which is described in section B3.3] The coupled
model with the modified normalization condition (M2b) was used. Here ¢ = 0.818 denotes
the matrix volume fraction. In order to assess the capability of the NTFA model to accu-
rately predict the stress response of the microheterogeneous material, the isothermal NTFA
model and the corresponding fully resolved finite element simulation are compared. A non-
proportional strain path of the form

1
—(e1®e —es®ey) 0<t<ls,

1 100s - (6.30)

m(le2®e2—1€3®€3+4(61®63+63®61)) 1 <t<2s,

o
I

is prescribed to both problems, where the reduced model has five independent mode coeffi-
cients and the full-field simulation incorporates approximately 200’000 degrees of freedom
and the additional internal variables. The effective stress tensor of both computations are
compared, where the numerical full-field solution is considered as the reference. A partial
load reversal was enforced by purpose to investigate the behavior of the model under pro-
nounced load path changes.

150- 1401
. 1200 NTFA (513)

full-field (& 1oor

% NTFA (511) m:—, % 60f

&’ AN € a0

ol \full-field (533) ol

100+ full-field (G23)
NTFA (G23)

~150 : : : ] -40 :
15 2 0 05

1 1 115 >
time ¢ [s] time ¢ [s]

Figure 6.32: Time hiStOI'y of 011,022,033 (left) and 012, 013, 093 (rlght) (Cf

|[Eritzen and Béhlkd, 2010H)

All six components of the macroscopic stress tensor are compared in Fig. An excel-
lent agreement was found for all components, although the loading did not match any of the
loading directions prescribed during the identification procedure. The computational effort
for the solution of the homogenized material law is found in the range of sub-milliseconds
per load increment, whereas the full-field simulation requires substantial computational re-
sources in terms of both, CPU time and memory. It can be considered to take several hours,
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such that the order of computational saving is approximately 10°. Interestingly, the compu-
tational effort for the homogenized material depends only on the number of inelastic modes,
i.e., it is completely decoupled from the mesh density of the reference computations that are
used to identify the inelastic modes. Two of the modes are shown in Fig. to illustrate
the heterogeneity of the local fields.

g

Figure 6.33: Plastic strain components 11 of mode 1 (left) and 33 for mode 2 (right) (cf.

[Fritzen and Bohlkd, 2010H)

In addition to the comparison of the global stress response, a relocalization of the fields has
been performed for the non-proportional loading path. The full-field computation and the
fields reconstructed from the homogenized material law are compared in Fig. 6.33

OvM
220 MPa

150 MPa

80 MPa

Figure 6.34: Comparison of the von Mises equivalent stress for the full-field simulation (left)

and the relocalization (right) at the point of the load reversal (cf. [Fritzen and Béhlkd, [2010b)

A good agreement is found for the von Mises equivalent stress. More precisely, the positions
of minimum and maximum stresses are accurately predicted although some quantitative
deviations can be found.

Results for microstructures B.I, B.02/3/4, B.E2/3/4

For the evaluation of the quality of the approximation of the elongated and oblate microstruc-
tures of type B, two different random loadings have been considered. In this study the modes
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OvM
290 MPa

200 MPa

90 MPa

Figure 6.35: Comparison of the von Mises equivalent stress for the full-field simulation (left)
and the relocalization (right) at the end of the simulation (cf. [Fritzen and Béhlkd, [2010H)

are identified based on the Karhunen-Lo¢ve decomposition presented in section Be-
tween 11 and 13 modes have been found for the relative threshold 6 = 10> relating the
largest eigenvalue and the last accepted eigenvalue of the matrix K p- After the system ma-
trices have been determined the intial macroscopic yield surface of the material has been
examined to demonstrate the anisotropy of the effective inelastic behavior for the elongated
and the oblate microstructure in Fig. The influence of the anisotropic particles onto the
inelastic material response is immediately visible from the presented graph.

Figure 6.36: Initial macroscopic yield surface of the elongated (left) and oblate (right) mi-
crostructure for A = 4

For the inelastic testing the two considered loadings are

0.0169 —0.0405 —0.0053

g =1s7" —0.0159 —0.0103 | e;®e;, (6.31)
sym. 0.0392
0.0361 —0.0014 —0.0074

gy =1s"" 0.0401  0.0199 |e; ®e;. (6.32)
sym. —0.0426

Both load paths are prescribed to the homogenized NTFA material law and to the full-field
finite element model in order to evaluate the difference in the macroscopic stress field. A
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good agreement of all stress components was found, see Fig. [6.37] (oblate particles) and
Fig.16.38] (elongated particles).
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Fullfield simulation PSS
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Figure 6.37: Comparison of the components of the homogenized stress tensor between full-
field simulation and NTFA model for the oblate microstructure (left: A = 2, &€ = &, 12

modes; right: A = 3, € = &, 13 modes) (cf. [Fritzen and Bohll L Do ”l)

— Fullfield simulation
---NTFA (11 modes) .7

~—Fullfield simulation -]
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[MPa] (x‘

Figure 6.38: Comparison of the components of the homogenized stress tensor between full-
field simulation and NTFA model for the elongated microstructure (left: A = 2, & = &, 12

modes; right: A\ = 3, & = &, 11 modes) (cf. [Fritzen and Béhlkd, [2011H)

Additionally, the ability of the NTFA to replicate the phase averages of the stress field is

validated. Therefore, the part of the load carried by the matrix is defined via

Cm<o.>gm o
-0

Pm = (6.33)

The load fraction ¢, carried by the matrix is evaluated for each of the three different loadings

é’g = (261 Ke —exRe—e3® 63)0015 Sil, (634)
E,=(e1®ey+e;®e)0.0155 1, (6.35)
é’5 = (61 ®es+e® 61)0015 S_l, (636)

and for each of the seven different microstructures. The time history of the load parameter
is plotted versus the loading time ¢ in Fig.[6.39| (oblate particles) and in Fig.[6.40| (elongated
particles).
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Figure 6.39: Comparison of the load fraction ¢,, of the metal matrix for the macroscopic
loadings &5 (left) €, (middle) and &5 (right) for the oblate microstructures; for comparison
the values of the isotropic structure are also shown (red curves) (cf. |En_tzen_an_d_B_thkd

Ro11H)

The considered loadings represent isochoric tension in the direction of the elonga-
tion/compression axis, shear in the plane spanned by the particle principle axis and the y-
direction and shear in the transverse plane (y-z-plane). The results state a good qualitative
agreement between the NTFA model and the full-field simulation. However, a quantitative
discrepancy was observed for the isochoric tension.
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Figure 6.40: Comparison of the load fraction ¢,, of the metal matrix for the macroscopic

loadings &5 (left) €, (middle) and &5 (right) for the elongated microstructures; for comparison
the values of the isotropic structure are also shown (red curves) (cf. |En_tzen_an_d_B_thkd
Ro111)

Elastic properties

The elastic properties of the examined composites are also analyzed. Therefore, the effective
elastic stiffness tensor C of the periodic unit cell is computed and the directional Young’s
modulus is investigated. The latter is defined for any normalized director d by

B(d) =

1
(dod)-Cldod 3D
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The result is shown for the examined oblate and elongated microstructures in the x-y-plane
and the y-z-plane. Note that x is the direction in which the microstructures are either
stretched or compressed. Hence, the y-z-plane is the transversal plane with respect to this
preferred direction. The results are shown in Fig. (oblate particles) and (elongated
particles).

b
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Figure 6.41: Representation of the directional Young’s modulus £(d) in the z-y plane (left)
and in the y-z-plane (transverse plane; right) for oblate particle reinforced metal matrix
composites for A = 2, 3, 4 compared to the Young’s modulus of the isotropic microstructure

(gray circle) (cf. [Fritzen and Bohlkd, 2011H)

Due to the anisotropic morphology of the reinforcement a significant amount of elastic
anisotropy is found for all particle shapes. For both types of anisotropy the elastic modulus
E(d) is isotropic within the transversal plane. This implies that the microstructure consists
of a sufficient number of particles.

-150 -100 -50 0 50 100 150 -150 -100 -50 0 50 100 150
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Figure 6.42: Representation of the directional Young’s modulus £(d) in the z-y plane (left)
and in the y-z-plane (transverse direction; right) for elongated particle reinforced metal ma-
trix composites for A = 2, 3, 4 compared to the Young’s modulus of the isotropic microstruc-

ture (gray circle) (cf. [Fritzen and Béhlkd, 2011h)
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6.5.3 Assessment of different mode identification strategies

A fundamental ingredient in the formulation of the NTFA is the basis of inelastic modes.
More precisely the prediction of the macroscopic constitutive response of the reduced model
depends on the used mode identification procedure and the numerical tests used therein. In
order to examine the robustness of the method with respect to the used mode identification
procedure, two of the three different strategies introduced in section [3.3 are examined in the
following:

[I11] The Karhunen-Loeve decomposition proposed by [Roussette et all (2009) and applied
by |Eritzen and Bohlkd (2011h).

[I12] The Karhunen-Loéve decqmposition (as in [I1]) with subsequent orthogonalization
with respect to the matrix D°.

The examined material in this test is a particulate MMC with 40 % particle volume based
on a periodic Voronoi tessellation based on 6 Voronoi generators (see also section 3.3.2)).
The elevated particle volume fraction of 40% was chosen to examine the efficiency of the
NTFA with respect to materials with very heterogeneous microstructures. The periodic
discretization of the microstructure consists of a total of 48’006 nodes and 34’025 second
order tetrahedral elements. As before, the particles are assumed elastic with the properties of
SiC and the matrix material is assumed elasto-plastic with the inelastic material properties
described earlier. The discretization of the particles and of the entire unit cell including the
matrix material is shown in Fig.
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Figure 6.43: Periodic microstructure of a metal ceramic composite with 40 vol.% particles

In addition to the two different mode identification strategies [I11] and [I12], two different sets
of numerical experiments were used as input data for the identification process:

[N1] Strain-driven boundary conditions defined the five orthonormal deviatoric loadings
(see appendix [Al)

@) =t)B' (a=1,...,5). (6.38)
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[N2] Stress-driven computations with anti-periodic traction fluctuation boundary conditions
with the prescribed load

9 t)=c(t)BY (a=1,...,6), (6.39)

where B'® denotes an orthonormal basis of symmetric tensors defined in appendix [Al

For the strain-driven computations the norm of the macroscopic strain loading was set
to 5%. The stress-driven computations the load was scaled to a macroscopic von Mises
equivalent stress of 350 MPa. During the numerical experiments it was found that the small
number of particles leads to a non-negligible anisotropy of the mechanical response of the
material.

For both strategies [I1] and [I2] a Karhunen-Lo¢ve based ansatz as proposed by
[Roussette et all (|2ml‘j) was used. A threshold of § = 107° was chosen to select the
eigenvalues of the matrix K, considered in the construction of the modes. The new mode
identification approach presented in section[3.5.4] was based on the thereby identified modes.
First, the mode interaction matrix D° is determined and its real negative eigenvalues are
computed. Then an orthogonal eigenbasis is identified to generate a modified set of inelastic
modes such that the resulting mode interaction matrix has a block diagonal structure. In
the case of one inelastic material the matrix D° is then purely diagonal. After the linear
combination of the modes, which is needed to diagonalize 150, a renormalization of the
resulting plastic strain fields is indispensable. After computation of the induced stress and
strain fields the interaction matrix D° is reevaluated.

For the strain-driven numerical experiments a total of 14 modes was identified. The eigen-
values of the matrix D° of the purely kinematic and the new thermodynamically motivated
approach are compared in Tab. While all eigenvalues are of the same order of magni-
tude, a quantitative variation of approximately 10% is found between the two approaches
despite the same data acting as a basis for the construction.

A A2 A3 A4 As A6 A7
[I1] -28129.3 -26885.8 -25146.0 -24464.3 -23897.5 -7192.9 -6935.0
[12] -24411.9 -24208.3 -24351.8 -24164.0 -26584.1 -7470.1 -6837.5

As Ag Ao A1 A12 A13 A4
[I1] -6393.2 -5871.4 -3574.0 -1941.0 -1907.9 -1622.5 -11934
[I2] -6578.3 -6392.5 -3619.7 -2040.2 -2079.8 -1796.8 -1409.9

Table 6.9: Comparison of the eigenvalues of the matrix DP obtained using the kinematic
mode identification procedure based on the Karhunen-Loeve decomposition ([I1]) and an
orthogonalization of the resulting modes with subsequent renormalization ([12]); all values
are given in MPa

The same procedure as with the strain-driven numerical experiments was performed on
the inelastic strain fields computed using anti-periodic traction conditions. A total of 12
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inelastic modes was found. The eigenvalues of the matrix DO found with [11] and after the
orthogonalization step of strategy [I12] are compared in Tab. The quantitative discrep-
ancy between the eigenvalues found using the both methods [11] and [I2] is slightly smaller
for the stress-driven mode-identification process [N2] than for the deformation-driven
process [N1] presented before. More notably, the spectrum of the modes obtained from the
stress-driven calculations (procedure [N2]) decays slightly faster and is rather clustered (),
to A5, A\g to A1g) in comparison to the ones based on the displacement driven computations
of procedure [N1].

)\1 )\2 )\3 )\4 )\5 )\6
[I1] -27655.0 -26265.5 -25451.7 -24862.9 -23378.7 -5248.1
[I2] -25188.6 -23981.0 -26145.4 -22493.2 -235959 -5238.6

A7 As A9 Ao A1l A12
[I1] -4802.3 -45924  -43774 -40444 -1213.5 -509.3
[12] -4677.2 -4630.9 -4501.8 -4126.0 -1213.1 -525.6

Table 6.10: Comparison of the eigenvalues of the matrix DY obtained using the stress driven
mode identification procedure based on the Karhunen-Loeve decomposition ([I1]) and an
orthogonalization of the resulting modes with subsequent renormalization ([12]); all values
are given in MPa

Accuracy. The computational accuracy of the different strategies was analyzed. Therefore,
the time history of the macroscopic stress tensor determined from the in total eleven different
loading paths are compared to predictions made by the reduced model with the different sets
of modes which are all highly heterogeneous (e.g., Fig. [6.44).
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Figure 6.44: Component !, of the plastic strain for mode 1 ([I1], [N1])

First the five strain-driven tests are examined for the four different reduced material laws.
For all five loading paths the stress components in the direction of the non-zero components
of the applied load € are compared in Fig.[6.45l Within each graph the direction prescribed

macroscopic strain € is indicated. For the first loading path parallel to B'Y the three
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diagonal components of the stress tensor are shown. For the load path in direction B

the 22- and 33- component are plotted and for the remaining loadings the stress component
in the direction of the loading is depicted. Blue curves are associated with the 14 modes
identified from the five strain-driven computations, whereas red curves denote the behavior
of the homogenized material based on the stress-driven identification process. The arrows
within the plots indicate that the strategy [I1] is displayed as a solid line while the new
ansatz [I2] is shown as a dashed line. Dots denote the values associated with the finite
element full-field solution.

First, the agreement between the finite element results and the homogenized material
response is noteworthy. The latter is particularly important since the fields are highly het-
erogeneous (Fig. [6.44)) due to the high particle volume fraction and, further, an anisotropic
response is found. The latter can for example be seen by comparison of the final points of
the first loading path when comparing the stress components 05 and g33. Their ratio is
approximately 1.40 which is a deviation of approximately 40% from the isotropic case for
which 049 = 033. With respect to the basis of inelastic modes used in the different reduced
computations it is found that only minor difference can be observed. These differences were
more pronounced for the first two loading paths. Still the error was always smaller than
11.3%. However, most of the results were closer to the full-field simulations with errors in
the range of 2-5%.

In order to compare the results of the stress-driven computations a slightly different ansatz
was used. The strain history recorded in the full-field simulation was prescribed to the unit
cell model. The thereby obtained results are presented in Fig. Interestingly, all values
computed using the full-field model are replicated by all four different sets of modes and for
all six loadings, although the prescribed loading path was not proportional.

In summary the homogenized material response appears to be largely independent of both,
the used identification strategy and the numerical testing used therein. For numerical reasons
the ansatz [I2] is favorable since it simplifies many of the computational steps involved in
the local Newton iteration considerably. Further, the stress-driven conditions were shown to
yield slightly more accurate predictions of the mechanical response.

In all of the examples considered in this section a significant amount of non-uniformity
was of the resulting fields was observed. It can be exemplified by the heterogeneity of
the plastic strain field which can, e.g., be seen for the first mode ([I1], [N1]) in Fig.
Such non-uniformity highlights the importance of using non-uniform transformation strains.
Notably the non-uniformity increases with the amount of different constituents and with
increased amount of particles in the case of metal ceramic composites and other reinforced
composites in the more general case.
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Figure 6.45: Comparison of full-field simulation (dots) and the results of the reduced model
obtained from the four different mode identification methods
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Figure 6.46: Comparison of full-field simulation (dots) and the results of the reduced model
obtained from the four different mode identification methods
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6.5.4 Structural applications
6.5.4.1 Tension experiment on a dog-bone specimen

The homogenized material model resulting from the NTFA applied to microstructure A is
used in a structural problem. A virtual tension test of a dog-bone type tension specimen is
simulated in ABAQUS/Standard. The geometric model, the spatial discretization and the
boundary conditions applied to the specimen are shown in Fig.

(@)}
—
20
60

Figure 6.47: Three-dimensional tensile specimen: Geometry (unit: mm; left), spatial dis-

cretization (middle) and boundary conditions (right) (Fritzen and Bohlkd, 201 QH)

The force-displacement curve obtained in the numerical experiment is shown in Fig. [6.48
The main objective of this simulation is the validation of the algorithmic tangent operator.
Moreover, the accuracy of the homogenized material response is assessed. Therefore, the
strain history is recorded at an integration point found in the curved transition region of the
test piece (see Fig.[6.49). Based on the recorded data a full-field computation is performed
on the fully resolved unit cell.

The effective stress response found in the structural problem based on the NTFA model
is then compared to the results of the full-field computation. The components of the
macroscopic stress tensor are compared in Fig. A considerable agreement was
found for all components. In particular, the reduced model is also capable to describe
the material response under multi-axial loading. Additionally, the algorithmic tangent op-
erator was shown to lead to an excellent convergence rate of the nonlinear structural problem.

6.5.4.2 Indentation test

In order to examine the capabilities of the NTFA under pronounced discontinuities in

the loading, an indentation test was modeled (see also [Fritzen and Bohlkd, 2010H). A

semi-spherical elastic steel indenter is pushed into a bi-material. The elastic parameters of
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Figure 6.49: Observed integra-

Figure 6.48: Force displacement curve (cf. tion point (cf. IEUIZQn_a.n.d_Bﬂhlkel
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Figure 6.50: Time history of 711, 099, d33 (left) and 71, 713, 023 (right) for the numerical
tension experiment (cf. |EL]_LZ£‘J]_an_d_Bﬂh]kd, )

steel (Young’s modulus £ = 210 GPa, Poisson ratio v = 0.3) are assumed for the indenter.
The bi-material consists of a top-layer made of MMC with the homogenized material law
determined for microstructure A. It covers a homogeneous base-layer made of aluminum
(Fig. lengths are given in mm). For the aluminum bulk material the same properties
as for the aluminum phase in the composite layer are taken. The indenter is subjected to a
total displacement of 0.1 mm equaling 0.5 % of the thickness of the MMC layer (Fig.[6.31)).
Hard contact conditions were assumed in normal direction and a friction coefficient of 0.1
was estimated.

At the end of the indentation process the distribution of the five mode stimulation coefficients
has been captured (Fig. [6.32). A large degree of heterogeneity can be observed. Different
modes are active in different regions. Particularly, multiple modes are active in the entire
contact region.
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Figure 6.51: Geometry of the indentation test and integration point at which the strain path

history is recorded (cf. [Fritzen and Béhlkd, 2010H)

Figure 6.52: Distribution of the mode coefficients at the end of the increment (cut through

MMC layer) (cf. [Fritzen and Bohlkd, 2010H)

Similarly to the previous example, the time history of the stress and strain tensor were
recorded. The integration point data was used to run a full-field simulation on the entire
unit cell. The components of the macroscopic stress tensor of the full-field simulation and
the homogenized material model are plotted in Fig. over time*. Due to the position
of the integration point out of the center of the contact region, the deformation in the first
few steps of the analysis was dominated by neighboring regions that have already been in
contact. Then the area containing nodes directly associated with the integration point get
into contact and a load reversal is observed (Fig.16.33] e.g. 099, 012, 713). Although only five
modes were used in the analysis, the stress predicted by the homogenized material model
shows considerable agreement to the full-field simulation.

During the simulation of the contact problem, the algorithmic stiffness operator derived al-
lowed for good convergence rates. Notably, the homogenized model produced almost the
same results as the full-field simulation while the latter required significantly more load in-
crements in order to converge. This is due to the local deformation getting excessive. The
previous observations underline the robustness of the method in practical applications.

*Due to the non-proportionality of the straining direction a plot with respect to individual strain components
does not appear sensible.
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Figure 6.53: Components of the macroscopic stress: full-field simulation vs. NTFA model
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Chapter 7

Summary and conclusions

In the presented work different aspects of the computational homogenization of the thermo-
mechanical properties of microheterogeneous materials are investigated. The developed
methodology is applied to polycrystalline aggregates, porous metals and particle reinforced
composite materials. The concept of model microstructures introduced in chapter Bl is
used to approximate the complex microstructure of real materials by artificial models. The
statistical distribution of the microstructure is considered based on a parametrization of
the microgeometry using random variables. A particular focus in all of the presented mi-
crostructural geometries is the periodicity of the underlying topology, which has pronounced
implications on the size of the unit cell required to attain statistical representativity of the
results. Algorithms for the periodic spatial discretization of the examined geometries are
developed. They allow for an efficient implementation of the periodicity constraints in the
context of finite element simulations. In order to argue on the representativity of the model
materials, different statistical measures are introduced and evaluated for different structures
with success. Anisotropic modifications of some of the presented model microstructures
are considered. These modifications are used to systematically study the effect of the
morphological anisotropy for elasto-visco-plastic polycrystals and particle reinforced metal
ceramic composites.

The thermo-mechanical multiscale problem is addressed in chapter @l A specialization
for two-scale problems is given and rules for the thermo-mechanical scale transition are
proposed. Different boundary conditions are briefly discussed in order to outline capabilities
of the presented methods for non-periodic unit cells, which can usually not be subjected
to periodic field constraints. For the special case of linear thermal and thermo-elastic
homogenization an algorithm for the computational homogenization is presented.
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A brief reference to (semi-)analytical approaches is given and the problem of the intrinsic
path-dependency of physically nonlinear materials is addressed. In order to homogenize the
behavior of such nonlinear materials it is decided on the Nonuniform Transformation Field
Analysis (NTFA, Michel and Suguel €003, £004); [Fritzen and Bohikd 20094H, 2o10od,

)). The initial representation of the method ‘m, m‘) is reformulated
based on [Fritzen and Bohlkd (2010H) in chapter Extensions for the consideration of
thermo-mechanical problems are proposed and a detailed account for the properties of the
obtained system matrices describing the homogenized material response is given. A weak
point of the method is found in the approximation of the effective yield criterion following
the proposals of M_Qb_@]_an_d_SuqlLQﬂ 2003, 2004). In order to investigate the plausibility
of the coupled and uncoupled model a simple test case is considered. It is shown that the
uncoupled model can lead to pronounced over-predictions of the macroscopic stresses.
Interestingly the theoretic error for a homogeneous model problem is found in numerical
computations on heterogeneous microstructures performed by IM]_thJ__ﬁDd_SJ.LQLLQII 2004).
This reversal is compensated by the coupled model which can be shown to reproduce
the constitutive response of the homogeneous reference material exactly. Based on the
properties of the system matrices a thermo-dynamically motivated post-orthogonalization
procedure is proposed for the mode identification process. In addition, a modified normal-
ization condition is formulated which helps to improve the efficiency for strongly localizing
materials.

With respect to the numerical implementation of the NTFA it is decided on the finite element
method. All operators required in the course of the implementation are described in detail
and three different mode identification strategies are proposed. An algorithm for the implicit
time integration of the constitutive response of the homogenized material model is given for
the backward Euler scheme. An analytical expression for the tangent stiffness operator is
presented and the symmetry of the latter is proven.

The NTFA is applied to particle reinforced composites. A validation of the predictions of
the method is performed based on different random load paths. These are applied to the
fully resolved microscopic unit cell and to the homogenized material and the effective stress
response of both computations is compared. An excellent agreement is found even for the
case of partial load reversal and for loadings that have not been investigated in the identi-
fication process. Moreover, different particle volume fractions from 18.2% up to 40% are
investigated. For all examples the deviations between the NTFA predictions and the full-field
results can be considered small. The computational efficiency of the method is excellent and,
moreover, it is independent of the fine scale mesh size. More precisely, the only parameter
influencing the memory and CPU requirements is found in the number of modes. In all of
the presented examples the latter was found in the range of five to thirteen. With respect
to the mode identification process, three different techniques are examined and a detailed
comparison of the two approaches involving the Karhunen-Loeve decomposition showed
the robustness of the method with respect to the choice of the modes.
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Based on the proposed implicit time integration of the homogenized material model,
user material routines were developed for both, ABAQUS and different self-written finite
element implementations. The efficiency of these routines qualifies the method for the use
in large scale structural computations. Examples for the latter are investigated in terms of
a dog-bone style tensile specimen and an indentation test involving contact. The NTFA
predictions have been validated a posteriori by prescribing the recorded strain history of
selected integration points to the discretized microstructure. The results are then compared
to the model predictions. It was found that even for the complex load case examined in the
indentation test, the computational predictions of the NTFA were accurate in comparison
to the full field results. Additionally, the algorithmic tangent modulus was found to lead
to good convergence rates even for large load increments. A point which is surprising is
that the NTFA in the presented proposal tends to slightly underestimate the macroscopic
stresses in comparison to the full-field computations, whereas many other homogenization
techniques overestimate the macroscopic stress.

Although the capabilities of the NTFA for the examined class of materials are promising,
the method has several limitations defining future scientific challenges. The key problem of
the method is found in the fact that the effective dissipation potential defining the evolution
law for the internal variables is chosen on a phenomenological basis. Whlle the results
for the von Mises plasticity model presented in works by the author ,

|2£mdlﬂ Immbl |29_L1HE> and others (Michel and Suquel, 2003, 2004; [Roussette et all,

), the limitation to isotropic inelastic constituents is a

pronounced dlsadvantage

Although the potential associated with the coupled model of M_Qh_d_an_d_sl].qnd 2003) is

in some sense a heuristic choice, the motivations presented in the current work highlight
that the method is mechanically motivated, but remains an approximation. With respect
to future extensions of the method a generalization with respect to other constitutive laws
is required. This involves the development of a standardized procedure based on rather
weak assumptions on the dissipation potential. The author is confident that the physical
meaning of the system matrices derived in chapter [3] and the bounds derived for individual
components of these matrices will be of use in these generalizations.

With respect to large strain applications the method is not suitable in its present form.
However, the results obtained using the NTFA have revealed the capabilities of order
reduction methods (e.g., Ryckelynck and Benziand, 2010; [Ladeveze et all, 201d) in the
context of computer based homogenization. Surprisingly the scientific community has so
far mostly neglected these methods for multiscale problems. The NTFA has shown that
based on a micro-mechanical concept the efficiency of the order reduction methods can be
significantly improved with respect to computational time and memory requirements, while
a sufficient accuracy of the macroscopic response is preserved.

Its role model character has motivated new developments in the linkage of micro-mechanics
and order reduction techniques. A combination of the capabilities of more general ap-
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proaches such as the hyperreduction method (|R¥gkcl¥n.ck|, 2009, &mkedm_el_aﬂ, 201d;
|R¥Ckel¥nds_an.d_B_enZia.n.e|, |2_0_1ﬂ) with the advantages of the NTFA derived from the micro-

mechanical motivation are subject of ongoing research. This ongoing work raises hope that
the generalization to new constitutive models and possibly large strain formulations is only
a matter of time.

Another approach to computational homogenization was pursued in terms of a large scale
Monte Carlo type study for porous metals. The aim of this study was the systematic com-
parison of many of the existing (semi-)analytical constitutive laws to the response obtained
from high-resolution finite element computations involving periodicity constraints. Based on
the computational data a modification of the popular Gurson-Tvergaard-Needleman model
was identified involving only a single additional parameter. The new model can replicate
the pressure dependency of the yield stress of all of the more than 500 computations at pore
volume fractions ranging from 0.1 to 30% to an excellent extent. Thereby, the capabili-
ties of the identification of both the mathematical structure and the numerical coefficients of
(semi-)phenomenological material models based on numerical experiments are highlighted.




Appendix A

Notation

A.1 General tensorial notation

Throughout the presented work an index free notation for tensors is adopted. First-order
tensors are denoted by lower case letters in bold type-setting, e.g. w, . Second-order tensors
are referred to by bold upper case letters and bold greek symbols, e.g. B, o. For fourth-
order tensors are denoted by A, C and alike. No summation convention is used in this work.
Each of tensor can also be written with respect to a given orthonormal basis e; (i = 1, 2, 3)
according to

3

a=> ae;, (A.1)
=1
3 3

A= Z Z Aijei X Ej, (A2)

i=1 j=1
3 J3 3 3
A=Y D > ) Aueve e e (A3)

i=1 j=1 k=1 1=1

The transposition of second-order tensors in the assumed orthonormal basis is defined by a
permutation of the coefficients A;;

3 3
AT = Z Z Ajiel- & ej. (A4)
=1 j=1
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A tensor satisfying the relation AT = A is called symmetric. Any tensor A can be additively
decomposed by a symmetric Ay, and skew part Ag, according to

A= Asym + Askw- (AS)
For the skew part of A the relation

Askw - - AT

skw

(A.6)

holds. The symmetric part can further be separated into a deviatoric tensor A’ and a spherical
tensor A°

Asym = Al + Aou A, = Asym — Ao, A° = %tr(A)I (A7)

Similarly to the transposition of second-order tensors, the major transposition of fourth-order
tensors is defined by

3

3 3
AT = Z Z Z Z Apijei ® e; @ e ® e. (A.3)

i=1 j=1 k=1 I=1
A tensor C has both minor symmetries, if
Cijri = Cijik = Cji - (4,7, k,1=1,2,3) (A.9)

holds. With the Kronecker symbol

_[ri=j
51-]»_{ 0 it (A.10)

the identity on first-order tensors I and on second-order tensors I are expressed by

3
dije; @ e, (A.11)
i=1 j=1
3 3 3
= YD budieive;@e e (A.12)
i=1 j=1 k=1 I=1

3 3
1

Z Z Z §<5zk5jl + 5il5jk)ei & ej & €L & e;. (A13)

Due to its importance the operators Pi*° and P5° acting as identities on the space of spherical

and deviatoric tensors are also defined

. 1 . .
Pro=cIal, Pio = [f — P, (A.14)
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They are commonly referred to as isotropic projectors. The standard inner products on sec-
ond and fourth-order tensors are defined by the trace operator tr(e) according to

A -B=1tr(A"B), A-B=tr(ATB). (A.15)
These inner products induce the norms

Al =VA-A, IA]]2 = VA - A. (A.16)

The following linear operations on tensors are used without further precision

3 3
Ab=> "> Ajbse;, (A.17)

i=1 j=1
3 3 3 3

ClA] = Z Z Z Z CijriAre; ® ej, (A.18)

i=1 j=1 k=1 I=1
3 3 3 3 3 3
AC=) 333 > > AyuCumei 0 e; @ e, @ e, (A.19)

i=1 j=1 k=1 =1 m=1n=1

For tensors A, C denoting bijective operations on first and second-order tensors respectively,
unique inverse elements A~", C~! satisfying

A'A=1, clc=1I (A.20)

Note that according to the previous definition the tensor I® is not invertible. Therefore, the
inverse of symmetric fourth-order tensors of rank six is defined for convenience according to

clc =T, (A.21)

where C~! and C are both symmetric.

A.2 Special tensorial basis

Symmetric second-order tensors are of major significance in this monograph. Therefore, an
orthonormal basis for these tensors can be defined by (similarly to, e.g., [Federod, [1968)

\

—~
—

BW
B®
B(3) :€3®63
BW (A.22)
B®

)
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For convenience an orthonormal basis of the five-dimensional space of deviatoric tensors is
also defined via

B :§(€1®61—%(62®62+€3®€3)) )

BY = ? (e2®e; — e3® e3)

BY — ? (e1®er+e;®ep) (A.23)
B'W :§(61®eg+eg®el)

B = ? (e2®@es3+e3®e) J

A.3 Vector-matrix representation of symmetric tensors

By virtue to the symmetric basis (A.22), any symmetric tensor A can alternatively be ex-
pressed by a six-dimensional vector A with column components

A, =A-BY (a=1,...,6). (A.24)

Given two symmetric tensors A, D, the following identities hold:

6
Al = [[Afl2 = | Y 42, (A.25)
a=1
. ) ) 6
A~D:ATD:A-D:ZAQDQ. (A.26)
a=1

Further, any fourth-order tensor C having both minor symmetries can be reduced to a six by
SiX matrix notation

(Qap =C-(BY @ BY) = (C)pa (a,8=1,...,6). (A.27)

If C is also major symmetric (CT = C), then the matrix C is symmetric, too. The iden-
tity operator I°* can then be expressed as the six-dimensional identity matrix. Similarly the
projectors P5° and P5° are

111000 2 -1 -1 00 0
111000 -1 2 —-100 0

fso . L] 111000 fso L] =1 =1 2 00 0

A=zl oo0o0o0o00| 273 0 0 0 300/ @®
000000 0 0 0 030
000000 0 0 0 003

Using the presented notation the tensor operation C[A] has an equivalent matrix vector no-
tation

B=C[A] & B=CA (A.29)
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Given symmetric tensors A, B the dyadic product in the presented matrix notation is given
by

C=A®B <« (=AB". (A.30)
The restricted inverse of a minor symmetric fourth-order tensor C is
S=C"' & S=C. (A31)

Finally, the composition of two fourth-order tensors is equivalent to the matrix product

C=AB < (C=AB. (A.32)

A.4 List of abbreviations

FEM finite element method

CpU central processing unit

NTFA nonuniform transformation field analysis
TFA transformation field analysis

POD proper orthogonal decomposition

PGD proper generalized decomposition

GSM generalized standard material

FFT Fast Fourier Transformation

CODF crystallite orientation distribution function
ucC unit cell

VC Voronoi cell

SV standard Voronoi tessellation

HC hard-core Voronoi tessellation

Cv centroidal Voronoi tessellation

MMC metal matrix composite

GTN model Gurson-Tvergard-Needleman model

LA limit analysis

UKBC uniform kinematic boundary conditions
PKBC periodic fluctuation kinematic boundary conditions
MCK model Monchiet-Charkaluk-Kondo model
S&W model Sun-Wang model

Gurson-HS model Gurson-Hashin Shtrikman model
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analysis of the system matrices, [78]
analytical methods,
anisotropic grain morphology,[32]

balance of mass, [13]
Boltzmann continuum, 13
boundary conditions, [[4]

Cauchy continuum, [[3]

Cauchy stress tensor, [[3]

Cauchy’s lemma, [[3]

cavity strain, 23]

centroidal Voronoi tessellation,
Clausius-Duhem inequality, [13]
coupled model (modified),
coupled NTFA model,

deformation gradient, [[1]
displacement gradient, [[T]
dissipation inequality, [L6]
dissipation potential, 7]
divergence,

dual dissipation potential, T7]

effective displacement gradient,
effective strain tensor, 33

effective stress tensor, B3]

entropy, [I4]

evolution of mode activity,

finite element operators,
first law of thermodynamics, 4]
force field,

Fourier heat conduction, 17
free energy, [13

Generalized Standard Materials (GSM), I 7]
gradient,

hardcore condition, 31
heat flux, [I4]

heating, [[4]

Helmholz free energy, [13

implicit time integration,
inelastic modes, [/4]
infinitesimal rotation,
infinitesimal strain tensor,
internal energy, [[4]

internal variables, 14

isotropic hardening potential,

k-nearest neighbor distance,
Karhunen-Loe¢ve decomposition,
kinematic hardening metric,
kinematic hardening potential,

linear momentum, [14]

mass density,

material time derivative,

maximum Feret,

mesh generation (crystal aggregates), 34]
mesh generation (particulate materials),
mesh generation (porous materials),
metal matrix composite, ]

minimum Feret,

mode activity coefficients, [74]

mode identification, §7]

mode interaction matrix,

model microstructures, 21]

modified coupled model,

motion,

multiscale problem, [31]

n-point auto-correlation function,
nonuniform transformation field analysis, [Z1]
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numerical implementation (NTFA),
order reduction methods,

particle reinforced composites, ]
periodic spatial discretization, [34]
periodicity constraint,

porous materials,

second law of thermodynamics,
semi-analytical methods,
specific strain energy, [/

statistical ergodicity, 22l

statistical homogeneity, [22
statistical isotropy, 24

temperature, [[4]

thermal energy,

thermodynamic force,
thermodynamical mode identification,
traction vector, [13]

two-scale problem, 3]

uncoupled NTFA model,

von Mises plasticity, [18]
Voronoi generators,
Voronoi tessellation,
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Most engineering materials show a pronounced heterogeneity on a smal-
ler scale that influences the macroscopic constitutive behavior. In order to
examine this relation, the concept of model microstructures is introduced.
Algorithms for the periodic discretization are presented for use in thermo-
mechanical homogenization based on the finite element method. Polycrys-
talline metals, metal ceramic composites and porous materials are investiga-
ted. The microstructures are used in the Nonuniform Transformation Field
Analysis (NTFA). The NTFA is an order reduction based nonlinear homoge-
nization method with micro-mechanical background. Theoretical and nu-
merical aspects of the method are discussed and its efficiency is validated.
Further, Monte Carlo type simulations on periodic porous aggregates are
performed in order to predict the macroscopic yield surface of such mate-
rials. The thereby generated yield curves are compared to existing models.
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