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A variety of materials, such as biological soft tissues, exhibit large inter-
and intra-subject microstructural variations that cannot be captured
with individual material tests on the macroscopic observation scale. In
such scenarios, multiscale modelling approaches are used instead, which
explicitly incorporate the microstructure and provide macroscopic quan-
tities through suitable homogenisation methods. This enables the de-
scription of biological soft tissue behaviour arising from microstructural
changes, for example, those caused by disease. This thesis, therefore,
deals with the multiscale continuum-mechanical modelling of materials
and the particular application of such methods to the description of skele-
tal muscle tissue. Besides a general introduction to the subject, novel
analytical estimates for the effective macroscopic potential of two-phase,
hyperelastic, incompressible solids are presented. These are based on the
so-called tangent second-order homogenisation method and are applica-
ble for highly nonlinear, anisotropic material behaviour at large strains.
Subsequently, a novel multiscale model for skeletal muscle is presented,
which describes the macroscopic behaviour of soft tissue as a direct con-
sequence of properties at smaller scales, such as the stiffness and arrange-
ment of individual collagen fibres. The methods and models presented
in this thesis are discussed by means of representative examples, thus
demonstrating their merits in comparison to alternative approaches.
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Zusammenfassung

Diese Arbeit beschéftigt sich mit der mehrskaligen Modellierung von Materialien im Rah-
men der Kontinuumsmechanik und der Anwendung solcher Methoden zur mechanischen
Beschreibung von Skelettmuskelgewebe. Zur Motivation seien die folgenden Bemerkung-
en gemacht: Das makroskopisch beobachtete Verhalten von Materialien ist die Folge ei-
nes komplexen Zusammenspiels verschiedenster Phdnomene und Strukturen auf mehreren
Langenskalen. Im Grunde ist demnach jedes Material ein Kompositmaterial mit hochgra-
dig heterogener Mikrostruktur und erscheint nur in einer idealisierten makroskopischen
Betrachtung als homogen. Die kontinuumsmechanische Beschreibung von Materialien er-
folgt meist {iber einen Einskalenansatz unter der Nutzung dieser makroskopischen Homoge-
nitéit. Es gibt jedoch Szenarien, in welchen die Anwendung eines solchen Einskalenansatzes
problematisch und nicht zielfithrend ist. Ublicherweise sind hierfiir unzureichende experi-
mentelle Daten auf der Makroskala verantwortlich, welche jedoch bei der Kalibrierung von
kontinuumsmechanischen Modellen essentiell notwendig sind. Dieser Mangel an validen
experimentellen Daten tritt vor allem bei der Modellierung von biologischem Gewebe, und
insbesondere bei Weichgewebe, auf. Dies liegt daran, dass das Gewebe in vielen unter-
schiedlichen Zustédnden auftreten kann und etwa gesundes und krankhaftes Material grofe
Unterschiede im mechanischen Verhalten aufweist. Bei Skelettmuskelgewebe kommt hinzu,
dass im Korper sehr viele verschiedene Muskeln zu finden sind. Dies fiihrt dariiber hinaus
zu einer groffen Variabilitédt verschiedener Muskeln ein und derselben Person, jedoch eben-
so desselben Muskeltyps unterschiedlicher Personen. Diese Variabilitdten kénnen durch
makroskopische Modellansiatze kaum oder nur schwer erfasst werden und erfordern daher
die Anwendung mehrskaliger Modellansétze, welche die Variabilitdten der Mikrostruktur
direkt miteinbeziehen. Die konsistente Formulierung mehrskaliger Modellansétze im All-
gemeinen und die Anwendung dieser auf Skelettmuskelgewebe im Speziellen sind daher
die Ziele der vorliegenden Arbeit.

Die Arbeit beginnt im ersten Teil mit der Einfiithrung der kinematischen Beschreibung
deformierbarer Kérper im Rahmen der Kontinuumsmechanik fiir groffe Deformationen und
Verzerrungen sowie dem Spannungsprinzip und den materialunabhéngigen physikalischen
Bilanzgleichungen. AnschlieBend werden die grundlegenden Konzepte der Materialtheorie
erlautert, was vor allem die konstitutiven Prinzipien und die Formulierung hyperelastischer
Potentiale miteinbezieht. Diese Betrachtungen sind — im Rahmen der Anwendbarkeit von
Kontinuumstheorien — skalenunabhéngig und allgemein anwendbar. Bei der Mehrskalen-
modellierung werden diese Prinzipien auf mehrere Skalen angewandt, dies wird im zwei-
ten Teil der Arbeit erldutert. Weiterhin werden hierbei statistische Betrachtungen der
Mikrostruktur diskutiert und die grundlegenden Prinzipien des Skaleniibergangs mechani-
scher Groflen eingefiihrt. Basierend auf diesen Ausfithrungen erfolgt die Formulierung ana-
lytischer Methoden zur ndherungsweisen Berechnung der makroskopischen Verzerrungs-
energie von hyperelastischen Kompositmaterialien auf Basis der ,tangent second-order*-
Homogenisierungsmethode. Ein Hauptfokus ist hierbei die Bereitstellung von makrosko-



pischen Groflen fiir faserbasierte Zweiphasenmaterialien, bei welchen die Phasen inkom-
pressibles und anisotropes Materialverhalten aufweisen. Solche Mikrostrukturen sind vor
allem bei biologischen Materialien anzutreffen. Es sei zudem angemerkt, dass die in dieser
Arbeit diskutierten analytischen Homogenisierungsmethoden auf statistischen Parame-
tern der Mikrostruktur beruhen und somit, im Gegensatz zu numerischen Ansétzen, keine
vollsténdige Auflosung der iiblicherweise unbekannten Mikrostruktur benétigen. Hierdurch
sind diese Ansétze besonders fiir die Beschreibung von biologischen Materialien geeignet.
Der zweite Teil dieser Arbeit wird durch einige Erlauterungen zu Homogenisierungsansét-
zen von Fasernetzwerkmaterialien abgeschlossen. Die Methoden sind insbesondere bei der
Beschreibung von Kollagenfasernetzwerken hilfreich, eignen sich in ihrer Methodik jedoch
auch fiir die allgemeine Beschreibung von gummiartigen Materialien.

Aufbauend auf die allgemeinen methodischen Erlduterungen in den ersten beiden Tei-
len, erfolgt im dritten Teil der vorliegenden Arbeit die Einfiihrung eines kontinuumsme-
chanischen Mehrskalenmodellierungsansatzes zur Beschreibung von Skelettmuskelgewebe.
Der grofle Vorteil des neuen Modells liegt darin, dass es vollstindig auf der Beschrei-
bung mechanischer Eigenschaften sowie der Zusammensetzung des Materials auf kleineren
Langenskalen beruht. Im Speziellen wird ein Zweiphasenmaterial vorgestellt. Die beiden
Phasen représentieren darin die Muskelfasern sowie die extrazelluldre Matrix, welche die
Kollagenfasern beinhaltet. Die Unterscheidung zwischen Muskelfaser und der extrazel-
luléren Matrix hat den Vorteil, dass die mechanischen (oder andere) Eigenschaften dieser
beiden Phasen individuell beschrieben werden konnen. Dies ist der grundlegende Unter-
schied zu makroskopischen Einskalenansédtzen und insbesondere von Vorteil, da fiir die
kleineren Léangenskalen oftmals mehr und hochwertigere experimentelle Daten vorliegen.
Die vorgenommene mechanische Beschreibung der beiden Phasen und die verwendeten
analytischen Homogenisierungsansétze resultieren in einem makroskopischen Materialmo-
dell fiir Skelettmuskelgewebe mit acht Modellparametern. Der Vorteil dieser Parameter ist
hierbei ihre direkte mikromechanische Bedeutung. Dariiber hinaus verzichtet der Mehrska-
lenmodellansatz auf jegliche Notwendigkeit der makroskopischen Modellkalibrierung, was
vor allem im Hinblick auf die oft unzureichende Datenlage auf der Makroskala von groflem
Wert ist. Dies ist ein entscheidender Unterschied zu einskaligen Modellanséitzen, deren
Anwendbarkeit durch die notwendige Kalibrierung an makroskopische Daten oftmals ein-
geschrinkt ist. Der in dieser Arbeit vorgestellte Modellansatz ertffnet viele Moglichkeiten,
wobei ein Hauptaugenmerk auf der Modellierung von stark verdndertem Gewebe liegt.
Derartige Verinderungen in der mikroskopischen Struktur gehen oft mit einem krankhaf-
ten und pathologischen Zustand des Gewebes einher. Das préisentierte Mehrskalenmodell
erlaubt es, solche morphologischen Verédnderungen direkt {iber die mikrostrukturbasierten

Modellparameter zu beschreiben.



Abstract

This work deals with the multiscale modelling of materials in the context of continuum
mechanics and the application of such methods for the mechanical description of skeletal
muscle tissue. The following comments should be made as a short motivation: The macro-
scopically observed behaviour of materials is the result of a complex interplay of different
phenomena and structures on several length scales. Each material is therefore a composite
material with a highly heterogeneous microstructure and only appears homogeneous in an
idealised macroscopic view. The continuum-mechanical description of materials is usually
done by means of a single-scale approach using the macroscopic homogeneity. However,
there are cases in which the use of such a single-scale approach is no longer appropri-
ate. Insufficient macroscopic experimental data are usually responsible for this. However,
these are essential for the calibration of continuum-mechanical models. This lack of valid
experimental data especially occurs when modelling biological tissues, in particular soft
biological tissues. This is due to the fact that the tissue can appear in many different states
and that, for example, healthy and diseased material exhibits great differences in material
behaviour. When treating skeletal muscle tissue, it additionally has to be considered that
there are many different muscles in the body. This further leads to a large variability
between different muscles of the same person, but also between the same muscle type of
different persons. These variabilities can hardly be captured by macroscopic single-scale
modelling approaches and therefore require the use of multiscale modelling approaches
that directly include the variability of the microstructure. The consistent formulation of
multiscale model approaches in general and the application of these to skeletal muscle
tissue in particular are therefore the goals of the this thesis.

The thesis begins in the first part with the introduction of the kinematical description
of deformable bodies in the context of large-strain continuum mechanics as well as the
stress principle and the material-independent physical balance relations. After that, the
basic concepts of material theory are explained, which especially includes the constitutive
principles and the formulation of hyperelastic potentials. These considerations are inde-
pendent of the scale (as far as continuum theories are considered) and generally applicable.
In multiscale modelling, these principles are applied to several scales, which is explained in
the second part of this thesis. Furthermore, statistical considerations of the microstructure
are discussed and the basic principles of the scale transition of mechanical quantities are
introduced. Based on these explanations, analytical estimates for the macroscopic strain
energy of hyperelastic composite materials are formulated. The estimates are based on the
so-called tangent second-order homogenisation method. A main focus here is to provide
estimates for two-phase fibre composites in which the phases have incompressible and an-
isotropic material behaviour. The investigation of such microstructures is of particular
importance when modelling soft biological tissues. It should also be noted that the ana-
lytical homogenisation methods discussed in this work are based on statistical parameters
of the microstructure and therefore, in contrast to numerical approaches, do not require a



complete resolution of the usually unknown microstructure. This makes these approaches
particularly suitable for the description of biological tissue. The second part of this thesis
is completed by some explanations on homogenisation techniques for materials made of
fibrous or chain-like networks. The methods are very suitable for the description of colla-
gen fibre networks, but their methodology is also applicable for the general description of
rubber-like materials.

Based on the general explanations of the first two parts, the third part of this thesis
is concerned with the detailed introduction and discussion of a multiscale continuum-
mechanical modelling framework for the description of skeletal muscle tissue. The key
feature of this model is that the macroscopic material response is entirely based on the
mechanical description of the material characteristics and composition on smaller scales.
In detail, a two-phase model is proposed and the two phases were identified as the muscle
fibres and the extracellular matrix (the collageneous tissues). Differentiating between
muscle fibre and extracellular matrix has the advantage that the mechanical (or other)
properties of the two phases can be described individually, as opposed to a macroscopic
single-scale modelling approach. This is beneficial as there often exist more comprehensive
and higher quality experimental data for microscopic constituents than on the macroscale.
The descriptions of the phases and the application of analytical homogenisation schemes
entails a constitutive muscle model for the macroscopic behaviour of skeletal muscle tissue
with eight model parameters. The key advantage of this approach is that the parameters
have direct microstructural meanings. Moreover, this novel modelling approach does not
require any calibration on the macroscale, on which data obtained from experiments are
rather uncertain. This clearly differentiates the proposed model from single-scale material
models, in which the material parameters are obtained (and limited) through extensive
macroscopic calibration to experimental data. The new modelling framework offers great
potential for a variety of applications, in particular for scenarios where the microstructure
of the muscle tissue undergoes morphological changes. Such structural changes are often
associated with diseases and pathological conditions and can be directly included in the
model through the adaption of the respective microstructurally-based model parameters.
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1 Introduction

Mechanics is an important area of physics and represents a valuable tool for the descrip-
tion of most diverse phenomena in materials across various scales. From an engineering
perspective, by mechanics one means the field of classical mechanics and leaves behind the
physical theory of quantum mechanics. Thereby, it is the aim to describe and mathematic-
ally capture physical phenomena, which are in the field of classical mechanics especially the
motion of and the forces upon a physical object. The historical development and founda-
tion of the field is closely related to the names of ISAAC NEWTON (1643-1727), LEONHARD
EULER (1707-1783), and JOSEPH-LOUIS LAGRANGE (1736-1813), of course next to many
others. The extension of the concepts of classical mechanics to the three-dimensional field
theory of continuum mechanics as it is known nowadays relies on the remarkable contribu-
tions of, for example, AUGUSTIN-LouUIs CAUCHY (1789-1857) and AuGUSTUS EDWARD
HoucH LOVE (1863-1940) on the mathematical description of elasticity as well as on the
foundation of rational thermodynamics, especially by CLIFFORD AMBROSE TRUESDELL
(1919-2000). The subsequent developments in the 20th century brought a unified non-
linear theory for the description of deformable bodies at large strains and combined the
material phenomena of elasticity, viscosity, and plasticity. Thereby, the key assumption of
continuum mechanics is that an object is continuous and one disregards the real compos-
ition of materials made of discrete atoms. Hence, continuum theories, which are grouped
under the general term continuum physics, are usually applicable at length scales larger
than interatomic distances, which is in the magnitude of angstroms (1 A = 107 m). Fur-
thermore, since it is rigorously based on field equations, modern continuum mechanics is
not limited to purely mechanical problems, but can be connected to other classical field
theories, like electrodynamics, in order to describe multiphysics problems. If mechanical
principles and methods are employed to investigate biological materials and tissues, one
arrives at the subdiscipline of biomechanics. This field is probably as old as mechanics
itself and, for instance, already LEONARDO DA VINCI (1452-1519) shaped the idea of
bionics or biologically inspired engineering, which aims in understanding biological prin-
ciples and subsequently transferring them to engineering systems. In the modern era, the
combination of the achievements of continuum mechanics and the biomechanical ideas es-
tablished the term continuum biomechanics. Undoubtedly one of the pioneers of this field
was YUANG-CHEN FUNG (1919-2019). In the second part [143, p. vii] of this seminal
book series on biomechanics, he gave a very vivid statement on what this field is and has
as its object:

“Biomechanics aims to explain the mechanics of life and living. From molecules to
organisms, everything must obey the laws of mechanics. Clarification of mechanics
clarifies many things. Biomechanics helps us to appreciate life. It sensitizes us to
observe nature. It is a tool for design and invention of devices to improve the quality
of life. It is a useful tool, a simple tool, a valuable tool, an unavoidable tool. It is a
necessary part of biology and engineering.”

This directly points out that biomechanical problems affect phenomena across the scales—
from molecules to organisms—and that it depicts a classical interdisciplinary field at the
intersection of biology and engineering. The applications of modern continuum biomechan-
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ics are numerous and cover areas such as bionics and its development to tissue engineering
as well as the modelling of prosthetic devices. The core, however, is the modelling and
simulation of biological tissues, which are usually categorised into hard (mineralised) tis-
sues, like bones, and soft tissues, such as skins, arteries, blood vessels, muscles, tendons,
and ligaments. From a practical point of view, the general procedures and steps for the
continuum-mechanical description of a biological material do not differ from the ones for a
non-biological material and one can employ the same concepts and methods. A meaningful
continuum-mechanical description of a physical object, be it biological or non-biological,
always requires the awareness of what kind of phenomena shall be investigated and de-
scribed, and, in turn, the identification of the scale on which the desired results appear.
This scale is referred to as the observation scale. In brief, one has to know what one wants
to achieve with the modelling process. With this at hand, the modelling process consists
of (i) the formulation of the required governing equations of the problem and, as a neces-
sary subsequent step, (ii) the formulation of appropriate constitutive equations and the
collection of reliable experimental data in order to be able to close the mechanical problem
and to (iii) solve the resulting initial-boundary-value problems. Especially the second step
including the formulation of constitutive relations is not always straightforward and leads
to the motivation of this thesis.

1.1 Motivation

Continuum-mechanical principles can be employed for the modelling of phenomena in ma-
terials at various length scales. In engineering applications with man-made materials, like
steel and rubber-like materials, as well as in many biomechanical studies one aims to in-
vestigate phenomena which appear on the scale of millimetres or larger. This is frequently
referred to as the continuum-mechanical macroscale. Phenomena and quantities on this
scale are called macroscopic. As outlined above, the formulation of continuum-mechanical
models is not completed by having the governing equations in terms of physical balance
principles. Rather, the crucial subsequent step is the formulation of constitutive relations
and the calibration of those to experimental data. During the last decades, the increasing
number of continuum-mechanical applications for various material types led to a countless
number of most diverse analytical constitutive relations. If those constitutive equations
are appropriately calibrated to reliable experimental data on the macroscopic scale, which
is in this case the observation scale, one ends up with a single-scale model. Such models
are well-founded and usually result in fast, efficient, and easy-to-implement formulations
in a numerical setup. However, there exist cases in which such approaches are no longer
suitable. There are a number of reasons for this. For instance, they can be categorised
as experimental issues (ei) if no reliable multi-axial experimental data exists to properly
calibrate the (possibly anisotropic) constitutive model, (eii) if the experimental data only
describes one specimen or subject and is not representative for the whole material type,
or (eiii) if the conditions of the experimental setup do not represent the conditions under
which the model shall be investigated. If any (or even several) of those reasons holds
true, the use of a single-scale modelling approach and the meaningfulness of the thereon
based results become limited and questionable. A possible remedy to this problem is to
apply a multiscale modelling approach. Thus, instead of making use of experimental data
only on the observation scale, a multiscale approach also takes into account data from
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smaller scales. Ideally, this shifts the constitutive modelling and the calibration step from
the data-poor macroscale to data-rich(er) smaller scales. Of course, such an approach
only makes sense if the data on the smaller scales is of better quality. Consequently, a
multiscale approach in this context always has to be accompanied with appropriate upscal-
ing and homogenisation steps, such that the results become available on the macroscopic
observation scale. Multiscale models which are a consequence of the experimental issues
(ei)-(eiii) are rather “implicitly” motivated and the multiscale aspect is in this case an
auxiliary tool to overcome the issues at hand. Besides that, there might be a more “expli-
cit” motivation for applying multiscale models. Reasons for that stem from an application
point of view and exist, for example, (ai) if more understanding of the small-scale effects
is desired, (aii) if localisation effects require small-scale considerations, (aiii) if one aims
to construct an optimal macroscopic behaviour by specifically manipulating small-scale
components, (aiv) if one wants to predict the macroscopic response due to structural vari-
ations on smaller scales. Under these circumstances, the observation scale is no longer
clearly defined, because phenomena on at least two scales are then of interest and the
interconnections between the scales move into focus.

Hence, multiscale modelling approaches serve as powerful tools, either as pragmatic
auxiliary tools or as sophisticated tool for a deeper investigation of phenomena across
scales. However, we emphasise that multiscale models are not better than single-scale
approaches by definition. They demand for considerable effort in the modelling process,
such as the need for reliable upscaling and homogenisation methods, and usually increase
the complexity of the resulting models. In turn, the higher complexity eventually entails
higher computational costs when solving actual problems. Further, it always has to be
reminded that modelling on more than one scale plus capturing interscale effects directly
results in the need of more modelling assumptions. While a single-scale approach smears
all small-scale effects and we might thus say that it accounts for them in an intrinsic
manner, a multiscale approach actually has to resolve small-scale effects and requires
more information and more knowledge about a system. In conclusion, there has to be a
clear justification, such as the exemplary reasons above, to use multiscale models instead
of a single-scale approach.

In this work, the previously outlined principles and findings are elucidated with the ex-
ample of the continuum-mechanical modelling and investigation of skeletal muscle tissue.
This soft biological tissue is part of the musculoskeletal system and depicts the decisive or-
ganic system for the establishment and control of voluntary movement of the body. Skeletal
muscle tissue is a complex material in which characteristic structures across various scales
give rise to the macroscopic behaviour. Thereby, the most prominent feature of muscles is
their ability to convert chemical energy into elastic energy and mechanical deformations
due to neural stimulations, which is referred to as the active behaviour of muscles. Those
mechanisms take place in the sarcomeres, which are also called the contractile units and
are the smallest functional unit inside the muscle fibres. In turn, the muscle fibres are the
characteristic structural component of muscle tissue. They run through the muscle in an
aligned manner and are surrounded by the second characteristic structure: the extracellu-
lar matrix. Very important components of the extracellular matrix are the collagen fibres,
which typically provide stiffness and stability in biological tissues. The multiscale aspect
of skeletal muscle tissue becomes obvious when noting that sarcomeres appear on length
scales in the magnitude of about 2 um = 2 x 10~°m and collagen fibres in the magnitude
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of about 100nm = 10~ m, while the material response on the macroscopic scale is in
the range of millimetres or centimetres. A deep understanding and the reliable predic-
tion of the occurring deformations and inner forces in the muscle material is fundamental
for a variety of applications, such as, for example, the design of prosthetic devices, the
analysis of human movement, the investigation of tissue behaviour under diseased condi-
tions, and many more. However, capturing the mechanical behaviour and the interplay
of the complex small-scale structures in skeletal muscles within a single-scale continuum-
mechanical modelling framework is a challenging and yet mainly unresolved task. This
is due to several reasons, in particular because obtaining comprehensive (ideally in-vivo)
experimental data for the proper calibration of macroscopic constitutive material relations
is extremely difficult or even impossible. For instance, referring to issue (ei), there are
experimental studies which observed that muscle tissue shows its stiffest tensile response
in the muscle fibre direction [344], transverse to the muscle fibre direction [471], or in a
45° angle to the muscle fibre direction [338]. Thus, it is impossible to capture the mac-
roscopic material symmetry conditions in a reliable manner, since different experiments
predicted different such properties. Of course, this is related to the issue (eii) and the
strong inter- and intra-subject variations in skeletal muscle tissues. This means that the
mechanical properties of skeletal muscle tissue can be very different between different
muscles of one person (subject), hence, between different muscles in the different body
regions. Moreover, muscle properties may be very different for one muscle type in differ-
ent persons. Hence, one experimental sample is usually not representative for the whole
material class of skeletal muscles. It would require many different experimental tests to
capture these tissue-inherent variations. However, since this is not available, capturing
the inter- and intra-tissue variability of biological tissue within a single-scale continuum-
mechanical modelling framework is hardly possible. In addition to the issues (ei) and (eii),
also point (eiii) holds true for skeletal muscle tissue and for soft biological tissues in gen-
eral. Since in-vivo material testing of biological tissues is not (at least not non-destructive)
possible, experiments have to be performed ex-vivo. Yet, as soon as a biological tissue
is extracted from its natural environment it may undergo severe structural changes. For
instance, dehydration is a frequent problem during tissue extraction and sample prepar-
ation. Thus, material tests on such samples eventually show a very distinct mechanical
behaviour compared to the biological tissue in the living body. Summarising, all of the
previously outlined experimental issues are present for skeletal muscle tissue and clearly
justify and even require the application of a multiscale modelling approach and the direct
incorporation of small-scale effects. Apart from overcoming the issues related to the in-
sufficiency of macroscopic experimental data, a multiscale modelling approach for skeletal
muscle tissue at the same time offers a lot of novel and powerful possibilities. While (aiii)
obviously does not apply for biological tissues, all the other application-based points hold
true. For instance, related to (ai), a multiscale approach can offer a direct connection
between macroscopic deformation states and the associated deformation of structures at
smaller scales, such as the stretch in collagen fibres. In skeletal muscles and soft biological
tissues in general, the recruitment of collagen fibres due to macroscopic deformations is a
critical aspect. Such considerations directly lead to point (aii), because the information
of localised stresses and strains on smaller scales allow to model for example failure of the
respective structural elements. However, maybe the most interesting aspect is related to
(aiv) and the possibility of predicting the macroscopic material response due to variations
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of the small-scale structures. This is a crucial aspect when dealing with the modelling of
living tissues, as they are eventually subject to significant morphological changes across
the scales. Reasons for such changes are manifold and can be, for example, growth of the
biological tissue due to exercise or loading as well as atrophy due to numerous diseases
or post-operative immobilisation. Single-scale macroscopic modelling approaches cannot
be used to describe the macroscopic behaviour subject to such structural variations in a
natural way, which means without the calibration of the model to macroscopic experi-
mental data. Such data, however, cannot be acquired in an in-vivo, subject-specific way
for every specific variation of the muscle tissue. In contrast, there exists an impressive
amount of experimental data reporting on small-scale changes of skeletal muscles, which
in a multiscale approach can be directly included.

1.2 Objectives and contextualisation of this thesis

Encouraged by the preceding explanations, this thesis mainly focuses on two aspects,
namely, the investigation and appropriate extension of analytical nonlinear homogenisation
methods and, based on that, the introduction of a novel multiscale model of skeletal muscle
tissue. These objectives shall be clarified in this section. Since this thesis relies on a broad
fundament of previous scientific works and studies in the fields of, in particular, continuum
mechanics, biomechanics, and experimental biology, the novel aspects of the work are
embedded in the context of historical and recent works. Further relevant references are of
course provided directly in the text throughout this thesis.

1.2.1 Micromechanics and homogenisation

The consideration of multiscale models gives rise to the need of appropriate scale-bridging
methods. For the way from smaller to larger scales, this leads to the concept of upscaling
and homogenisation methods. This work is rigorously based on the principles of continuum
mechanics, such that even the smallest scales are still significantly larger than interatomic
distances. There are methods that bridge the atomistic to continuum scales, such as
the so-called quasi-continuum methods, see TADMOR ET AL. [469] as well as TADMOR
& MILLER [468] and Popio-GuipucLr [372], but this is not the purpose in this work.
Scale-bridging in multiscale continuum mechanics is closely linked to the term (continuum,)
micromechanics, which is often referred to HiLL [211], see also ZAour [524]. This term can
be given the general meaning of describing methods which predict the large-scale material
response on the basis of a direct modelling and incorporation of small-scale structures.
The focus of this thesis is on the treatment of elasticity problems, which is reflected in
the following literature review. However, most of these methods can be straightforwardly
extended for the treatment of viscosity, plasticity, or general multiphysics problems.

Analytical homogenisation of linear-elastic materials The fundamental contribu-
tions of VoiaT [495] and REUSS [398] can be considered as a starting point for the con-
temporary continuum-mechanical treatment of multiscale problems. They assumed equal
deformations and equal stresses, respectively, in the heterogeneous small-scale structures
and thereby provided rigorous upper and lower bounds for the effective macroscopic prop-
erties for certain material classes. In the context of polycrystals, the Voigt—Reuss-bounds
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are also referred to as Taylor-Sachs bounds due to TAYLOR [475] and SacHs [412]. The for-
mulation of optimal bounds and envelopes for the effective large-scale behaviour for classes
of materials with specific small-scale characteristics is a fundamental auxiliary tool for the
appraisal and validity check of homogenisation methods. Important contributions to this
topic were provided by, for example, FRANCFORT & MURAT [132]. The fundamental basis
of almost any sophisticated homogenisation method are the so-called inclusion problems,
which aim to provide solutions for the effective behaviour to the problem of isolated inclu-
sions embedded in an infinite matrix medium. First works by EINSTEIN [114] considered
rigid inclusions, whereas the outstanding work of ESHELBY [122] generalised the problem
to elastic ellipsoidal inclusions and represents an important ingredient of a lot of sub-
sequent methods. HASHIN & SHTRIKMAN [I85] provided a further milestone in the field
by introducing a wvariational procedure for the estimation of effective properties and the
concept of suitably chosen polarisation fields relative to a homogeneous comparison mater-
tal. The thereon based Hashin—Shtrikman upper and lower bounds formulated by HASHIN
& SHTRIKMAN [I80, [187] significantly improve the Voigt—Reuss bounds. Further, the key
concept of scale-bridging, be it in terms of the inclusion problem, the variational proced-
ure or following nonlinear methods, is the existence of a suitable representative volume
element and the consistent formulation of boundary conditions and admissible small-scale
fields which satisfy the Hill macro-homogeneity condition due to HILL [214]. A further
important class of analytical estimates is obtained by applying self-consistent schemes,
formulated by, for example, HERSHEY [202], KRONER [264], BUDIANSKY [62], and HILL
[211]. While classical inclusion problems consider that the inclusions are surrounded by
a matrix with prominent morphological role, the self-consistent schemes assume that the
inclusions are embedded in the a priori unknown effective material itself and negate the
occurrence of a distinct matrix. Closely related to this idea are the estimates by HASHIN
& ROSEN [184] for composites with composite sphere assemblage microstructure and, in
analogy to that, by HASHIN [I81] for composites with composite cylinder assemblage mi-
crostructure. Further, MORI & TANAKA [342] and BENVENISTE [31] provided estimates
which approximate the self-consistent scheme well for specific scenarios but may deliver
unphysical results in other cases.

Homogenisation of nonlinear materials The field of scale-bridging and homogenisa-
tion for materials with nonlinear material behaviour can be separated into the numerical
methods and analytical methods. The former rely on the resolution and discretisation of
the geometries and the solution of proper boundary-value problems on each considered
length scale. This can be achieved by multiscale-finite-element-methods such as the ones
proposed by GHOSH ET AL. [161], SMIT ET AL. [447], MIEHE ET AL. [330], GEERS ET AL.
[154], or SCHRODER [422]. Two-scale versions of these models are usually referred to as
the FE2-method. Besides that, Fourier-based methods, making use of fast Fourier trans-
forms, were proposed by MOULINEC & SUQUET [345] and MICHEL ET AL. [327]. The
formulation of appropriate boundary conditions for the small-scale problems satisfying
the Hill macrohomogeneity condition is fundamental for all those numerical approaches.
In the field of analytical homogenisation, a basic step was made by OGDEN [360] in provid-
ing nonlinear versions of the Voigt—Reuss upper and lower bounds, which are applicable
to finite elasticity. In the same spirit, the pioneering work of WiLLIS [518] generalised
the variational principles of HASHIN & SHTRIKMAN [I85] to nonlinear elasticity. Doing
so, a nonlinear heterogeneous material can be related to a homogeneous reference ma-
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terial by utilising appropriate polarisation fields. This idea was further developed in the
works of TALBOT & WIiLLIS [472] and WiLLIS [519]. Further, based on the introduc-
tion of new variational principles, PONTE CASTANEDA [374], B75] suggested the concept
of a linear heterogeneous comparison material or linear comparison composite, see also
SUQUET [465] and OLsoN [365]. With this fundamental concept, the effective properties
of a nonlinear heterogeneous material can be obtained from the homogenisation problem
of a suitably chosen linear heterogeneous material. Thus, the above mentioned linear
techniques keep their elementary importance and the ideas from there remain the core
of a large number of nonlinear homogenisation methods. Moreover, TALBOT & WILLIS
[473] proposed a hybrid variational principle combining the polarisation fields of WIL-
LIS [518] with the concept of the linear comparison composite of PONTE CASTANEDA
[374], which in the elasticity case introduces the idea of a linear thermoelastic comparison
composite. In view of some inherent restrictions and shortcomings of these variational
principles, PONTE CASTANEDA [376] proposed a new variational homogenisation method
which gave rise to a whole class of so-called second-order methods. The original ver-
sion relied on the second-order Taylor expansion of the underlying nonlinear potentials
and naturally resulted in the formulation of a linear thermoelastic comparison composite.
This method was given a rigorous variational interpretation in the subsequent works of
PONTE CASTANEDA & WILLIS [384] and PONTE CASTANEDA & TIBERIO [382], which
demonstrated that the principles represent a further generalisation of the hybrid method
of TALBOT & WiLLIS [473]. The fact that the comparison composites are based on the
tangent moduli of the nonlinear behaviour suggested their designation as tangent second-
order (TSO) methods. An improved version for incompressible materials was presen-
ted by AVAZMOHAMMADI & PONTE CASTANEDA [19]. However, the tangent choice is
only an approximation and the second-order methods were subsequently developed with
the goal of finding optimal choices for the linear comparison composites. This led to
the generalised second-order (GSO) method by PONTE CASTANEDA [377] and LOPEZz-
PaMiEs & PONTE CASTANEDA [298] 299] as well as the most recent version, the fully-
optimised second-order (FO-SO) method by PONTE CASTANEDA [379, B80] and FURER
& PONTE CASTANEDA [I47]. Second-order methods were successfully applied for the
description of many different materials and microstructures. For fibre composites, LA-
HELLEC ET AL. [272] formulated second-order estimates for periodic microstructures with
cylindrical fibres and incompressible phases, while BRUN ET AL. [61] provided estimates
for the same type of microstructures but considering compressible phases. For composites
with randomly distributed cylindrical fibres and incompressible phases like the ones that
are at the focus of this contribution, AGORAS ET AL. [4] formulated accurate and easy-to-
use second-order estimates for isotropic phases with generalised Neo-Hookean (/;-based)
strain-energy functions. Moreover, for composites with Neo-Hookean phases, DEBOTTON
ET AL. [92] provided an elegant estimate that is based on the sequentially laminated
(SL) homogenisation procedure. Further, LOPEZ-PAMIES & IDIART [297] generalised the
results of DEBOTTON ET AL. [92] and included an additional Jy-based anisotropic fibre
energy contribution. However, none of these homogenisation methods is applicable if the
phases exhibit generally anisotropic behaviour. In particular, we are not aware of any
estimates for the effective response of hyperelastic composites with anisotropic matrix
phase. Yet, such a scenario would be of great interest for biological materials, in which,
for instance, aligned collageneous structures cause highly direction-dependent behaviour
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in the matrix phase. By further noting that biological materials are usually assumed to
be incompressible, we arrive at the following objectives and aspects:

e Formulation of analytical estimates for two-phase hyperelastic fibre composites with
random microstructures and anisotropic phase behaviour

e Performing asymptotic analyses to obtain the consistent expressions of the estimate in
the limits as fibre and matrix become incompressible

e Formulating a constrained variational principle for the description of incompressible
inclusions by introducing an appropriate Lagrange functional

e Usage of generic deformation gradients for the case of transversely isotropic phases and
a thereon based reduction of the homogenisation to solving for four scalar unknowns

e Demonstrating the consistent linearisation of the estimates by recovering corresponding
linear-elastic estimates

e Providing closed-form analytical expressions for phases where the isotropic part is Neo-
Hookean

Homogenisation of fibrous or chain-like networks Special scale-bridging and ho-
mogenisation methods are employed if the small-scale of a material can be modelled as a
network of chains or fibres with a certain orientation in space. This is especially the case
for two material classes: Rubber-like materials with their underlying structure of polymer
chain networks and (soft) biological tissues which consist of certain collageneous network
structures and different types of collagen fibres. For the case of rubber-like materials, this
problem was discussed in the fundamental works of TRELOAR [481] and TRELOAR & RiID-
ING [483] and led to the formulation of the full network model, see also WU & VAN DER
GIESSEN [522]. The essence of this multiscale modelling approach is the parametrisation
of single chains in terms of spherical coordinates and the subsequent assignment of an
energy potential for each space orientation. The homogenisation step represents an aver-
aging procedure in terms of an integration over all space orientations. Conceptually the
same method was proposed by LANIR [275], 276] for the modelling of collageneous fibre net-
works, however without referring to the earlier network models for rubber-like materials.
A modelling approach which basically led to the same structure of equations is referred to
as microplane model. Tt was formulated by BAZANT & OH [25] for concrete and was later
generalised by CAROL ET AL. [73]. Further terms for the network models used in the liter-
ature are the very natural designation microsphere model, formulated in the seminal work
of MIEHE ET AL. [329], as well as the pragmatic term angular integration model. The con-
tinuous distribution of chains (or fibres) over the space orientations is usually accounted for
in a stochastical manner by means of a orientation density function. Rubber-like materials
commonly have a uniform chain distribution, while the consideration of the nonuniform
case is essential in collageneous tissues, which often show preferred alignments of fibres. If
the continuous distributions degenerate to some discrete orientations, the network models
simplify to formulations like the earlier published three-chain model of JAMES & GUTH
[247] and WANG & GuTH [505]. Moreover, the classical network models contain an af-
finity assumption for the deformation of the space orientations. In contrast, there also
exist non-affine formulations, such as the variational-based non-affine microsphere model
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by MIEHE ET AL. [329], the homogenisation scheme based on a maximal advance path
constraint by TKACHUK & LINDER [477] as well as the models based on a variational
energy relaxation by CHEN ET AL. [76] and GOVINDJEE ET AL. [I70]. Moreover, certain
discrete versions of network models have a non-affine character as well, such as the four-
chain models of FLORY & REHNER [I31] and TRELOAR [480] and the eight-chain models
of ARRUDA & BovcCE [13] and KrROON [266]. In the field of biomechanics, full network
have been successfully employed for the modelling of, for instance, tendons and ligaments
by HURSCHLER ET AL. [234], articular cartilage by FEDERICO & HERZOG [127] and ATE-
SHIAN ET AL. [I5] as well as blood vessels by ALASTRUE ET AL. [7]. In a similar fashion,
microplane models have been suggested by CANER & CAROL [69] for blood vessels and
CANER ET AL. [70] for the intervertebral disc. In this thesis, the use of a network model
for the collageneous tissue in skeletal muscles encourages the investigation of transversely
isotropic distributions of the collagen fibres. A theoretical investigation of this scenario
consequently leads to the following investigations and extensions to the existing network
models:

e Formulation of analytical expressions for the macroscopically-driven fibre stretches in
affine network models

e Introduction of a fully invariant-based formulation for affine network models with trans-
versely isotropic fibre distributions

e Implementation of high-order Lebedev- and Sloan—Womersley-type numerical quadrat-
ure schemes for the integration over the orientation space of the network model

Stochastical modelling of single chains/fibres and fibre bundles An element-
ary aspect in network models is the modelling of single chains and fibres. In line with
the historical origin of the network models, the first elementary contributions treated the
entropic-elastic nature of polymer chain molecules in rubber-like materials and lead to
the formulations based on Gaussian statistics in the works of KUHN [268] 269] and based
on non-Gaussian Langevin statistics in the works of KUHN & GRUN [270] and JAMES &
GuTH [247]. Those concepts rely on the composition of the single polymer chains out of
highly uncorrelated rigid bonds, which serves well for the description of rubbers. For the
characterisation of collagen fibres, the occurrence of higher correlated bonds in the un-
derlying collagen molecules suggested the use of concepts like the worm-like chain model
by KRATKY & POROD [261] and its development by MARKO & SiGaGIA [315]. Network
models for soft biological tissue based on a worm-like chain description of collagen fibres
were for example proposed by GARIKIPATI ET AL. [149], KUHL ET AL. [267], ALASTRUE
ET AL. [7], and MENZEL & WAFFENSCHMIDT [32I]. However, it was pointed out by
BUEHLER & WONG [64] and GARIKIPATI ET AL. [I50], amongst others, that the purely
entropic elasticity description of the worm-like chain model is not able to capture the
energy-elastic behaviour of collagen fibres at higher stretches, where the initially highly
crimped collagen fibres become straight and the stretch-based energetic elasticity becomes
dominant in comparison to the bending-based entropic elasticity. Hence, alternative mod-
els for collagen fibres were proposed, such as the elastica-based model of GARIKIPATI
ET AL. [I50], a microstructurally-based approach by GRYTz & MESCHKE [172] as well as
the comprehensive multiscale approach by MACERI ET AL. [306] which couples the nano-,
micro-, and macroscale. Further, studies linking the atomistic and continuum scales were



10 1 Introduction

performed by BUEHLER [63] and GAUTIERI ET AL. [152]. Those studies consider the whole
deformation process of collagen fibres including bending stiffness at lower, stretching stiff-
ness at higher stretches and the transition in between. However, a reasonable assumption
is to neglect the bending contributions and to solely account for the stretching stiffness
in terms of a spring-like quadratic energy potential which comes into play when the fibre
deformation exceeds a certain threshold stretch at which the fibres become fully uncurled.
Such formulations were proposed by, for example, LAKE & ARMENIADES [273], DECRAE-
MER ET AL. [93] as well as LANIR [275], 276]. These energetic energy formulations are
usually accompanied with stochastical descriptions for the threshold stretch distribution
in terms of a undulation (or waviness) distribution function. This concept can be inter-
preted either as a description of an actual aggregate of several fibres, a fibre bundle, with
different threshold stretches or as the appropriate ensemble average of a space orientation
in network models in line with the concept of a representative volume element. A variety
of well-known probability functions has been suggested for the definition of undulation
distributions, such as, for instance, the beta distribution by AVAZMOHAMMADI ET AL.
[18], CHEN ET AL. [76], GINDRE ET AL. [163], LOKSHIN & LANIR [294], SVERDLIK &
LANIR [467], WEISBECKER ET AL. [510], the gamma distribution by SACKs [413] and
BiscHOFF [30], or the Weibull distribution by HURSCHLER ET AL. [234]. The incor-
poration of such probability functions naturally leads to an integral formulation, which
eventually leads to some cumbersome expressions in combination with network models,
since this leads to triple integrals. In order to overcome this aspect, this thesis has the
following aims:

e Reformulation of the integral expressions for the stochastical modelling of space orient-
ations with undulation distribution functions into convolution-based expressions

e Derivation of novel stochastical-based fibre energies based on closed-form solutions of
the convolution expressions for beta- and triangularly distributed fibre undulations

1.2.2 Continuum biomechanics and muscle modelling

The field of continuum biomechanics covers a huge variety of subdisciplines and applica-
tions, of which this thesis treats the special field of soft tissue mechanics and particularly
skeletal muscle modelling. Pioneering contributions in this field are the early works of
Funag [142, [146], in which he showed the characteristic J-shaped relationship between
tensile strain and the associated stress in soft biological tissues and gave first overviews
on possible applications and possibilities of biomechanical investigations, respectively.
Thereby, the J-shaped strain-stress relationship with its flat toe region at lower strains
and the stiffening effect at higher strains is typical for a majority of soft tissues and
loading scenarios and shows up across different possible observations scales. Presumably,
F'UNGs magnum opus [I45] on the mechanics of living tissues and the follow-up textbook
[143] represent the most comprehensive overviews on the various biomechanical applica-
tions. However, as discussed in the very interesting review article of HUMPHREY [232],
the developments in modern continuum biomechanics go hand in hand with the general
concurrent progress in finite (in)elasticity theory.

Muscle modelling In the field of skeletal muscle modelling, much credit should be
given to the pioneering work of HILL [207] which established the field of the so-called
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Hill-type muscle models. As also outlined in the comprehensive review paper of ZAJAC
[523], such models have a one-dimensional character. The extension of those models to
three-dimensional formulations is strongly connected to the developments in the theory of
fibre-reinforced materials, as presented in the seminal works of SPENCER [455], [457] and
further works by, for instance, WEISS ET AL. [511] and Q1u & PENCE [393]. Subsequently,
three-dimensional, transversely-isotropic models, which assume that the muscle fibres ex-
hibit a reinforcing characteristic, were proposed by, for instance, MARTINS ET AL. [319],
JOHANSSON ET AL. [249], OOMENS ET AL. [367], BLEMKER ET AL. [47], ROHRLE ET AL.
[407], ROHRLE & PurLaN [408], BOL ET AL. [54], EHRET ET AL. [I12], HEIDLAUF &
ROHRLE [193], and SHARIFIMAJD & STALHAND [435]. Moreover, the very special feature
of skeletal muscles is their ability to convert chemical into mechanical energy due to neural
stimulations. This is commonly referred to as active behaviour and various ways have been
suggested for the incorporation of this behaviour into continuum-mechanical models. A
pragmatic approach is the introduction of an additional stress contribution which repres-
ents the active behaviour. This is commonly referred to as active stress approach. An
alternative method is based on a multiplicative decomposition of the deformation gradi-
ent into elastic and inelastic parts, which was originally proposed by LEE & Liu [281] in
the field of elastoplasticity. By considering the inelastic part as the active muscle con-
tribution, so-called active strain models were proposed by, for example, KONDAUROV &
NIKITIN [257], MARTINS ET AL. [318], NARDINOCCHI & TERESI [349], STALHAND ET AL.
[462], HERNANDEZ-GASCON ET AL. [201], GOKTEPE ET AL. [164], and PEZZUTO ET AL.
[370]. In both approaches, the active contributions can either have a macroscopic con-
stitutive character or can incorporate detailed multiscale activation dynamics. The latter
models are usually based on the pioneering works of HODGKIN & HUXLEY [216] on the
modelling of the electrical behaviour of the membrane of excitable cells and HUXLEY [235]
on the cross-bridge theory, which explains the mechanism in the sarcomeres during ac-
tivation. Comprehensive models which incorporate such multiscale activation dynamics
and coupled chemo-electro-mechanical effects were formulated by, for instance, ROHRLE
ET AL. [407] and HEIDLAUF & ROHRLE [193]. Much more references and details on the
microscopic activation dynamics and muscle modelling in general can be found in the
review papers of SMITH ET AL. [453] and ROHRLE ET AL. [409)].

Multiscale approaches in biomechanics Multiscale continuum-mechanical ap-
proaches, which link small-scale structures with the macroscopic material response, have
been proposed for numerous biological tissues and applications. For example, HURSCHLER
ET AL. [234] proposed a multiscale model for tendons and ligaments, MARINO & WRIG-
GERS [314] for tendons, MACERI ET AL. [306], CHEN ET AL. [76], MARINO & VAIRO
[312] for general collageneous and fibrous tissues, MACERI ET AL. [307] for arterial walls,
RICKEN ET AL. [400] for the liver, and EHLERS & WAGNER [110] for the brain. Further-
more, the microstructural effects of osteoarthritis in cartilage were studied by MABUMA
ET AL. [305], multiphase bone-cement injection processes by BLEILER ET AL. [46], and
the incorporation of the mechanical behaviour of the giant protein titin into the overall
behaviour of skeletal muscle tissue was investigated by HEIDLAUF ET AL. [192]. The
majority of multiscale investigations on the mechanical behaviour of biological tissues is
based on the description of the underlying protein structures. It is due to protein, in
particular collagen networks and structures, that biological tissues often show a highly
hierarchical structure with clear construction across the scales, as outlined by FRATZL &
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WEINKAMER [135]. Such hierarchical structures can be detected in soft as well as in hard
biological tissues, such that multiscale studies have also been frequently suggested, for ex-
ample, for bone tissue, see HELLMICH ET AL. [199] or REISINGER ET AL. [397]. In the field
of skeletal muscle modelling, multiscale approaches for the description of the mechanical
behaviour have been rarely used. However, such models have a high potential to signific-
antly improve this field of research. For example, it would be beneficial to have multiscale
models which predict the macroscopic material symmetry properties in a bottom-up char-
acteristic solely based on the responsible small-scale structures, since recent material tests
by TAKAZA ET AL. [471], BOL ET AL. [53] as well as MOHAMMADKHAH ET AL. [33§]
provided experimental evidence that the theory of fibre-reinforced materials is an inappro-
priate framework for the macroscopic modelling of skeletal muscles. Basically all of the
few multiscale muscle models at hand follow the basic idea of describing the muscle as a
two-phase material consisting of muscle fibres and collageneous tissue. This is essentially
what FUNG [145], ch. 9] proposed in his fundamental book on biomechanics. Based on this,
a continuum-mechanical multiscale muscle model was proposed by SPYROU ET AL. [459)
and further developed by SPYROU ET AL. [460]. However, a major drawback of these
studies is the very simple description of the collageneous network which does not account
for general loading conditions. This is also the case for the structural model of GINDRE
ET AL. [163], which is in addition to that not consistently formulated within the framework
of continuum mechanics. Furthermore, purely microscale-based studies without multiscale
characteristic were proposed by SHARAFI & BLEMKER [434] and VIRGILIO ET AL. [494].
Hence, in order to improve the field of muscle modelling and to overcome limitations
of existing approaches, first versions for a comprehensive multiscale muscle model based
on analytical homogenisation methods were given in a series of proceedings by BLEILER
ET AL. [40, 41], 42, 43]. These studies were followed by BLEILER ET AL. [44], in which
a first complete version of a novel microstructurally-based muscle model was presented.
The detailed derivation of this model based on the previous general explanations about
multiscale modelling is one main goal of this work. This includes:

e Introduction of a novel multiscale continuum-mechanical modelling framework for the
description of skeletal muscle tissue

e Usage of this framework to formulate a novel microstructurally-based two-phase model
of the passive behaviour of skeletal muscle tissue

e Introduction of a detailed fibre network model for the extracellular matriz based on the
parametrisation of the helical fibre arrangement of the collageneous tissues in muscles

e Deriving effective macroscopic energies and stresses based on an affine Voigt-type and
a non-affine TSO-based approach

e Providing a comprehensive literature review on the microstructurally-based model para-
meters

e Showing the capabilities of the model to predict the anisotropic characteristics of skeletal
muscle tissue observed in experiments without applying constitutive assumptions on the
macroscale
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1.3 Outline of this thesis

Following this introductory chapter, this thesis is structured as follows.

Part [I] introduces the basic concepts and fundamentals of continuum mechanics and
material theory.
Chapter 2| provides the basic knowledge on the large-strain kinematical description of a
continuous, deformable body and appropriate deformation and strain measures. This is
followed by the introduction of the concept of stress and the material-independent physical
balance relations.
These explanations are continued in Chapter [3] where we present the basics of material
theory and outline the process of constitutive modelling in continuum mechanics. The
chapter starts with the formulation of the basic boundary-value problem of continuum
mechanics and introduces the constitutive framework as well as the resulting restrictions
upon the constitutive equations obtained from basic thermodynamical principles. This is
followed by further topics, such as the discussion of variational principles in continuum
mechanics, the invariant theory, linearisation conditions and some examples for analytical
strain-energy functions.

Part [I1) is concerned with the field of continuum micromechanics and the concepts of
multiscale modelling and homogenisation.
The basic concepts of multiscale modelling and, in particular, the formulation of different
scales, are introduced in Chapter [4 It directly builds up on Part [l and transfers the
kinematical and constitutive concepts to the multiscale framework, which means that sep-
arate boundary-value problems are formulated on the micro- and the macroscale. This is
followed by explanations on the statistical description of the microstructure of a material.
Further, the scales are connected by means of an appropriate scale transition of the de-
formation and stress measures and an extremum principle for the effective energy on the
macroscopic scale is introduced.
In Chapter [5], we present estimates for the effective strain energy of a hyperelastic com-
posite in the pre-bifurcation state by means of the tangent second-order homogenisation
method. After a general formulation of the method, the estimate is specialised to the de-
scription of two-phase fibre composites with random microstructures and incompressible,
anisotropic phase behaviour. In this context, asymptotic analyses are carried out to obtain
the consistent expressions of the estimate in the incompressible limits of the two phases.
Further estimates for some specific composite types are presented in Appendix [C]
In Chapter [6] basic concepts and associated homogenisation techniques for fibrous or
chain-like networks are discussed. This is essential for the treatment of collageneous tis-
sues.

Part [[IT] introduces a novel multiscale framework for the microstructurally-based model-
ling of skeletal muscle tissue. Subsequently, the muscle fibres and the extracellular matrix
are identified as the two most important structural components of the muscle and a two-
phase model is formulated.

A detailed discussion of the relevant scales and the microstructural characterisation of
skeletal muscle tissue is provided in Chapter 7| This is followed by the constitutive mod-
elling of the two phases. In particular, a detailed fibre network model for the extracellular
matrix based on the parametrisation of the helical fibre arrangement of the collageneous
tissues is introduced. This is followed by the derivation of effective macroscopic energies
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and stresses based on an affine Voigt-type and a non-affine TSO-based approach.

In Chapter [8] we provide a comprehensive literature review on the microstructurally-based
model parameters and show the capabilities of the model to predict the anisotropic char-
acteristics of skeletal muscle tissue observed in experiments without applying constitutive
assumptions on the macroscale.

Chapter [9] concludes this thesis and presents an outlook on possible applications and
future extensions of the discussed methods.

Moreover, basics on the herein applied mathematical notation, basic rules of tensor
calculus and further mathematical topics and details that complement the explanations in
this thesis are provided in Appendix [A] and Appendix [B] Further remarks and results
on the tangent second-order homogenisation estimates presented in Chapter [5| are given
in Appendix [C]



Part 1

Continuum Mechanics
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2 Fundamentals of Continuum Mechanics

This chapter introduces the basic concepts of continuum mechanics, in particular the
material-independent kinematical relations and balance principles. In this regard, con-
tinuum mechanics represents a three-dimensional field theory for the description of de-
formable bodies. A complete review of the field is not the scope of this chapter, it rather
provides the fundamentals to the extent required for the remainder of this work. More
comprehensive overviews can be found, for example, in the textbooks of TRUESDELL
[488], TRUESDELL & NOLL [490], OGDEN [362], SMiTH [448], MARSDEN & HUGHES [316],
HovrzaPrEL [221], and the references therein.

2.1 Kinematics

Starting point is the description of the kinematical relations and geometric mappings of a
material body £ that is subject to finite deformations and strains. Thereby, the material
body represents a physical object and is mathematically described as a coherent manifold
of an infinite number of particles (or material points) & € A.

2.1.1 Motion of a body

At a certain time t € 7 = [ta, tg] C R4, the material body % occupies a Euclidian space
B, C R3, which is called a configuration of the body. The bijective placement

3
%t'{%xyagtmz 2.1)

2 -z = Z(2)

maps each particle & € £ of the material body to a Euclidian point & € B;. A sequence

of configurations, parametrised by the time ¢, describes the motion of the material body. It

proves useful to define an arbitrary reference configuration By at time ¢y and the according
reference placement

B — By CR?

Xy { 0 (2.2)

P — X = %0(@),

which allows to identify each particle &2 by its reference position vector X. Since &
inherits from &; the property of being a bijective map, we are able to identify the material
point & = %O_I(X ) by its referential position using the inverse map %0_1. In addition
to the reference configuration, one designates a current or actual configuration B at time
t and introduces the placement

ngg—)BC’R}
X : (2.3)

(X,t) » x = x(X,1),

as the deformation map from the reference to the current configuration. The placement
x has the essential feature of mapping material points & from their referential position
X in By to their respective current position @ in B and is thus referred to as point map.
The inverse deformation x ™! allows to identify the referential position X = x~!(x,t) of
a particle by means of its current position . Moreover, quantities living in the reference
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configuration are often labelled as material or Lagrangean whereas quantities in the cur-
rent configuration are labelled as spatial or Eulerian. We further want to introduce the
difference between current position & and the referential position X as the displacement
vector u = — X.

2.1.2 The deformation gradient

The placement x (X, t) provides the map of material points & and, thus, of the material
body % between the reference and the current configuration. In addition to that, know-
ledge about further geometric mapping mechanisms beyond the point map are of interest.
Therefore, the gradient of the placement x (X, t) with respect to the reference position X
is introduced as the second-order tensor

F(X,t):= w = Vxx(X,t) = Grad[x(X,?)]. (2.4)

It is referred to as the deformation gradient. In (2.4), the notations Vx () and Grad[(-)]
denote the gradient of a quantity (-) with respect to reference positions X. The deform-
ation gradient is the key quantity for the description of local deformations in finite-strain
kinematics and will further play an essential role in scale-transition approaches of mech-
anical quantities in Part [[I, Since the deformation mapl] x is bijective, the deformation
gradient F' has to be invertible and entails the condition .J := det[F| # 0. Therein, the
common notation J for det[F] refers to its designation as the Jacobian. For the initial
state at time t = t(, the current and reference configurations coincide, which means that

F‘t:to =Grad[X] =1 and det[F]|,_, =det[I]=1. (2.5)

t=to

Thus, the non-zero requirement for the (continuous) Jacobian is strengthened to the con-
dition

J =det[F] > 0. (2.6)
It is further remarked that the deformation gradient F' excludes information on rigid-
body translations, which becomes obvious when formulating a general deformation map
x(X,t) = f(X,t) + c(t). Then, it can be seen that only the X-dependent part f
contributes to the deformation gradient, while for the constant translation Grad[c] = 0.

Tangent and line map The natural feature of the deformation gradient is to transform
material tangent or line elements to their spatial counterparts. To demonstrate this, a
material curve C (¥) C By and the according spatial curve é(1,t) C B are defined, both
parametrised by and being differentiable with respect to a parameter ¥ € R. It is then
straightforward to introduce a material tangent vector T = dC(9)/d¥ to the material
curve C(¥9) as well as the spatial tangent vector £ = dé(¥,t)/dd to the spatial curve
¢(9,t). If material and spatial curves refer for identical ¥ to the same particle &2, they are
linked by é(9,t) = x(C(9),t). By consulting the chain rule and recalling that X = C(¥)
at a fixed ¢, the spatial tangent vector can be formulated as

. dé(@,t)  dx(C(9),t) dC ()
D= =7 w d

Tt shall be remarked that the deformation map x(X,¢) and quantities based on the map, like the de-
formation gradient F'(X,t), are generally dependent on the reference position X and the time t. However,
the arguments are omitted for the sake of a compact notation when there is no danger of uncertainty.

~

= Grad[x (X, )] FX HT(X). (2.7
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Thus, the deformation gradient acts as a tangent map:

F { TxBo = Tab. (2.8)

T—t=FT,
where T'x By and T,B denote tangent spaces of the material and the spatial domain,
respectively. Considering a slightly different notation, the tangent vectors T' and £ can
be related to infinitesimal line elements dX and da in the reference and the current
configuration, respectively. With this, together with the invertibility of F', the tangent map
can be formulated as the classical covariant push-forward and pull-back transformations
of line elements:

de =FdX and dX =F 'dx. (2.9)

Normal map The material surface S (X) = ¢ C By is introduced as a level set with ¢
being a constant scalar value. An according spatial surface s(x) = ¢ C B shall refer to
the same level set and is obtained via the deformation map x, hence, §(x) = $(x(X,1)).
Through use of standard vector calculus, surface normal vectors are given by the gradient
of a level set and we can define the material normal vector N = Grad[S(X)] and the
spatial normal vector i = grad[$(x)], where grad[(-)] = J(-)/0x is the derivative of (-)
with respect to the current position . Using the chain rule, one obtains

A(X,t) = grad[s(z)] = grad[3(x(X,1))] = grad[S(X)]

= grad7[X]Grad[$(X)] = F7(X,t) N(X), (2.10)

where grad[X] = V,X = (0x/0X)! is identified as the inverse deformation gradient
F~!. With this, the normal map is given by

TxBy — T:B
FT. { X7 T e (2.11)

N—n=FTN,

where Tx By and T;B denote cotangent (dual) spaces of the material and the spatial
domain, respectively. The map - represents a contravariant push-forward transform-
ation, whereas the associated contravariant pull-back transport is given by N = FTn

Area map At the intersection of two material curves, C; (19) C By and C(y)(v) C By,
the cross product of their respective tangent vectors T( and T (2) defines a material vector

dA = T( X T(Q) of an infinitesimal area element. Subsequently, a spatial area vector is
given by da = t (1) X t( 2) as the cross product of the spatial tangent vectors t y and t
By use of the tangent map ([2.8)) and the very elegant notation of the double (tensor) cross
product, see Appendix one obtains

da = 1?(1) X 5(2) = FT(l) X FT(2) = % (FX(F) (T(l) X T(Q)) = COf[F] dA, (2.12)

and the cofactor cof[F| = (F'x F')/2 of the deformation gradient is identified as the area
map. The push-forward and pull-back transformations of area elements are thus given by

da = cof[F]dA and dA = cof[F]| 'da. (2.13)
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Volume map Considering now the intersection of three material curves, C’(i)(ﬁ) C By
with ¢ = 1,2,3, an infinitesimal material volume element dV = (T(l) X T(Q)) . T(g) is
defined as the scalar triple product of the three associated material tangent vectors ’f'(i).
In analogy, a spatial volume element dv = ( (1) X t E f(g) is formulated in terms of the
scalar triple product of spatial tangent vectors ¢; Usmg once more the tangent map .
and the double cross product notation yields the relatlon

dv = (fn) x E) E@ = (FTa) x FIy) - FT) (2.14)
¢ [(FxF) - F| (T x Tw) - Tzy = det[F]dV '
and the determinant det[F| = [(F'x F') - F|/6 of the deformation gradient is identified as
the volume map. Thus, the push-forward and pull-back transformations for infinitesimal
volume elements are given by

dv = det[F]dV and dV =det[F] 'dv, (2.15)

respectively. Material interpenetration and unphysical deformations are excluded through
restriction ((2.6)).

2.1.3 The Cauchy—Green tensors, stretch, and shear

After having introduced the tangent and line map, it is of interest to formulate measures
which quantify the deformation. To do so, we first consider the scalar product of two
spatial line elements da and make use of the line map (2.9)):

de-de=FdX -FdX =dX -F'FdX =dX -CdX — C=F'F. (216)

Therein, the second-order tensor C € SYM(3) is introduced as the right Cauchy—Green
deformation tensor, where SY M is the class of symmetric tensors. In a similar fashion,
starting with the square dX - dX of material line elements, the left Cauchy—Green tensor
B = FFT € SYM(3) is presented. For physical reasons, the Cauchy—Green tensors are
positive definite. In addition to rigid-body translations, which are already disregarded
by the deformation gradient, the Cauchy—Green tensors exclude contributions from rigid-
body rotations as well. This is easy to show by considering the deformation gradient F' to
be a pure rotation tensor R € SO(3), where SO(3) is the special orthogonal group and
implies that R™' = RT and det[R] = 1. Then, C = F'F = R"TR = R™'R = I and,
equivalently, B = RR" = RR™! = I. This shows that the Cauchy-Green tensors have
for pure rotations at any time t the same value than for the reference state at to. This
feature makes these deformation measures well-suited as a basis for stress calculations.

Stretch To quantify the local deformation in a certain direction of the material body
B, the length |f| = |FT| of a spatial tangent vector t is related to the reference length
|T| of the associated material vector T'. If T' is assumed to be a unit vector with |T'| = 1,
we can introduce the stretch

MX,tT) = Mp(X 1) = [E(X,0)] = |[E(X, 1)

X (2.17)
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in direction T' at the reference position X and time ¢ as Euclidian norm of the spatial
vector . Note that no difference will be made between the notations s and ;. It is
visible from that the right Cauchy—Green tensor C' is involved in the calculation of
the stretch X. This is not surprising when recalling that C was introduced in by
means of the square of line elements, which resembles a squared stretch. Consequently,
the stretch inherits from C' the independence on rigid-body deformations (translations and
rotations). It is common to differentiate three different states of stretch and a material is
called extended if A > 1, unstretched if A =1, and compressed if 0 < A < 1, whereas zero
and negative stretches are not possible due to the positive definiteness of C.

Shear and reorientation To measure the motion of two material directions relative to
each other, the material angle C:)(X7 T(l), T(Q)) and spatial angle é(X, t; T(l), T(g)) between
two material tangent (unit) vectors T(l) and T(g) and their according spatial counterparts
f(l) and 5(2), respectively, are introduced through the relations

e ~ -t -C
cos[©] = T(1y-Tpy and cos[f] = W @ _ (l)h » @ (2.18)

The decrease of the difference Ag; = © — 6 is called the angle of shear in the plane
spanned by the two vectors Tyy and T(g). Further, we call 4 = tan[|Agy|] > 0 the amount
of shear. Like the stretch A, the shear measures depend on the Cauchy—-Green tensor C
and thus exclude rigid-body deformations. If one of the two material directions, say ’f'(l),
is regarded as some direction of reference, the shear angle Ay, serves as a measure for the
reorientation or realignment of the direction T(Q) with respect to T(l).

2.1.4 Deformation decomposition

For later use, it proves useful to introduce certain multiplicative decompositions of the
deformation gradient F'.

Polar decomposition Any proper deformation gradient F' can be subjected to a unique
polar decomposition such that
F=RU=VR, (2.19)

where U,V € SYM(3) are referred to as symmetric right (material) and left (spatial)
stretch tensors and R € SO(3) is a proper orthogonal rotation tensor. Recalling
and using U7 = U and R™' = RT, it is easy to show that C = (RU)' (RU) =
U'R"RU = UU = U?. Equivalently, for the spatial counterparts we find B = V2.
Thus, the pairs {U,C} and {V, B} each share the same sets of eigenvectors, while their
eigenvalues are connected through )\%](i) = )\%,(i) = Acw) = A (i = 1,2,3), where A()@
are the eigenvalues of (-). The eigenvalues Ay ;) € R4 of U and V are called the principal
stretches. They are identical to the singular values (not necessarily to the eigenvalues) of
the deformation gradient F'. Obviously, the stretch tensors U and V' exclude rigid-body
rotations angi the stretch of a material direction T, as defined in , can be expressed
as A\ = |UT|.

Triangular decomposition In a variety of mathematical applications, it is helpful to
perform a unique so-called QR decomposition of a matrix into an orthogonal matrix and
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an upper triangular part. In the field of continuum mechanics, such a decomposition was
proposed for the deformation gradient by SRINIVASA [461] and further discussed by FREED
& SRINIVASA [138]. It reads

F =R, (2.20)

such that Q € SO(3) is a proper orthogonal rotation tensor and R depicts a tensor with
an upper triangular coefficient matrix, hence, at least three zero-coefficients Ry = R3; =
PR30 = 0. The here so-called triangular decomposition has the benefit that the coefficients
of R have direct physical meaning and can be correlated to specific stretches and shears.
Further, since £ is a pure rotation, the stretch in material direction T, defined in ,
can be formulated as Ay = ]%TL in which the expression SRT' profits from the three zero
entries of SR and usually leads to more compact notations than stretch calculations via
Aj = |FT| or A\; = |[UT|. Such simplified expressions will be very useful in Part [ of this
work. It is remarked that £ # R, which means that polar and triangular decomposition
obey different rotation tensors.

Volumetric-deviatoric decomposition In addition to the previous decompositions,
which focus on the exclusion of rigid-body rotations, the decomposition

F=F,F with F,:=JI (2.21)

divides the deformation gradient into a volumetric deformation F, and a purely deviat-
oric, volume-preserving part F' € SL(3), where SL is group of the special linear tensors,
hence, det[F] = 1. This decomposition was originally proposed by FLORyY [I29]. The
corresponding decomposition of the stretch tensor U = U, U (with U, = F,) goes back
to RICHTER [399]. Based on , the right Cauchy—Green tensor can be decomposed
to C = C, C, where C, := J23T and C = FTF € S£(3) so that det[C] = 1.

2.1.5 Measures of strain

Strain measures are defined such that they exclude rigid-body deformations and, addition-
ally, vanish for the unstretched state. A general class of strain tensors was for example
proposed by SETH [429] and HiLL [213]. The material formulations of the Seth-Hill family
are based on the right stretch tensor U and read

[ 2(U™=TI) m#0,
m_{ln[U] m=0,

where m € R and E,, € SYM(3). Obviously, it holds that E,, = 0 whenever U = I
for arbitrary choices of m, while in this case F' can still be an arbitrary rotation tensor
R € SO(3). The general formulation ([2.22)) includes common strain measures for special
choices of m, for example, the Green-Lagrange strain Ey = (C —I)/2 for m = 2, the Biot
strain By = U — I for m = 1, and the logarithmic Hencky strain tensor Eq = In[U] for
m = 0. The strain tensors E,, share the set of eigenvectors with the right stretch tensor
U, while the associated eigenvalues are distinct for each choice of m. For instance, the
eigenvalues of the Hencky strain tensor E, are given by the logarithm of the principal
stretches, viz: Agy) = In[Au@)] (i = 1,2,3). The Hencky strain is a very convenient
measure for finite strains, especially because it resembles some features from small-strain
considerations. A comprehensive discussion on the geometric properties of logarithmic
strains can be found in NEFF ET AL. [350].

(2.22)
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2.2 The concept of stress

The previous section introduced the basic kinematical relations for a material body %
subject to finite deformations and strains. If in a body occur strains and motions of
material particles & relative to each other, it is consequent to postulate that this gives
rise to internal forces in the body. This is described by the concept of stress, which
characterises a force related to a certain area. As a standard procedure, Fuler’s cut
principle is considered and a material subdomain Bg C By is imaginary cut out of the
material body By. The associated particle positions € = x(X € Bg) € Bs, C B in the
spatial subdomain Bg, are obtained by the deformation map x. The forces arising at the
cut surface 0Bg, are quantified by the Cauchy (spatial) traction vector t(x,t;m), which
depends on the outward-oriented unit surface normal vector n(xz,t) € T,:Bs,. The traction
vector t = df/da relates a current force element df to a spatial area element da and thus
measures the current force per current area. Of course, it is known from Newton’s third
law of motionP] that the stress vector ¢ is in balance with a counterpart on the surface of
the body B\ Bg, with opposed oriented normal vector —n, such that

t(x,t;n) = —t(x,t;—n). (2.23)

This is referred to as Cauchy’s lemma. As it is of interest to have a stress measure which
is independent of the surface normal vector n, the Cauchy theorem states a linear relation
between the stress vector t and the according surface normal vector n via

t(x,t;n) = o(x,t)n(x,t) (2.24)

and introduces o as the Cauchy (true) stress tensor. Further, with the oriented area
elements da = nda and dA = N dA, and recalling the area map (2.13]), the current force
element df = tda can be reformulated as

df =tda =o0da =ocof[F|dA = PdA=PNdA. (2.25)
This allows to identify
T(X,t;N):=P(X,t) N(X) (2.26)

as the nominal traction vector that measures the current force per referential area element
dA. Further, P = o cof[F| is referred to as the first Piola—Kirchhoff (nominal) stress
tensor and is of substantial importance for continuum-mechanical formulations that ac-
count for current forces but the geometry of the referential body Bj.

2.3 Physical balance relations

The preceding considerations have to be complemented by the introduction of physical bal-
ance relations in order to obtain governing equations for continuum-mechanical problems.
Hence, in this section a general balance structure is formulated and subsequently used to

2Published 1686 in NEWTON’s famous work Philosophie Naturalis Principia Mathematica and known
as actio est reactio. In its original Latin version it reads: “Lex III: Actioni contrariam semper et equalem
esse reactionem: sive corporum duorum actiones in se mutuo semper esse equales et in partes contrarias
dirigi.”
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axiomatically introduce individual balances for the physical quantities mass, momentum,
moment of momentum, energy, and entropy. Further balance relations for quantities re-
lated to electromagnetic phenomena are not presented here, but can be found, for example,
in the book of ERINGEN & MAUGIN [120].

2.3.1 General balance structure

A general balance structure for a continuous, volume-specific quantity ¥ € R in a subset
Bs C By of the material domain By is obtained by investigating the temporal change of
the associated integrated quantity st v dV. It is postulated that the rate of the volume
integral is then given by

d .
= LZ/dV:/ (¢ N)dA + CdV+/ i\ (2.27)
0Bgs Bs Bs

dt Js,
and constitutes a general balance for the scalar-valued quantity ¥ € R. By the same argu-
ments, a general balance for vector-valued, volume-specific quantity ¥ € R? is introduced

as
d .
= WdV:/ (@N)dA+ [ ¢dV+ [ @Fav. (2.28)
9Bg

dt /s, B Bs

The balances and state that the rates of the volume integrals on the left
hand sides are in equilibrium with the flures ¢ € R3, & € R3®3 over the surface 9Bsg,
the supply terms ¢ € R, ¢ € R3 in Bg, and the production terms ¥ € R, ¥ € R3
in Bg, respectively. Subsequently, integration and differentiation on the left hand sides
of and can be interchanged since the boundaries of the integration refer to
the time-invariant material subdomain Bg. By further applying the respective scalar- and
vector-valued Gaussian integral (divergence) theorems, see Eqs and , on the
surface flux terms, one obtains the global balance forms

/LPdV: [Div[¢] + ¢ +¥]dV  and /!i/dV: [Div[®] + ¢ +¥]dV, (2.29)
Bs Bs Bs Bs

where a dot over () denotes the (total) time derivative d(-)/d¢ and Div|[(+)] is a material
divergence operator. Finally, since the balances (2.29)) shall be fulfilled for any subdomain
Bs C By, we can apply the localisation theorem

Bs
on the global forms in order to obtain the local balance forms

¥ = Div[p]| + C+¥ and ¥ = Div[®] + ¢+, (2.31)

which have to be fulfilled at each material particle position X.

2.3.2 Balance of mass

The scalar-valued mass of the subdomain Bg C By is given by M = f Bs po(X)dV in terms
of the referential mass density po(X). In this work, we only consider closed systems where
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the mass is a conserved quantity and it can therefore be easily concluded that the rate of
the referential mass is zero, hence

d

Comparing (2.32) to the general balance (2.27)), the mass density YM the mass flux oM,
the mass supply (M as well as the mass production ¥ can be identified as

oM =py, dM=0, M=0, IM=0. (2.33)
Using these findings in the local form (2.31)); results in the intuitive expression
po=0 (2.34)

for the local mass balance stating that the initial mass density pg of the material is constant
over time.

2.3.3 Balance of linear momentum

The vector-valued linear momentum of the subdomain Bg C By is given by Z = |, Bg PO xdV
in terms of the velocity @ = da/dt. It is stated that the temporal change of the momentum
in Bg is equal to the sum of contact forces § acting on the surface 0Bg and volume forces
b in Bg, which means that Z = f + b. The contact forces § = /. op PN dA are obtained

by an integration of ([2.25)), while the volume forces are introduced as b = st pobdV in
terms of the mass-specific external body force b. Thus, we can write

d
— poxdV = PN dA+ / pobdV . (2.35)
dt /g, 0B Bs

By comparing with (2.28)), we can identify the momentum density ¥Z, the momentum
flux &%, the momentum supply ¢Z, and the momentum production ¥7 as

o= px, #T=P, (T=pb, ¥ =o0. (2.36)

Then, substituting these terms into the general form (2.31))5, applying the product rule
for the time derivation of ¥Z, and making use of (2.34)), we can identify

po& = Div[P]+ po b (2.37)

as the local momentum balance. Note that can be regarded as a continuum version
of Newton’s second law of motion.

A commonly applied simplification of the momentum balance is to neglect the body
forces, b = 0, which means that effects like gravitation are disregarded. If we further
assume quasi-static conditions, the inertia-related left hand side term in drops out,
since & ~ 0, and the momentum balance can under these assumptions be reduced to

Div[P] = 0. (2.38)
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2.3.4 Balance of moment of momentum

The vector-valued moment of momentum of the subdomain By C By with respect to the
origin O of the inertial basis system is given by £ = st x X poxdV. In analogy to the
linear momentum balance, it is postulated that the temporal change of L is equal to the
sum of the torques £ = faBs xx PN dA due to the surface force f and b* = st xxXpobdV
due to the volume force b, hence L= fL + b%. Then, we can directly formulate

d

— mXpoa':dV:/ wxPNdA—i—/ x X pobdV (2.39)
dt 9Bs Bs

and, by comparing with (| -, we can identify the density ¥*, the flux &%, the supply
¢£, and the production ¥ of the moment of momentum as

Ur =g xp&, P*=xzxP, (“=xzxpb, ¥*=o0. (2.40)

Inserting these relation in the local form (2.31)2, applying the product rule (A.57) on 23
reformulating the divergence term to Div]x X P] =x X DiV[P] —|— F x P, and subsequently

simplifying by means of the preceding balances (2.34) and (2.37) leads to
FxP=EFP") =0 ¢« FPT PFT (2.41)

Therein, expression (2.41)); reformulates the tensor cross product by means of the third-

order fundamental tensor €, see (A.6]), and (2.41))5 is obtained since ([2.41]); states that the
skew-symmetric part skw[F PT] has to be zero. Note that reformulating (2.41)), by means

of P = ocof[F] = o det[F]F~T yields the well-known symmetry condition 67 = o for
the Cauchy stress tensor.

2.3.5 Balance of energy

The scalar-valued internal energy of the subdomain Bg C By is given by £° = st poedV

in terms of the mass-specific internal energy €. In turn, the total energy & = £° + X
of the subdomain Bg C By is given by the sum of the internal energy and the kinetic
energy EX = st(pocb -x)/2dV. The first law of thermodynamics now postulates that

the temporal change of £ equals the sum P = PM 4 P2 of external mechanical power
PM = faBs - PN d/H—fBS &-po bdV and thermal (non-mechanical) power P2 = — faBs q
NdA+ |, Bs POT dV. Therein, g denotes the inwards-oriented heat flux (convection) vector

and r is the external heat supply (radiation). Then, the resulting balance equation E=P
is given by

d

— po(e—l—%cb-:i:)dV:/ :i:-PN—q-NdA+/ po(@-b+r)dV. (2.42)

dt 665 BS
By a comparison with (2.27), the energy density ¥¥, the energy flux ¢, the energy supply
¢¢, and the energy productlon 7€ are identified as

U =py(e+id- @), ¢5:P%—q, CE=py(&-b+r), WE=0. (2.43)

Inserting these relatlons in the local form 1, making repeated use of the product rule,
inter alia , for W€, reformulating the dlvergence term to Div[PT#&] = Div[P] - & +
P - Grad[z ] mtroducmg the velocity gradlent F = Grad[#], and subsequently simplifying
by means of the preceding balances and (2.37) leads to the local energy balance

poé=P- F — Div[q] + por. (2.44)
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2.3.6 Balance of entropy

The scalar-valued entropy of the subdomain Bg C By is given by H = st pondV in
terms of the mass-specific entropy n. Before introducing a balance relation for the entropy
‘H, it shall be remarked that understanding this thermodynamical property is not as
intuitive as for the previously considered quantities, like momentum or energy, and a more
illustrative access to the topic may be provided, for example, in the textbook of MULLER
& WEiss [347]. The usual continuum-mechanical approach to the concept of entropy is
an axiomatical introduction of the balance equation for the temporal change of H, reading

. d
’H:—/ pondV:/ (@™ - N)dA + g”dv+/ oV, (2.45)
dt /s, 0B Bs Bs

and subsequently introducing constitutive expressions for the entropy flux ¢* and for the
entropy supply ¢*, see, for example, ECKART [104] and MULLER [346]. This leads to
q PoT 7 -
LT/H:POU, d)H = _57 CH ::7) LT/H:POU, (246)
where 0 is the thermodynamic (absolute) temperature and where we identified the entropy
density ¥ and the entropy production ¥* by comparing (2.45) with the general bal-

ance (2.27). Inserting relations (2.46)) into (2.31]); and simplifying by means of ([2.34))

yields the local entropy balance

. . r A
pon = — Div [%} +p07+p077. (2.47)
Dissipation inequality In contrast to the other four balances, the equation for the
entropy contains a production term, which implies that the entropy is not a conserved
quantity. The second law of thermodynamics or dissipation postulate states that the pro-

duction of entropy must never be negative, which means that
U = poi) >0 (2.48)

and, applied to (2.47)), pon + Div[q/0] — por/0 > 0. Reformulation of this expression by
means of Div[q/0] = —q-Grad[f]/0*+Div|q]/0, the energy balance (2.44)), a multiplication
with 8 > 0, and the introduction of the mass-specific Helmholtz free energy

Y i=¢e—0n (2.49)

leads to the Clausius-Duhem inequality
. , . 1
D::P-F—p0¢—p00n—5q-Grad[9]ZO. (2.50)

Therein, D = py 07 is introduced as the local dissipation and the term P - F', originated
in the energy balance, is the stress power. A positive dissipation D > 0 characterises
irreversible processes, whereas a vanishing dissipation D = 0 means that a process is
reversible. Finally, when restricting to isothermal processes, it follows that 0 =0 as well
as Grad[d] = 0 and reduces to the Clausius-Planck inequality

D=P-F —pv>0. (2.51)
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3 Fundamentals of Material Theory

This chapter presents some fundamental knowledge of material theory, which is the con-
sequent continuation of the considerations from the previous chapter in order to treat
continuum-mechanical problems. In this sense, this chapter starts with the formulation of
the basic boundary-value problem of continuum mechanics and introduces the constitutive
framework as well as the resulting restrictions upon the constitutive equations obtained
from basic thermodynamical principles. This is followed by further topics, such as the
discussion of variational principles in continuum mechanics, invariant theory and some
examples for analytical strain-energy functions. The choice of the discussed topics is mo-
tivated by the applications in the following chapters and the explanations and principles
may serve as a toolbox for the following chapters. The presented approach to the topic of
material theory is by no means complete and it is referred to the classical textbooks of,
for example, TRUESDELL [488], TRUESDELL & NoLL [490], OGDEN [362], and SILHAVY
[438] for comprehensive overviews on material theory and constitutive modelling.

3.1 The mechanical boundary-value problem

The basic kinematical principles and the evaluation of the physical balance relations in
the preceding chapter laid the foundation for the formulation of the mechanical boundary-
value problem, which is the basic starting point for the treatment of continuum-mechanical
problems. Up to now, the presented framework is capable of describing general thermody-
namical processes, which generally results in the primary variables {x,0} and a response
function set R = {1, P,n, q}. However, in this work continuum-mechanical problems will
be treated under the following assumptions:

i. neglection of body forces: b = 0,
ii. quasi-static conditions and the neglection of inertia effects: & ~ 0 as well as
iii. isothermal conditions: § = 0 and Grad[f] = o.

The first two assumptions entail that we can proceed with the balance of momentum in
the reduced form ([2.38]), whereas the third assumption entails a constant temperature 6
in 4 and makes the evaluation of the energy balance superfluous. This will reduce the set
of response functions to R = {¢, P} by withdrawing the entropy 7 and the heat flux gq.

3.1.1 Problem formulation

Let the body % undergo some deformation from its referential configuration By to a current
configuration B. The deformation is described by the map of the associated particles & €
P from their reference position X € B, to a current position & € B. This is formulated
in terms of the deformation map x as introduced in Eq. . From a physical point of
view, it is only consequent to postulate that the body & interacts with its surrounding
in space and to formulate these interactions in the form of conditions which act on the
referential boundary points X € 0B;. When the nature of the interaction is such that



30 3 Fundamentals of Material Theory

it constraints the motion x of the body on the whole or a part of its boundary 9B, to a
prescribed value %, the body is subject to Dirichlet boundary conditions

X=X on 0B, CJBb. (3.1)

Consequently, 0B, is referred to as the Dirichlet surface. A second type of conditions is
given when the tractions T'= PN on the Neumann surface 0By C 0B, are prescribed by
a traction vector T', thus giving the Neumann boundary conditions

PN =T on 90BrCdB. (3.2)

Further, one specific material position X € 0By on the boundary must be subject to
exactly one type of boundary condition, hence relating Dirichlet and Neumann surface
through

8BX U 8BT = 880 and 8BX N GBT = @ (33)

Summarising, the mechanical boundary-value problem is defined by finding the kinemat-
ically admissible deformation map[l]

x ={x | x=xondBy}, (3.4)

satisfying the Dirichlet boundary conditions, subject to the Neumann boundary condi-
tions . From the previous chapter, we know that the balance of momentum has to be
fulfilled, hence

Div[P] =01in By, (3.5)

and that the first Piola—Kirchhoff stress P has to satisfy the balance of moment of mo-
mentum as given in Eq. (2.41)).

3.1.2 The need for constitutive relations

The preceding considerations treated the formulation of the mechanical boundary-value
problem. However, it was not investigated whether the problem is solvable with the
equations at hand. Therefore, we now want to confront the unknowns and the equations
of the problem presented in Section [3.1.1] On the side of the unknowns, we directly
identify the deformation map x and the first Piola—Kirchhoff stress tensor P, hence, the
deformation and the occurring stresses in the body Z# have to determined. Furthermore,
it is strongly suggested to aim for a thermodynamically consistent formulation, which
additionally demands for the evaluation of the entropy inequality. This entails that the
Helmholtz free energy 1 has to be specified. In summary, we have

deformation map x 3 unknowns
stress tensor P 9 unknowns — 13 unknowns. (3.6)

free Helmholtz energy ¢ 1 unknown

INote that it might be useful to pose some further mathematical requirements on the function space of the
deformation map x. In this sense, Eq. might be strengthened to x = {x € WP | x = x on 9By},
where WP is the Sobolev space of weakly differentiable functions, see, for example, CIARLET [80] or
SiLHAVY [438]. Such clarifications are important in numerical treatments of the mechanical problem
when dealing with the formulation of appropriate ansatz spaces for trial and test functions, such as in the
finite-element-method.
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On the equation side, we find

balance of momentum Div[P] = 0 3 equations .
T T . — 6 equations.
balance of moment of momentum FP* = PF* 3 equations

(3.7)
It is easy to recognize that there is a gap between the number of unknowns and the
number of equations and that there are 13 — 6 = 7 equations missing for the solution of
the boundary-value problem. However, this observation is very welcome when recalling the
nature of the equations formulated so far and realising that they are fully independent of
any specific material behaviour. Consequently, the kinematical considerations and physical
balance equations investigated so far are referred to as material-independent relations.
In order to solve the mechanical boundary-value problem, further constitutive, material-
dependent relations have to be formulated. These allow for the incorporation of individual
characteristics of materials and to account for specific mechanical properties like stiffness
or direction-dependence. For the purely mechanical problem at hand, it can be concluded
that the deformation map x is a primary variable and determined by using the balance
of momentum, whereas one additional constitutive relation for the free energy v and six
constitutive relations for the first Piola—Kirchhoff stress have to be added. The number of
constitutive relations for the first Piola—Kirchhoff stress is hereby reduced from 9 to 6 by
making use of the balance of moment of momentum.
In order to formulate physically meaningful theories, the constitutive relations should be
investigated on the basis of some basic thermodynamical principles, which will be presented
in the next section.

3.2 Constitutive framework

As outlined in the preceding section, the solution of the mechanical problem demands for
the formulation of constitutive relations in addition to the physical balance equations. In
the here considered mechanical problem, the Helmholtz free energy v and the first Piola—
Kirchhoff stress tensor P. Those two quantities are therefore identified as the response
functions R = {1, P} of the mechanical process. This section presents the basic ther-
modynamical principles of material modelling, which provide the basis for the meaningful
formulation specific material laws.

3.2.1 Principle of determinism

A fundamental idea of constitutive modelling is the principle of determinism, which states
that the present response of a system is completely determined by its past and present
state. In this sense, the present response must not be dependent on any future events
and determinism therefore implies causality. Applied to the mechanical problem at hand,
the principle states that ¢(X,¢) and P(X,t) at point X € By and time t € R, are
entirely determined by the full history x4 (Y € By) of the deformation map x at all
points Y € By and at all times .7; = {ta,t}. Following the seminal work of NoLL [356]
by introducing the energy functional &, and the stress functional & p, the above ideas
result in the notation

V(X 1) = Ey(x7(Y)) and P(X,1) = &p(xz(Y)). (3.8)
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By choosing the same argument X (Y) for both (all) functionals &, and & p, this for-
mulation also meets the principle of equipresence as proposed by TRUESDELL [487].

For a variety of history- and path-dependent material behaviours, such as viscosity or
plasticity, it is convenient to replace the dependence on the full motion history x4 (Y")
by a dependence on the present motion x(Y,t) at time ¢ and an adaptable number of
internal variables, see COLEMAN & GURTIN [8I]. Any required knowledge on the motion
history is then imprinted in the internal variables. Here, we will proceed with the investig-
ation of purely elastic problems and the neglection of any history-dependent effects. The
statements in then simplify to

D(X, 1) = &y(x(Y, 1)) and P(X,t) = &p(x(Y,1)) (3.9)

and express that the present responses ¢(X) and P(X) at point X € By and time ¢ are
determined by the present deformation x(Y') at all points Y € By at time ¢. For the sake
of a compact notation, the argument ¢ is dropped in the following, but the time-dependence
should be kept in mind.

3.2.2 Principle of local action

The dependence of the present response of /(X ) and P(X) at a specific point X in By
on the deformation of the entire points Y in By is a very general statement and might not
prove useful for the construction of constitutive theories. For instance, coupling of forces
at a point position X with forces at distant points is already included in the continuum-
mechanical theory by the concept of stress and the accompanied formulation of traction
vectors T'(X) at each position X. In this sense, the principle of local action, proposed by
NoLL [356], states that the material response at point X is only influenced by the motion
x(Y) of points Y € Nx in a small and smooth neighbourhood Nx of X. Consequently,
the motion x (YY) can be approximated by the first-order Taylor expansion

xX(Y) ~ x(X)+ Grad[x(X)|(Y — X), (3.10)

where it is easy to identify the deformation gradient F'(X) = Grad[x(X)]. With this, the
constitutive relations are reformulated to

P(X) = 6y(x(X), F(X)) and P(X)=&p(x(X), F(X)), (3.11)

and the constitutive functionals &, and &p get the meaning of constitutive functions.
Consequently, the principle of local action infers that the arguments of these two functions
are the motion x(X) and the deformation gradient F'(X) at point X. If the constitutive
relation of a material satisfies , hence, if the set of arguments only includes first and
no higher gradients of the motion, it is called material of order one. Higher order material
theories are obtained by considering further terms in the Taylor expansion (3.10]) and lead
to gradient-extended material formulations. Further note that if the smoothness of the
neighbourhood N is not satisfied and one has to deal with discontinuities and long-range
forces, like for cracked materials, one might have to take into account nonlocal effects,
such as it is done by the peridynamic theory, introduced by SILLING [439]. Comprehensive
explanations on nonlocal theories can also be found in the book of ERINGEN [119].
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3.2.3 Principle of material frame-indifference

Let the body % undergo some arbitrary deformation map x into some spatial configuration
B. A particle & € % of the body obeys specific properties and material responses,
such as, for example, the free energy ¢ and the stress tensor P in the configuration B.
To have a physically meaningful theory, it is absolutely indispensable that the material
response of a particle &2 in the configuration B is invariant with respect to the frame of
reference in which the material response is observed. Thus, any constitutive theory must
satisfy the principle of material fmme—mdiﬁerenceﬂ formulated by NorL [355, B356]. To
investigate this principle, it proves useful to notice that the change of a frame of reference
can be equivalently regarded as a certain rigid-body transformation superimposed on the
spatial conﬁgurationE] B, see HOLZAPFEL [22I]. Then, it is consequent to formulate the
transformation *(X) = x*(X) = Q x(X) + ¢ = Q (X)) + ¢, which applies a rigid-body
rotation Q € SO(3) and a rigid-body translation ¢ € R? on the spatial configuration
x. We require that x*|=, = X* = X such that J0(-)/0X* = J(-)/0X. Hence, the
transformed deformation gradient is obtained by F* = Grad[x*] = QF, where it is
recalled that the deformation gradient disregards rigid-body translations, see Section[2.1.2]
The scalar free energy transforms simply as ¢* = 1, whereas the transformed stress
P* = QP is obtained by using the relation P*IN* = T* = QT = QPN, the invariance
of the referential normal vector N* = IN, and the transformation of the traction vector
T* = QT. The important transformations can thus be summarised as

X=X =Qx+c, F=F=QF, yv=vyv"=v¢v, P=P =QP. (3.12)
The principle of material frame indifference then demands that

V(X)) = Gy(x"(X), F1(X)) = 9(X) = 6,(x(X),F(X)),
P(X) = &p(x"(X),F'(X)) = QP(X) = Q&p(x(X), F(X)).

However, since has to be valid for arbitrary values of Q@ € SO(3) and ¢ € R? (as
long as X* = X)), it must equally hold for the specific choices Q = I and ¢ = —u.
Then, since we obtain x* = X and F* = F, relations become ¢ = & (X, F) =
Gy(x, F) and P = 6p(X,F) = 6p(x, F), and it is concluded that the deformation
map x is no appropriate argument for the construction of constitutive relations. This is a
further implication of the principle of local action accompanied with the principle of frame
indifference and essentially states that the constitutive relations at point X must only
depend on the localisation of the motion in the small neighbourhood Nx. Summarising,
the conditions for the constitutive relations read

64(QF) = 64(F) and 6p(QF)=Q6p(F) VQ c SO(3). (3.14)

(3.13)

2Alternative terms are principle of observer-invariance or principle of material objectivity. However,
NoLL [357] suggests to avoid the terms observer and objectivity in this context.

3In principle, invariance with respect to an arbitrary change of observer is referred to as the Zaremba—
Jaumann form, whereas invariance with respect to a rigid-body motion of the spatial configuration is
referred to as the Hooke—Poisson—Cauchy form, see TRUESDELL & NoOLL [490]. The equivalence of those
two approaches is by no means general and has been subject to lively discussions, see, for example, the
article of FREWER [I39], which provides an exhaustive overview on the historical development of the
concept of frame-indifference, as well as the article of Liu & Sampaio [292]. For the concerns here, the
two forms can be used equivalently in the sense of satisfying Euclidian frame-indifference, see SVENDSEN
& BERTRAM [466].
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If the constitutive relations of a material satisfy (3.14)), it is called simple material. Further
note that the principle of frame indifference is not only demanded for the response functions
1 and P, but it is also an intuitive requirement for any kind of material properties.

3.2.4 Principle of material symmetry

Next, let the body # undergo some deformation into a spatial configuration B, now gov-
erned by the deformation gradient F'. A material of the most general type is expected
to show distinct responses of the free energy v and the stress P to the same deforma-
tion, dependent on how the body is oriented in space before the deformation is applied.
This means that the material response relies on the information of the initial orientation
of the body Z in its reference configuration By. The material is then called direction-
dependent or anisotropic. However, a large number of materials shows certain invariance
characteristics of the response functions upon specific rotations Q € MG of the reference
configuration By, where MG is referred to as the symmetry group of the material. From a
physical point of view, it would be logical that the symmetry group MG C SO(3) has to
be a subset of the proper orthogonal rotation group, thus providing shape- and volume-
preserving transformations. However, from a more general mathematical and geometrical
point of view, the symmetry group MG must be allowed to be a subset of the full ortho-
gonal group O(3), which additionally includes reflections (so-called rotoinversions) with
det[@] = —1. For instance, @ = —I € O(3) represents a so-called central inversion. Such
transformations are of course unachievable for real physical objects and rather have an
imaginary character. They are necessary to be consistent with the classical works on crys-
tallography and the characterisation of the complete (also point) symmetries in materials.
For completeness, note that according to GURTIN & WILLIAMS [I7§] the symmetry group
MG C O(3) € SL(3) has to be at least a subset of the special linear group S£(3) of
general volume-preserving transformations, which allows for a generalisation of the theory
to fluids.

The principle of material symmetry now demands for the invariance of the material
response functions with respect to proper orthogonal rotations Q € MG of the reference
configuration. A mathematical investigation of a rotated reference configuration gives the
notation X+t = QX for the rotated reference position and the associated deformation
gradient F* = 9x/0X ™+ = 0x/0X 0X /0XT = FQT, by using 0X/0XT = Q! and
recalling Q! = Q7. Again, the scalar free energy transforms as ¢+ = 1, whereas the
rotated first Piola-Kirchhoff stress tensor P+ = PQT is obtained by using the relation
PT"NT™ =P"QN =T" =T = PN with the invariance T = T of the nominal traction
vector and the contravariant transport NT = Q7N = QN of the referential normal
vector. We can thus summarise the referential transformations as

X=X"=QX, F=F" =FQ", v=vy'=¢y, P=P'=PQ". (315

The invariance condition associated with the principle of material symmetry then demands
that

PHXT) = Gyu(FT) = V(X) = Gy(F),
PH(X*) = 6p(F'") = P(X)QT = &p(F)QT vVQ € MG.
This results in the relations

B, (FQ") = 6,(F) and &p(FQ")=6p(F)Q" vVQ c MG (3.17)

(3.16)
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for the constitutive functions. Note that a specific symmetry group can be formulated as
MG ={Q € O(3) | &y(F) = 6,(FQ")}. (3.18)

Due to the obvious similarity to the principle of material frame-indifference, which for-
mulates an invariance condition on the actual configuration, the principle of material
symmetry is referred to as invariance of referential rotations. The structure of both prin-
ciples suggest the formulation of material response functions in terms of scalar invariants
of the Cauchy—Green strain tensors and an adaptable number of structural tensors, which
account for the symmetry group MG of the material. Explanations on the theory of in-
variants and further investigations for the special cases of isotropy and transverse isotropy
follow in Section [3.5]

3.2.5 Principle of dissipation

In order to guarantee the thermodynamical consistency of constitutive material relations,
the dissipation inequality as introduced in Section has to be fulfilled for all admissible
deformations. Since we restrict attention to isothermal processes, it suffices to investigate
the dissipation inequality in the reduced form . Further, only reversible, fully elastic
processes are subject of this work such that the inequality can be transformed into an
equality, giving

D=P-F—pyp=0 (3.19)
for the local dissipation of the material. To proceed, we consider the chain rule and
reformulate the temporal rate of the free energy to 1) = dp¢) - F', which transforms the
dissipation to D = (P — py Opt)) - F = 0. Note that dp¢) depicts the tensor-valued
derivative of the free energy ¢ with respect to the deformation gradient F'. The Coleman—
Noll procedure, see COLEMAN & NOLL [83], now states that the dissipation equation has
to be fulfilled for all admissible deformation rates F'. It is easy to show that this results
in the well-known relation P(X) = podr9(X), defining the first Piola-Kirchhoff stress
tensor P as tensor-valued derivative of the free energy 1) with respect to the deformation
gradient F', weighted by the initial density py. For the following consideration, it proves
useful to proceed with the volume-specific Helmholtz energy # := po 1, which is referred
to as strain- or stored-energy. This allows to summarise the principle of dissipation by

D=0 — P(X)=0¥7(X). (3.20)

In conclusion, the stress tensor P at X and hence the stresses in the whole body £ are
fully specified by the definition of a scalar-valued hyperelastic potential in terms of the
strain-energy function # and the deformation quantified by F'. Further, it is easy to
observe that is consistent with the material frame indifference condition 2 for
the Piola—Kirchhoff stress P, since P(QF) = 0p# (QF) = QOr# (F) = QP(F). Note
that from here on, the difference between the function &, and the value ¢ (or the volume-
specific form #) is not explicitly stated and ¢ and # can have both meanings, which shall
become clear from the context. The evaluation of the dissipation inequality is the essential
tool for the construction of constitutive theories, not only for the here investigated case of
elasticity, but especially when dealing with irreversible and rate-dependent effects. These
aspects are frequently treated by the connection of the internal variable approach and the
dissipation principle in order to obtain thermodynamically consistent evolution equations
for the description of internal processes, see, for example, COLEMAN & GURTIN [&]].
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3.3 Internal constraints

The preceding considerations were based on the maxim that the motion of the body
2% is not subject to any kinematical restrictions on the inside of the body and that the
deformation map x (X)) and the according deformation gradient F'(X) are only limited by
arguments of physical meaningfulness, such as the exclusion of material interpenetration,
and the boundary conditions on the surface. However, there are scenarios for which we may
constitutively assume that a material is subject to internal constraints that additionally
restrict the possible motion of a material particle &2 at each time ¢. This is treated by
introducing a scalar-valued constraint function % such that

Z(F)=2(QF)=0 YQ € SO(3). (3.21)

If more than one, say N, constraints are imposed on the motion, a constraint function %;
(1=1,2,...,N) for each of them has to be formulated. Further, since imposing an internal
constraint is a constitutive assumption, Z has to satisfy the principle of frame-indifference.
This is guaranteed through by means of the frame-indifference condition for scalar
functions, reminiscent to 1. It shall be remarked that the assumption of a constrained
motion may not only depend on the considered material alone, but also on the conditions
under which the material shall be investigated. For instance, certain assumptions may be
useful for specific loading regimes, but not for the material in general. It is also clear that
assuming such constraints is always an idealisation of the real behaviour.

Note that ANTMAN & MARLOW [I1] refer to constraints of form (3.21)) as local con-
straints and additionally introduce the concept of so-called global constraints as a gener-
alisation of the local form. Moreover, consice explanations on internal constraints are also
given in CARLSON & TORTORELLI [72], whereas a thermodynamical perspective on the
topic is provided by GURTIN & Pobp1o-GuibpuaGLl [176].

3.3.1 Principle of determinism for constrained materials

The principle of determinism as formulated in Section is not compatible with the
concept of internal constraints. While the free energy ¢ (and, thus, the strain energy #) is
still fully determined by the deformation history x , as stated in (3.8));, the stress tensor
P is now determined by the deformation history x . only up to a reaction stress tensor
C € R3®3, which does no work in any motion satisfying the constraint . This leads to
the principle of determinism for constrained materials, see, for example, TRUESDELL &
NowL [490] or SmiTH [448]. For elastic materials, the stress tensor is then given by

P=6p(F)+C (3.22)

and the stress contribution from the functional &p(F'), determined by the present de-
formation gradient F', becomes the extra (or determinate) stress. In order to specify the
reaction stress C, it is useful to recognise that if the constraint function & is zero, also
its temporal rate Z has to be zero. Connecting this to the requirement that C must not
contribute to the work, and hence to the stress power P - F, during any motion satisfying
the constraint Z leads to

R=0 — R=0p% F=0

CF:O} — CZO&Q@F% with agp € R. (323)
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Thus, the stress contribution C associated with the constraint & is given by the tensor-
valued derivative OpZ of the constraint with respect to the deformation gradient and a
scalar multiplier a € R. The scalar ay thereby has the role of a Lagrange multiplier,
which becomes clear in Section where we look at the problem of internal constraints
from a variational perspective. In actual problems, the scalar ay, has to be determined
from the motion x and the boundary conditions on the surface of the body %. Connecting
the finding of this section with the outcome of the principle of dissipation in Section [3.2.5]
we can write the first Piola—Kirchhoff stress tensor for constrained materials in the form

P =0pW +ay0r%. (3.24)

3.3.2 The assumption of material incompressibility

Many materials are characterised through a resistance to volumetric deformations which
is several orders of magnitude higher than their resistance to deviatoric (non-volumetric)
deformations. From an idealised point of view, such materials can then be considered
to belong to the class of incompressible materials and, thus, obey an infinite volumetric
stiffness. As pointed out before, such idealising assumptions have to be justified by, for
example, experimental observations and have to stay valid for the range of motions that
shall be investigated. In order to express the incompressibility assumption in terms of a
constraint function of the form (3.21]), we recall the volume map and demand for
the equality of current volume elements dv and referential volume element dV'. This leads
to the incompressibility constraint function

Z(F) = det[F] — 1= 0. (3.25)

By considering the invariant characteristic of the determinant, det[QF| = det[Q] det[F| =
det[F], we observe that directly satisfies the frame-indifference condition Z(QF') =
2(F). The derivative of the constraint function % with respect to the deformation gradi-
ent is identified as

Op# = det[F|F~T (3.26)
see (|A.5b5)). Consequently, inserting ([3.26)) into (3.24]) gives the first Piola—Kirchhoff stress

tensor for incompressible materials as
P=0p¥ + pdet[F|F T, (3.27)

where g denotes the scalar multiplier ay for this specific type of constraint. At this point,
it makes sense to note that the hydrostatic pressure in a material is given by

in terms of the trace of the Cauchy true stress tensor o. In order to obtain the pressure in
terms of the here used first Piola—Kirchhoff stress P, we recall the relation P = o cof[F]
from Section reformulate it to & = J-'PF” and make use of the rule PFT.-T = P-F,
yielding

p=—3J'P-F. (3.29)

With this formulation at hand, the hydrostatic pressure in an incompressible material is
derived from the stress tensor (3.27) as

p=—1J"0rW - F —p, (3.30)
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where we used the relation F~7.F = 3. Eq. clearly shows that the scalar multiplier
¢ associated with the incompressibility constraint represents an additional hydrostatic
pressure contribution. However, @ is not the overall pressure in the material, since there
is still a hydrostatic contribution from the extra stress Op# .

The assumption of material incompressibility will be frequently employed throughout
this work. However, we will not explicitly enforce the frequently used notation Py for
the extra stresses dp#', as used by, for example, TRUESDELL & NoLL [490]. Instead,
we emphasise that the derivative O # of the strain-energy function necessarily has to
be supplemented by the contribution of the Lagrange multiplier in order to obtain the
complete stress formulation when the material is subject to internal constraints. Hence,
incompressibility always leads to stress formulations as given in Eq. .

3.4 Variational principles in mechanics

In the previous sections, the basic thermodynamical principles of constitutive material
modelling were presented. Especially the result of the evaluation of the dissipation prin-
ciple in Section pointed out the importance of the strain-energy # (the volume-
specific version of the Helmholtz free energy ) when considering mechanical problems.
In the purely elastic case, as considered here, the strain-energy function # acts as an
elastic potential and fully describes the material behaviour. The occurrence of a potential
suggests to approach the mechanical problem from a variational perspective and appropri-
ate extremum principles for the energy. These considerations proof useful in a variety of
continuum-mechanical investigations and will be used later in this work. Here, we present
a compact summary of some fundamental variational principles to introduce the basic
ideas and notation. For far more comprehensive approaches to the topic, we especially
refer to the highly recommendable textbook of LANCzOs [274] as well as to the works of
ODEN & REDDY [358] and SEWELL [430]. Further valuable explanations on the variational
approach in finite elasticity are provided in OGDEN [362].

3.4.1 Basics on variational calculus

Consider a scalar-valued function F': R"™ — R of n scalar variables q,,. The elementary
problem of variational calculus is to find a specific configuration of variables ¢, under
which the function value F' becomes stationary:

F(q) — stat (3.31)

Therein, the generalised vector q = [q1, 42, ..., (,] contains the n scalar variables. The
solution of this problem is achieved by finding the set of variables q under which the
variation 6F of the function F vanishes. Doing so, the variation §F is obtained by
performing the Gateauzr derivative of F' with respect to q, giving

" OF |

d !
d0F(q,0q) = d—gF(q + €5q)|€:0 = a0 0q; =0, (3.32)
i=1 "

where the third expression is obtained by a consequent elimination of the parameter €.
In Eq. (3.32)), the variations 0q = [0qy,dqo,...,0q,] have the character of infinitesimal
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wirtual changes or test functions of the variables q. Considering the virtual nature of the
variations dq, it is consequent to demand that the variation § F' has to vanish for arbitrary
values 6q. This subsequently leads to the well-known statement

oF
0F=0 — =0 fori=1,...,n. (3.33)
dq;
Hence, stationarity of F' requires that the n first derivatives of function F' with respect to
the variables q; are zero. With this, we can write that the variational problem

Fq) = stat F(q") (3.34)

is solved by finding the specific set

q={da1,d2, -, Gn} = arg { stat F(q)} (3.35)
of variables such that the variation §F vanishes. In (3.34]), the generalised vector q* =
a7, 95, - - -, q%] contains the so-called trial functions. Moreover, it is well-known from basic

analysis that a stationary value can have the character of an extremal value, hence, it might
depict a minimum or maximal value of the function F'. This is explored by considering the
second variation 62F of the function F', which consequently involves the second derivatives
of F with respect to the variables g;. An extremum exists if §2F # 0 and its type is then
determined by the positiveness or negativeness of the second variation. Hence, finding
the stationary value of a function is the basic step also when searching for an extremal
value. It shall be further remarked that finding the stationary value can be sufficient for
the estimation of an extremal value, if adequate properties of the underlying problem are
a priori known. For example, strict convexity of the function F' will always entail that a
stationary value minimises the function and makes a further investigation of the second
variation superfluous.

In continuum mechanics, variational problems usually arise in an integral form, meaning
that one aims to find a stationary solution of some scalar-valued functional I : R" — R,
such that

I(q) = / Fa@).q(p).p)de  —  stat, (3.36)

containing the scalar-valued function F' : R™ — R, a generalised vector q(z) € R"™ with
n scalar functions q;(x), and a vector q' = 9,q(x) containing the derivatives of q(z) with
respect to the coordinate x. Further, the definite integral is defined over the closed interval
x € (a,b) and some values q(a) = q, and q(b) = q, are prescribed at the boundaries.
With that, the problem stated in can be summarised by

I(q) = stat I1(q"), (3.37)
q*€K(q)

where we formulated the set

K(q) ={q € R" | q(a) = q, and q(b) = q,} (3.38)

of admissible solutions compatible with the boundary conditions. Now, by demanding
that the variation of the functional I vanishes, we arrive at

b b
51(q,5q) = 5/ F(q,q,2) dz :/ SF(q,0q, q,7)dz = 0. (3.39)
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where use was made of the elementary feature that the operations of variation and in-
tegration are interchangeable. Hence, the variation of a definite integral is equal to the
definite integral of the variation, see LANCZOS [274, ch. 9]. Further, it is an essential re-
quirement that the test functions 6q = [0qy, dqs, . . ., 0q,] vanish on the boundary, meaning
that dg;(a) = dq;(b) = 0 for i = 1,...,n. The solution of ([3.39), which equally solves the
original problem (3.36), is found by solving the associated system

d OF OF

dx dq;  Og;

=0 fori=1,...,n (3.40)

of n differential equations under the consideration of the admissible solution set K(q).
Eqgs are a one-dimensional version of the Fuler-Lagrange equations, since the in-
tegral is performed on the line domain x € (a, b). The generalisation of these principles to
three-dimensional domains will be done in the next section.

3.4.2 The principle of minimum potential energy in elastostatics

Starting point for a variational treatment of the mechanical problem is the formulation of
the elastostatic potential

T1(x) = Tint (x) + Mext (X) (3.41)

of the body £, where II(x) is the sum of the stored elastic (internal) energy Il (x) in
the body Z and the work Ile(x) from external loads. The first term is described by a
referential volume integral, reading

M(x) = [ #(F)av (3.42)
Bo

in terms of the hyperelastic energy potential #'. Thus, it denotes the hyperelastic energy
storage in the body 4. Under the neglection of body forces, the work from external loads
is given by

Met(x) == | T-xdA (3.43)

OB

as a Neumann surface integral in terms of the surface tractions T. The principle of
manimum potential energy in elastostatics now describes that an equilibrium state is given
when the elastostatic potential II reaches a minimum value for a motion x, hence,

II(x) — min. (3.44)

We directly observe that Il denotes an energy functional, since it is defined in terms of
integrals of functions of x, and we see the similarity to the problem described in (3.36)).
Thus, use can be made of the notations presented in the previous section and the present
minimisation problem can be summarised by

(x) = 1nin II(x*) such that x = arg{ 1min I(x*)} - (3.45)

In accordance to the observations before, see Eq. (3.38)), the trial functions x* have to
meet certain constraints. This is considered by the introduction of the setf]

K={x"|x"=XxondB,} (3.46)

4See the footnote on page
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of kinematically admissible deformation fields, which essentially accounts for the Dirichlet
boundary conditions prescribed on the Dirichlet surface 0B, C 9B, of the body. Now, we
recall from Section that the first step for finding an extremal value of a functional is
always to search for a stationary solution and that the type of the value can be determ-
ined by considering either the second variation or appropriate a priori knowledge on the
underlying problem. Hence, the problem given in can be reformulated to

(x) = iggltcﬂ(x ) such that x = arg{ i’gg}tcﬂ(x )} (3.47)
and the postulation that the problem is such that the stationary value depicts a minimum
value. Discussions on appropriate requirements for the existence of minimisers will follow
in Section [.6.3] We further note that a variational principle as formulated in is
called principle of stationary potential energy. Finally, a stationary solution of the energy
functional II requires that the variation 0II vanishes:

O (x, 0x) = 0line (X, Ox) + 0ot (9X) 0. (3.48)

By recalling that the operations of variation and integration can be interchanged, we can
write the variation of the elastic energy storage as

i (x,0%) =6 | W(F)dV = / Op W (F)-6FdV = | P(F)-Grad[sx]dV . (3.49)
Bo Bo Bo

Therein, use was made of 0F = 0Grad[x] = Grad[dx], since the gradient operator and
the variation are interchangeable as well. Moreover, applying the divergence theorem
P . Grad[6x] = Div[PT§x] — Div[P] - §x, the Gaussian integral theorem on the resulting
first divergence term, and using PTdx - NdA = PN - §xdA, the variation 611, can be
reformulated to

STl (¢, %) = / CD[P(F)]-oxdV+ [ PF)N-oxdA.  (3.50)
Bo OB

In a similar fashion, the variation of the work of external loads is derived as

6lext (Ox) = —5/ T xdA=— T 6xdA. (3.51)
6BT aBT

Having the formulations (3.50)) and (3.51)), Eq. (3.48) is rewritten to
oTI(x, 0x) = /

— Div[P(F)] - §xdV + / (P(F)N —T) - 6xdA=0.  (3.52)
Bo

BT

Recalling that the variation Il has to vanish for arbitrary values of the virtual test func-
tions dx = {0x | dx = 0 on 0B, }, we find stationarity when the following set of equations
is fulfilled:
Euler-Lagrange equations Div[P] =0 in By
kinematically admissible field X =X on 0B, (3.53)

equilibrium on Neumann boundary PN =T on0Br.
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Therein, the Euler-Lagrange equations 1 can be considered as a generalisation
of to the three-dimensional space and depict a system of nine scalar differential
equations. Of course, we directly identify them as the momentum balance, 2 as the
Dirichlet boundary conditions, and 3 as the Neumann boundary conditions from
Section and observe that Eqs exactly describe the mechanical boundary-value
problem. However, Eqs are obtained by a rigorous variational treatment of the
problem and the stationarity of elastic potentials.

3.4.3 The principle of stationary potential energy under constraints

It was shown in Section that the motion of a body % might be subject to internal
constraints, each of those being represented by a scalar constraint function Z = 0. The
variational formulation of the mechanical problem offers a very elegant way of taking into
account such additional constraints. This shall be briefly discussed in this section. From
Section[3.4.2] we inherit the problem of finding a motion x under which the elastostatic po-
tential IT becomes stationary. Explanations on the connection of stationary and extremal
values were provided before. Now, we say that the motion of the body £ is restricted by
one internal constraint and the problem is to find the motion x under which the elasto-
static functional II becomes stationary and the constraint function # = 0 is fulfilled.
This constitutes a variational problem under constraints and is treated by the Lagrange
multiplier method. The key idea of this approach is to replace the original functional, here
IT, by a Lagrange functional £. The latter is composed of the original functional and an
additional term, which contains the constraint function &% multiplied by a scalar Lagrange
multiplier ay. For the elastostatic problem, we can subsequently formulate

ZL(x,az) =1(x) +0%(x,az) where TI7(x,az) = / az Z(F)dV . (3.54)
Bo

It is then searched for the stationary solution of the Lagrange functional .Z such that
ZL(x,a%) — stat. (3.55)

Doing so, stationarity has to be fulfilled with respect to the motion x and with respect to
the Lagrange multiplier avp. This results in the formulations

II(x) = stat stat Z(x*, ;) such that x = arg { stat stat Z(x*, a})} (3.56)
x*€K o, X €K az '
with the additional trial function o, for the Lagrange multiplier. In order to obtain
stationarity, the variation of the Lagrange functional has to vanish:

5L (X, az, 0, 6az) = 6T(x, 6x) + 0117 (x, az, X, barz) = 0 (3.57)

with the additional virtual test function davyp. Since the original functional II is independ-
ent of agp, its variation d11I is identical to the formulation in (3.52)). In contrast, the term
I1” is dependent on x and a,, such that its variation becomes

5H%(Xa Az, 5X7 60{%) - /

gy O - Grad[ox] dV + / OnyyO X - dapdV . (3.58)
Bo BO
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Reformulating the first integral on the right hand side in the same fashion than JIl;, in
the previous section, we arrive at

5HW(X7 Qz, 5X7 50[@) = /

~ Diviay 9r)] - 6x AV + / (0 Or RN - % dA
Bo

0Bz (3.59)
+ X - 50&,@ dv .
Bo

From the last integral, we directly observe that stationarity of .# with respect to the
Lagrange multiplier ay gives nothing else than the constraint function & itself. The
remaining two integrals in §II” can be directly combined with the integrals in dII, such
that a stationary solution of . is obtained by fulfilling the following set of equations:

Euler-Lagrange equations Div[0p# + az OpZ) =0 in By

internal constraint Z =0 1in B, 360
kinematically admissible field X =X on 0B, (3.60)
equilibrium on Neumann boundary [OFW + 0z OpZ]N =T on OBr.

By comparing those results with Section [3.3] it is easy to conclude that the expression
OrW + oy O constitutes the first Piola—Kirchhoff stress P for the case of constrained
problems. Moreover, the statement in Section of ay being a Lagrange multiplier is
clearly justified by the variational approach. We note that although the Lagrange mul-
tiplier method starts with a trivial operation of adding a zero-valued integral function,
here IT#, the outcome is the introduction of the additional non-zero stress contribution
ag OpZ. This additional term can be interpreted as the stress which is required to sat-
isfy the constraint Z#. It is thus indispensable for a consistent treatment of constrained
problems.

3.5 Theory of invariants and material symmetry groups

So far, the considerations from Sections and left us with invariance conditions
for the energy # and the stress tensor P with respect to proper transformations of the
actual configuration, given by Eqs , and with respect to proper orthogonal rotations
of the reference configuration, where the rotations belong to the material symmetry group
MG, given by Eqgs . Of course, it is desirable to have formulations which a prior:
satisfy these two requirements and we thus recapitulate the invariance conditions and
consequently discuss the theory of invariants, which will subsequently provide the desired
formulations.

3.5.1 Implications of frame-indifference

First, the frame-indifference condition for the free energy response function &, from (3.14)),
is formulated in terms of the strain-energy function %, reading

W (F)=#(QF) YQ € SO(3), (3.61)

where the argument QF = F™* represents the deformation gradient associated with a
transformed actual configuration. Frame-indifference is easily achieved by making use of
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deformation measures that are invariant to such rotations. This motivates the use of the
right Cauchy—Green strain tensor C, which is a Lagrangean quantity and is therefore
unaffected by changes of the actual frame. The invariance is directly visible from C* =
(FT)*F*= (QF)"(QF) = FTQ'QF = F'F = C. By further recalling the connection
C = U? and the fact that {U, C} share the same set of eigenvectors, see Section m
we observe that the right stretch tensor U is a Lagrangean quantity and provides frame-
indifferent formulations as well. Hence, an energy

W (F) =W (F'F)=%(C)=wU) (3.62)

will always satisfy (3.61]). As explained in Section the consistent frame-indifference
of the Piola—Kirchhoff stress tensor,

P(QF)=QP(F) vQ e S0(3), (3.63)

directly follows from the frame-indifference of the strain-energy, hence, from (3.62)).

3.5.2 Invariant formulations for isotropic tensor functions

In the previous section, we observed that a priori frame-indifferent formulations are
provided by utilising Lagrangean (material) deformation measures as arguments for the
strain energy # . From the considerations in Section [3.2.4] we know that the constitutive
functions additionally have to satisfy certain invariance conditions with respect to refer-
ential rotations QQ € MG, which belong to the symmetry group MG of the material. It is
clear that the frame-indifferent Lagrangean quantities C' and U are affected by such refer-
ential transformations, which is easy to observe when investigating the transformed right
Cauchy-Green tensor C* = (FI)*Ft = (FQT)T(FQT) = QFTFQT = QCQ'. Fur-
ther, since we have formulations based on the Lagrangean strain tensor C, it is consequent
to consider the associated second Piola—Kirchhoff stress tensor § = F~! P for the following
investigations. While P is a two-field tensor and has one Eulerian and one Langrangean
basis, the second Piola—Kirchhoff stress is fully Langrangean. This explains its computa-
tion, which is essentially the covariant pull-back operation of the first (Eulerian) basis of
P. The second Piola-Kirchhoff stress is symmetric. This becomes clear from its definition
S = F~!P and inserting from the balance of moment of momentum, given by Eq. 2,
the relation P = FPTF~T which results in § = F'FPTFT = (F'P)T = ST.
A rotated reference configuration with F* = FQT affects the Lagrangean stress as
St = (F'P)" = (FQ")'PQ"T = QSQ". Relations can then be rewritten
in terms of C, S and # to

X=X"=QX, C=C"=QCQ", " =wt=w, S=8"=Q8Q". (3.64)
With this, we subsequently reformulate the invariance conditions ({3.18) to

7(C)=7(QCQ")

QS(C)Q" = S(QCQT) } 7M. 369

Now, the aim is to find an irreducible set of scalar arguments, which replaces the argument
tensor C' in the scalar-valued tensor function for # and the tensor-valued tensor function
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for S. Those scalar arguments shall be invariant upon referential rotations Q € MG. This
requirement leads to the theory of invariants and the field of representation theorems for
isotropic tensor functions. Comprehensive explanations on this topic are provided in the
classical mathematical works by, for example, WEYL [514] and SCHUR [427]. However, we
have to observe that relations (3.65)) represent anisotropic tensor functions in the argument
C, since Q € MG has to be a member of the symmetry group. In contrast, isotropic
tensor functions are characterised through formulations where Q € O(3) can be a member
of the whole group of orthogonal transformations. Hence, we have to appropriately modify
the formulations in order to make use of the representation theorems for isotropic tensor
functions. This is done by enriching the set of argument tensors, which is in (3.65)) only
C, by means of a set E of so-called structural tensors. This approach is referred to as the
concept of structural tensors and was introduced by BOEHLER [50]. In general, the set =
can contain an adaptable number of first-, second-, and higher-order tensors. A set with
1 first-order, j second-order, and k fourth-order structural tensors might then be given by

m:{ml,...,mi}
= {Em,EM7am} where =M = {Ml, ce ,Mj} (366)
Ev = {My,..., M}

1 [l

(1

and 7, j, k € N. It is consequent to introduce the associated transformations

Q+xE={Q+E,,,Q*xEpN,Q*Ey} (3.67)

of the structural tensors, where the “x” depicts a generalised transformation which is
distinct for the different subsets E,,, Ens, and Ey:

Q*Em - {Qm17"'7Qmi}
Q*Enm ={QM,Q",....QM;Q"} (3.68)
Q+xEu={QoQ)™”M (Q"2Q")™,...,(Q® Q)M (Q" ®Q")"™}.

The key property of the set of structural tensors is that it reflects the material symmetry
in the sense of being invariant under rotations of the symmetry group MG, hence,

E=Q+E VQe MG. (3.69)

Now, the decisive step is to reformulate Eqs (3.65) by means of an extended list (C, &) of
arguments instead of C' alone. This leads to the representation

Y (C,E)=7(QCQ",Q+E)

Y O(3). 3.70
QS(C,E)Q" - S(QCQ",Q+E) } Q0w (370

The valuable outcome of this formulation is that @ is no longer restricted to be a member of
the material symmetry group MG. Thus, Eqs represent isotropic tensor functions in
the extended list (C, E) of arguments. In this sense, ZHENG [526] refers to this procedure
as isotropicisation of anisotropic tensor functions. The form given in allows to
apply the classical representation theorems for isotropic tensor functions, which aim for
a replacement of the tensorial arguments (C,E) by an integrity basis % consisting of
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arguments invariants
v vV

A tr[A], tr[A?], tr[A3]

A v v-Av,v- A%

A A tr[A; A, tr[A; A2], tr[A2 A,], tr[ A2 A2
A, As Ag tr[A; Ay As]

Table 3.1: Integrity bases for isotropic tensor functions for v € R? and A, A1, Ay, A3 € SYM(3).

scalar invariants. The existence of a finite number of invariants for a given set of tensorial
arguments is commonly referred to as HILBERT’s theorem [205]. There exists an extensive
amount of literature on integrity bases for specific sets of argument tensors, ranging from
the early works of WANG [502, (503, 504] and SmiTH [449] 450] (who had some controversy),
to the works of BOEHLER [50], SPENCER [455, 458, and ZHENG [526]. Extensions to
irreducible bases for fourth-order argument tensors were provided by BETTEN [33],[34] and
BETTEN & HELISCH [35]. A compact overview of integrity bases for first- and second-order
arguments and some combinations thereof is given in Table 3.1} Finally, the definition of
the structural tensors allows to define the material symmetry group

MG={QeO@B)|E=Q+E)} (3.71)

as the invariance group of the set 2 of structural tensors. In turn, of course, the set of
structural tensors has to be defined such that it satisfies and subsequently specifies
the symmetry group MG. A comprehensive list of structural tensors for different classes
of symmetries is provided by, for example, ZHENG & SPENCER [527]. Remark that much
deeper insights into the topic of invariant theory, representation theorems, and material
symmetry classes are given in the monographs by SCHRODER [420] and APEL [12].

3.5.3 The isotropic symmetry group

The simplest symmetry class is given when a material does not show a preferred behaviour
in any specific direction. The behaviour of the material is then direction-independent
and commonly referred to as isotropic or spherically symmetric. In this context, it is
interesting to note that there exist two types of isotropy, one with a centre of symmetry
and one without a centre of symmetry, see, for example, VoiaT [496]. The former is
obtained when the material symmetry group is identical to the full orthogonal group,
hence, MG = O(3), whereas the latter is given when the symmetry group is restricted to
the proper orthogonal group, hence, MG = SO(3), also known as hemitropy. Proceeding
with MG = O(3), we notice that Eqs become isotropic tensor functions and that
the definition of structural tensors becomes superfluous. The resulting irreducible integrity
basis .Z) = {J;, Ja, J3} for the single tensor argument C'is directly received from Table
as

Jy =tr[C], Jo=1tr[C?], J3=1tr[C? (3.72)
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with the three basic invariants Jy, Jo, and J3. Thus, we see that the response functions
of an isotropic material are specified by three scalar arguments. However, the choice of
the invariants is by no means unique. For example, in continuum-mechanical applications
use is frequently made of the set A = {1}, I, I3} of principal invariants Iy, I, and I3,
defined by

L =tr[C], L =tr[cof[C]], I5=det|C]. (3.73)

They can be found, for example, in the early work of RIVLIN & ERICKSEN [403]. The

principal invariant set .#L is connected to the basic invariant set %/ through
Sh=0L, Jo=1I1-2I, J3:If—311]2+3]3. (3.74)

-~ 1s derived from (3.73]) by making use of
the rules (A.12)), (A.17)), (A.13), and (A.15)), thus yielding

L =F -F, I,=cof[F]-cof[F], I3=det[F]>=J2. (3.75)

An interesting alternative notation of the set #]

Comparing these relations to Eqgs , , and , one finds that the three principal
invariants are defined by the squared operators of the transport of line, area, and volume
elements, respectively. Furthermore, relation 3 makes clear that any occurrence of I3
can be replaced in terms of the Jacobian J. The probably most intuitive set of invariants
for one tensor argument is given in terms of its three eigenvalues, since they hold a natural
invariance as well. The proof for that is straightforward and provided in Appendix[A.5] We
observed in Section that the eigenvalues Ac(;) = Aﬁj(i) of C are directly connected to
the principal stretches Ay(;), entailing that the use of either of these values is appropriate.
If the set £ = = {Au@); Au), Au@)} of principal stretches is used, we can observe the

1SO
connection to the principal invariants as

(3.76)
IS = >‘U(1))‘?J(2))‘2U(3)

Concluding, a variety of integrity bases is suitable for the description of isotropic material
behaviour and we can summarise that

MG=0@B) — W(F) =W (5

180

) =W (I

180

) =W (I%) (3.77)

Hence, formulating the strain-energy in terms of either of the three presented invariant sets
guarantees a proper invariant formulation for materials of the isotropic symmetry group.

3.5.4 The transversely isotropic symmetry group

A material belongs to the symmetry group of transverse isotropy or cylindrical symmetry
if it exhibits one preferred (or privileged) direction with a distinct behaviour. This dir-
ection is described by a referential unit vector ag, such that |ag| = 1. The vectors ag
perpendicular to ag, characterised by ag - ag = 0, form the transverse plane with iso-
tropic material behaviour. It is thus referred to as the isotropy plane. The most intuitive
symmetry property of the transversely isotropic group is the invariance of the material
behaviour with respect to rotations around the preferred direction ag. To describe this, it

proofs useful to introduce the Fuler—Rodrigues formula

QY =n®n+ cosjw|(I —n®@n)—sinfw|En, (3.78)
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which defines the rotation tensor for arbitrary rotations with angle @ around a unit vector
n. The rotational symmetry around ay can then be described by rotation tensors

o =ay® ag+ cos[w|(I —ag® ag) —sinjw]€ay for 0<w<27. (3.79)

ao

It is obvious that the vector a is unaffected by such rotations, since Qf ao = ag. Now, we
have to note that there exist five types of transverse isotropy and the rotational symmetry
forms one of them. A further type is defined in terms of a so-called two-fold axis transverse
to ag. Using the above defined perpendicular vector ag, this symmetry is described by a
rotation tensor

Q.. =2ay ®a; —1I. (3.80)

This rotation transforms the preferred direction to QZ 1ag = —ag and indicates that
choosing a or its opposite —aq to describe the preferred direction must not influence the
material response. The rotations Qf and Q7 L completed by the central inversion —I, are
the group generators for the complete cylindrical symmetry group. Materials belonging
to this symmetry group have to be invariant with respect to these three transformations
and combinations of them. With this, the group can be described by

ap?

MG ={Q7,,Q, —T 0 < w <2} C O(3). (3.81)
Now, an appropriate structural tensor for this material group can be defined by
M=ay®a, with M"=M, MM=M, t[M]=1, (3.82)

see, for example, SPENCER [450], [457], or ZHENG & SPENCER [527]. We see that M €
SYM(3) is symmetric and idempotent. It can easily be shown that M = QM QT for all
Q € MG;. From Section [3.5.2] we know that the subsequent step is to find an integrity
basis for the two argument tensors {C, M}. With Table (3.1]), we see that an integrity
basis for two tensor arguments generally consists of ten scalar invariants. Three invariants
are associated with the argument C' alone and given in terms of either of the sets .7
Sl or £ from the previous section. Three additional invariants are associated with
the argument M alone, given by

tr[M], tr[M?, tr[M?], (3.83)
whereas the four mixed invariants are given by
tr[CM], trf[CM?, tr[C*M], tr[C*M?]. (3.84)

However, the properties of M, given in Eq. , directly reveal that the three invariants
in are constant and equal to one. Thus, they are of no further use. Moreover, it is
deduced that the first two and the last two invariants given in are equal. The two
only relevant invariants associated with the structural tensor M are therefore

Jy =tr[CM], Js=tr[C°M]. (3.85)
Reformulating the first of these invariants by means of

Jy=ay - Cay=Fay-Fay=a-a=)\2 (3.86)
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and recalling relation shows that J, has a direct physical interpretation and repres-
ents the squared stretch A2 of the material in the direction initially aligned with ay. In
contrast, a comparable physical meaning for J; can only be found in combinations with
other invariants, which will be shown later. An integrity basis for transversely isotropic
material behaviour can now be formulated by augmenting an integrity basis for the strain
tensor C, say the principal invariants .#% , with the two additional mixed invariants .J,
and Js, resulting in the set ! = {I,, I5, I3, Jy, J5}. This set was already introduced by
ERICKSEN & RIvLIN [118]. However, as discussed for the isotropic integrity bases, the set
of invariants for the material group MGy; is not unique and there exist a variety of sets of
five invariants for transverse isotropy. For instance, SCHRODER & NEFF [425] suggest to

formulate an invariant
K, = tr[cof[C|M] = cof[Flay - cof[Flag = J5s — [1Jys + I, (3.87)

which can be used to replace J5 in the set .Z}, leading to a set ﬂt{/ ={0L, I3, Jy, K }.
Such an integrity basis was also proposed by STEIGMANN [463]. Unlike J5, K has a direct
physical meaning and describes the deformation of an area element in the plane normal to
the preferred direction ag. This becomes clear when we recall the area map in Eq. .
Yet, not only the choice of a specific integrity basis is not unique, as there are multiple
options for the structural tensor as well. For instance, one can formulate a tensor

D=I-M with D"=D, DD=D, t[D|=2, (3.88)

which also satisfies the invariance condition Q DQ? = D for Q € MG,;. The two relevant
mixed invariants for the tensor arguments {C, D} can then be formulated by

K2 = tr[CD] = [1 — J4, K3 = tr[cof[C]D] = [1J4 — J5 = [2 — K1 s (389)

see SCHRODER & NEFF [425]. This will lead to an integrity basis &1 = {I}, I, I3, Ka, K3}
While the J,-invariant controls the deformation of line elements aligned with the preferred
direction ay, Ky serves as a measure for the stretch in the transverse plane. Such a
formulation is beneficial if the transverse isotropy in a material is not caused by the
occurrence of aligned fibres in the preferred direction, but has its origin in a laminated
microstructure. Ultimately, the different invariant sets can of course be converted into
each other and none of them is better by definition. Yet, the choice of a set can be
very beneficial in specific situations and can possibly simplify subsequent formulations. In
this sense, especially physically motivated invariant sets can be useful, such as the ones
proposed by, for example, BISCHOFF-BEIERMANN & BRUHNS [39], CRISCIONE ET AL.
[84], Lu & Zuana [302], pEBOTTON ET AL. [92], and FURER & PONTE CASTANEDA
[148]. Thereby, DEBOTTON ET AL. [92] made use of an invariant set introduced in the
seminal work of ERICKSEN & RIVLIN [118]. Further, the formulation of invariants is
not restricted to the usage of the right Cauchy—Green tensor C. Hence, STEIGMANN [463]
discussed an integrity basis based on the stretch tensor U, whereas SCHRODER ET AL. [424]
formulated a set on the basis of the logarithmic Hencky strain tensor E,. By making use
of the triangular decomposition of the deformation gradient, as discussed in Section [2.1.4]
SRINIVASA [461] found an invariant set based on the coefficients of the upper triangular
tensor . In this work, we will make particular use of the formulations of CRISCIONE
ET AL. [84] and DEBOTTON ET AL. [92], which have the convenient property that they
allow to introduce generic, invariant-based deformation gradients. This is discussed in the
following.
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Invariant-based representations of deformation gradients An interesting set of
invariants for the transversely isotropic symmetry group was introduced by ERICKSEN &
RIvLIN [118] and is denoted by £ = {I33, ery, eto, evy, cos[ers — 2et;]}. In terms of the
set Z1, the first four invariants of the set .7 are given by

F33:J4, etlzé(ll—J4), QYQZ%\/(]1+J4)2—4]2—4J5, €t4:\/<]5—l]f, (390)

whereas the fifth invariant is defined by

LiJs + 215 + Jy(IyJy + J? — 21, — 3J5)

(J5 — IOV + T2 — 4L — 47 (3.91)

coslers — 2ers| =

We directly observe that the denominator of the fifth invariant contains the invariants ety
and ety and cos[ets — 2et;] is thus undefined if either one or both of these two invariants
is zero. Of course, one could as well formulate relations between the set .5 and, for
example, .Z1". In this case, one would directly identify that, for instance ev; = K5/2 and
that K3 occurs in ety and cos|ers — 2et;]. Further, relations and - can easily
be inverted in order to give equations for set .#! in terms of ftﬁt, readlng

I = F33 + 2ery , I, = 2F33€'C1 + et% — etg — Q'CZ , (3 92)
I3 = T3 (er] — ev3) + et (evacos[ers — 2evs] —evy), Jy=1Is3, Js=1D4 +etj.

The benefit of using the set .#$" may not manifest through the original representations

given in Egs (3.90) and (3.91), but through an invariant set %% = { s, A, Ve, %, ¥y}
introduced by DEBOTTON ET AL. [02]. On the basis of the work of ERICKSEN & RIVLIN

[118], pEBOTTON ET AL. [92] reformulated and renamed the original invariants. Further,
they made the choice et3 = m/2. Finally, their invariants are defined in terms of set %!

by
/ [ J, I3
A = J47 Ay = 7_J4’ Yt = \/Il___2 J7
4 4

. (3.93)
2\ H (4 X2
tan[2y,] = t 4+ N \/W 7 ( : +77)
Y H £ 20 VYR (AN +92) - H?'
where H in the fifth invariant is given by
H=2AX +78) 2\ +97) + 2\ — 21, (3.94)

The advantage of this set is the direct link between the invariants and their physical
meaning with respect to a transversely isotropic material, namely, A, > 0 is a measure for
the stretch along the preferred direction, A\; > 0 is a stretch transverse to the preferred
axis, v, > 0 is the longitudinal shear along the axis, and v, > 0 is the transverse shear.
By referring to the transverse plane, longitudinal and transverse shear are also called out-
of-plane and in-plane shear, respectively. If the transverse isotropy is caused by aligned
fibres in the microstructure, these two shear modes may also be denoted as along-fibre
and cross-fibre shear, respectively. The fifth invariant ., € [0,7) is m-periodic and can
be interpreted as a coupling measure between the different shear deformations. This
coupling measure can be chosen arbitrarily whenever ~,v; = 0, hence, when longitudinal
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and transverse shear do not occur simultaneously. This characteristic reminds of the
invariant cos[ers — 2evs] in the original set .Z$*. As a result, we make the choice 1, = 0
when v, = 0. We further remark that relations 1_4 for \g, A, v¢ and v do not
contain the Ir-invariant, which implies that a transversely isotropic material may only
have a dependency on I, for coupled shear deformations. Besides the direct physical
interpretation of its invariants, the remarkable benefit of using set .#} is that it allows to
introduce a generic, invariant-based representation of any deformation gradient. In detail,
DEBOTTON ET AL. [92] showed that an arbitrary deformation gradient F' can be written
as a product of a proper orthogonal rotation, say R' € SO(3), and a generic deformation
gradient given by
At 0 0
F' = T At 0| e;@el (3.95)
ve cosli,] e sinfi] A

with ¢ = 1,2,3. Therein, the e}-basis is defined such that ej is collinear with the pre-
ferred direction ag. Recalling the principle of frame-indifference, outlined in Sections|3.2.3
and [3.5.1] we observe that the connection F' = R'F" describes a change of the frame of
reference, indicated by the rotation R'. Besides that, however, F' and F" are equivalent
deformations with the difference that the e}-system is always aligned with the preferred
direction ay. Moreover, the tensor F* has a lower triangular coefficient matrix and always
contains at least three coefficients which are zero. These features are especially helpful for
multiscale analysis and will prove useful in the investigations in Parts [[I| and [[TI} In brief,
the benefit of using a deformation gradient of form when dealing with transverse
isotropy is that setting up F" only requires the knowledge on the deformation through a
set of transversely isotropic invariants (which can be any of the so far introduced), but
no explicit knowledge on the original deformation gradient F'. In multiscale analysis, for
instance, it suffices to have the information about a deformation on a larger scale in terms
of invariants and to pass the deformation to a smaller scale in the form of a tensor F".
Doing this, a further advantage is that the (at least) three zero coefficients of F" eventually
lead to a significant simplification of subsequent expressions. We remark that although F"*
with its lower triangular form seems to be similar to the upper triangular tensor R from
the triangular decomposition introduced in Eq. , it is very different in nature. While
R has to be computed from the decomposition F' = QM and requires to have an explicit
expression for F' (or at least C'), the tensor F" is invariant-based and does not require the
knowledge of the actual deformation. From a mathematical point of view, however, F"
could of course as well be computed from F' by employing a Q)L decomposition. Proceed-
ing, relations for the set ! in terms of set .#% are obtained by either inverting Eqs
or by directly computing {Iy, I, I3, Jy, J5 } from C* = F*T F* by making use of Eqs ,
(3-85), and M = e} ® e}. We obtain

L= XN +2X 77+
I = L((23] +92) (A7 +72) + 2X¢ — 729y cos[2u,] + 2 sin[2¢4,))) | (3.96)
L=XX, Ji=M, =20 +9D).

At this point, it is beneficial for later use to introduce the azisymmetric shear 2 =
A? 4+ 2)\? — 3. This additional shear value allows to compare deformations with uniaxial
stretch along and/or transverse to the preferred direction with longitudinal and transverse
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shear deformations. The three (squared) shear values add up as 72 + 77 + 2 = I, — 3.
Furthermore, we note again that the invariant 1, only occurs in connection with the
Ir-invariant, but not in the expressions of the other ones.

Besides the invariant set % and its associated invariant-based deformation gradient F*,
an alternative set with similar benefits was introduced by CRISCIONE ET AL. [84] and is
denoted by 2 = {J, A\, &, 77, cos[2¢,]}. Tt is connected to the set 7! by

LJ,—J LJ,— Js\ J
Ny = TV T e | B (M)_l, By

cos{26] — Ly ds + LT3 + 2020, — J2 — 21,02 — J2 s
T (Us = IR+ J2 =21, 45 — 4T3,

)

and J is the well-known Jacobian J = Ié/ . This set of invariants is reminiscent to
the original set £ of ERICKSEN & RIVLIN [118] with the choice et = 0, as can be
seen through the fifth invariant cos[2¢,]. Like the invariant 1, € £, the fifth invariant
cos[2¢,] may become indeterminate, here if & =1 or 4] = 0. The inverse relationships to

Egs (3.97) read

= PP (O3, (14+97) + A (€7 +€77),
L= JY* (A 4+ A (€7 + €7%) + M (67 sinfg, ) + €72 cos[o,])) (3.98)
=7 Jo=J"X, J=J\0+47).

In order to compute I, one has to employ Eq. (3.97)5 and solve it for the angle ¢,. The
usefulness of set .#7 shows up in a slightly different notation, which results in the set
IL={ N, A1, Ay Ve, @ 1. Interms of set 7, the set &) reads

Ao=JVNy, A= TN A=A POT ) = T B, (3.99)

whereas ¢, has to be computed from Eq. (3.97))5. Similar to what DEBOTTON ET AL. [92]
noted for the deformation gradient F*, CRISCIONE ET AL. [84] earlier showed that there

is a deformation gradient FY which is connected to any general deformation gradient F
by F = R'F’ where R’ € SO(3). Thus, the set .#] also allows to introduce a generic,
invariant-based deformation gradient

A 0 0
F' = 0 As 0| el®eé (3.100)
Yo cos[g,] e sing,] Ao

where the e}-axis is collinear with the preferred direction ay. Consequently, €} is collinear
with e} as well. The invariant-based deformation gradient F has all the above mentioned
benefits of the tensor F7, however, it even exhibits at least four zero coefficients. Further,
the invariants of set #! in terms of set .#7 read

L=XN+ X422 492,
I = A% (1+ M%7 cos[9)?) + A2 (1 + A, 297 sin[g,]?) (3.101)
Is = NXIAS, =X, Js= (A +%)
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These relations are obtained by making use of C? = FV'TFI. M = e} ® e} and Eqgs (3.73)
and (3.85)). By comparing Eqs (3.96|) and (3.101)), we note that the invariants A\, and ~,

are the same for the sets £ and .. Furthermore, it is possible to relate the invariants
A1, A9 and ¢, of set Z] to set £ in terms of

2 2 2 2
VA2 AN+ FAN — H
po= IS = YR cosf2g,] = e (3.102)
VeV e + 4N

where H is given in Eq. (3.94). This points out that the sets .#}: and .77 are closely
related to each other. Further, it allows to use a generic deformation gradient FY, as
given in Eq. , but prescribing A; and Ay in terms of A\; and ~;. This combines the
advantage of the simplicity of FY with its at least four zero coefficients with the more
intuitive physical meanings of A\; and 7. For completeness, note that A;, Ay and A\, depict
the principal stretches of a generalised plane-strain deformation (in the transverse plane),
represented by F"|,,—o. This means that FV|,,—o = diag[\1, A2, A¢] is the diagonalisation
of F"|,,—o. The representations of F* and FY in Eqgs and , respectively, can
formally be regarded as plane-strain deformations superimposed with out-of-plane shear,
see, for example, HORGAN & SACCOMANDI [230].

Finally, the outcomes of this section shall be combined with some considerations concern-
ing incompressible materials. As discussed in Section [3.3.2] the motion of incompressible
materials is subject to a constraint function det[F] = 1, as defined in (3.25). Relating
this constraint to the invariant set .#!, we obtain that I3 = J = 1 holds in the case of
incompressibility, see Eq. 3. This means that the third invariant I35 is of no further
use and isotropic, incompressible material behaviour is subsequently only dependent on
two remaining invariants. For transverse isotropy, the Iz-invariant appears explicitly in
the sets .7, 1" as well as in #!", which means that incompressibility causes a reduction
to four invariants. For instance, %} reduces to {Iy, I, Jy, J5}. For the set .}, the incom-
pressibility condition is considered by exploiting Eq. (3.96)3, which yields A2\ = A\ =1
and results in A\ = )\;1/ 2, Subsequently, the invariant A\; can be dropped from invariant set
S, which reduces to {A¢, ¢, &, ¢4 }. This has an implication for the generic deformation
gradient representation F", as this then reads

A 0 0
F' = " N2 ol ese. (3.103)
Yo cos[iy] e sinfhy] A

In analogy, exploiting Eq. (3.101)3 yields AJAIA3 = AAi A2 = 1 as incompressibility con-
straint for the invariant set .#!. Hence, the invariant Ay can be dropped from %] as it can
be expressed as Ay = (AA1) !, This reduces .Z] to {\, A1, Ve, &, }. The generic tensor FV
can then be rewritten to

A1 0 0
FI = 0 (MA)™h 0| el@e]. (3.104)
e COS[¢7] e Sin[(b'y] Ar

The implications of incompressibility on the invariant sets Z!, #! and .#! are summar-
ised in Table |3.2] Finally, note that the axisymmetric shear in the incompressible case
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integrity basis incompressibility reduction

I ={NL,1,,1I5, Jy, J5} Isy=1 — {12, Jy, Js}
’jtll = {/\57)\‘57’7@7/%71#“/} AZ)\E =1 — )‘t = )\21/2 — {)\577577t7w'y}
T ={ A, 22,70, 043 | Mdida =1 = X = (NA)™H = {0, 04}

Table 3.2: The three integrity bases .#1, #%, and %] as well as the associated reductions to four invari-
ants in the case of incompressibility.

reads

/A2 420 =3 if A > 1
Yo = (3.105)
—JA24+20 =3 if A < 1.

Hence, the plus and the minus sign correspond to tension and to compression along the
preferred direction, respectively, whereas 7, = 0 if the preferred axis is unstretched (\, =

1).

3.6 Further physical and mathematical requirements

This section presents some further physical and mathematical considerations when dealing
with potential-based elastostatic problems. The preceding investigations in this chapter
showed that the elastic energy is the decisive quantity in the case of hyperelastictity. Thus,
this section especially contains investigations and remarks on further requirements upon
the formulation of hyperelastic strain-energy potentials.

3.6.1 Normalisation

The reference configuration By of the body % was introduced in Section in a rather
arbitrary manner as the configuration which is defined by the reference placement 2,
at time ty. However, the previous investigations showed that the deformation gradient
F', which relates the actual configuration B to the reference configuration By, is the key
kinematical quantity and serves as argument for the response functions of the mechanical
process. This means that the stored energy #  and the stress P crucially depend on the
definition of the reference configuration By. In continuum mechanics, it is common practice
that one proceeds from an energy-free and stress-free reference configuration, which means
that

W(F)|p,_,=0 and P(F)|,_,=0. (3.106)

Note that although the evaluation of the dissipation principle revealed that the stress
tensor is connected to the energy in the sense of being the derivative, see Eq. , an
energy-free reference configuration does not imply that it is stress-free as well. Rather,
the two conditions in have to be satisfied separately. Moreover, if we consider a
material which is subject to internal constraints, as outlined in Section [3.3, we have to
recall that the stress tensor is then defined by Eq. . In the process of constitutive
modelling, it only makes sense to demand that the extra stress, given by 0p# , vanishes
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in the reference configuration. Hence, in order to account for both, unconstrained and
constrained materials, Egs (3.106)) have to be formulated as

W(F)|,_,=0 and  Op¥(F 0. (3.107)

)|F:I -
Finding a configuration which fulfils Eqgs is not always straightforward and is
especially difficult or even impossible when biological tissues are considered. If the iden-
tification of an energy- and stress-free reference configuration in the absence of external
forces on the body is not achievable and one has to proceed with a reference placement
which does not satisfy Eqs , one arrives at the theory of prestressed or residually
stressed materials. Doing so, a symmetric residual stress tensor 7 € SYM(3) is identified,
such that

Div[r]=0 inBy and 7N =0 ondBy. (3.108)

The first relation states that the residual stress T has to fulfil the equilibrium equation,
whereas the second equation accounts for the fact that the unloaded reference config-
uration must not have any surface tractions. In summary, the treatment of mechanical
problems either demands for the identification (or at least definition) of an unloaded refer-
ence configuration that is energy- and stress-free in the sense of Eqs or an unloaded
reference configuration with a residual stress T that satisfies Eqs . In any case, the
state of stress in the reference configuration has to be specified in order to have meaningful
statements for the stress in any actual configuration at time ¢ > t;. For more detailed
explanations on residually stressed materials, we refer to HOGER [219] 220], OGDEN [363],
SHAMS ET AL. [433], or AHAMED ET AL. [6]. The identification of the reference configur-
ation and the connection to residual stresses are very decisive aspects for the modelling of
biological tissues and were discussed, for example, by CHUONG & FuNa [79], Funa [144],
HoLzAPFEL ET AL. [222], BALzANI [24], or GEE ET AL. [I53]. Particular phenomena
like residual stresses related to tissue growth are discussed by RODRIGUEZ ET AL. [406],
whereas residual stresses due to osmotic effects are treated by LANIR [277].

3.6.2 Growth conditions

From a physical point of view, it is very reasonable that extreme values of deformations
must accompany extreme values of the associated stored elastic energy and associated
stresses in a material. As a consequence, physically meaningful strain-energy functions
have to meet appropriate growth conditions, which can be formulated as follows:

det[F] — 0*

(HF” + || COf[F]H + det[F]) — 4+00. (3-109)

W — +oo  as {

Therein, ||A|| = VA - A denotes the norm of a tensor A. It is an easy matter to see
that the three terms F', cof[F], and det[F|, which occur in (3.109)), are connected to the
transport of line, area, and volume elements, respectively. In this sense, the terms are
also directly connected to the invariant set %! = {I, I, I3}, see Eqs . Thus, the
conditions in are very intuitive and self explanatory, as they simply state that the
strain-energy # has to tend to infinity when the sum of line, area, and volume element
stretches goes to infinity or when the volume is compressed towards det[F| — 0*. Note for



56 3 Fundamentals of Material Theory

completeness that the second condition in (3.109]) can be formulated in a sharper version
in terms of the coerciveness inequality

W > al||F|P+ | cof[F]||? + det[F]"] + 8 3{a,p,q,r > 0,8} €R (3.110)

see CIARLET [80]. Strain-energies # satisfying Eq. (3.110]) are then referred to as coercive.

3.6.3 Existence of minimisers

In Section [3.4] the basic mechanical boundary-value problem has been approached from
a rigorous variational perspective and the governing equations in (3.53)) were derived by
exploiting the principle of minimum potential energy. In this context, it was highlighted
that the fundamental step for obtaining equilibrium solutions of the mechanical problem
is to find a motion function x such that the elastostatic potential II(x) becomes station-
ary. The details on the associated boundary conditions and the incorporation of further
kinematical constraints were discussed in Sections [3.4.2] and [3.4.3| and are not repeated at
this point. In order to guarantee that a stationary solution of the variational problem rep-
resents a minimum value, the functional II has to satisfy further requirements. This means
that one seeks to ensure the ezistence of minimisers, which are deformation states x that
minimise the functional II. Sufficient conditions for this requirement are reviewed here in a
rather compact manner. For complete overviews and further insights to the topic, we refer
to the comprehensive works of KRaWIETZ [262], SILHAVY [438], SCHRODER [421], and
DACOROGNA [87]. According to these works, the existence of minimisers is guaranteed if
the functional

(x)= | #(F)dV + Meu(x) | (3.111)

is coercive and satisfies the sequentially weakly lower semicontinuity condition.

Convexity An intuitive first approach for the sequentially weakly lower semicontinuity
condition is to demand for the convexity of the functional II. However, instead of investig-
ating a global convexity statement for the functional I on the whole domain By, it proves
useful to formulate a local convexity statement for the strain-energy function # (F') at
X € By. Such a local statement is very convenient as associated mathematical conditions
can then directly be posed as further requirements during the process of the constitutive
formulation of strain-energy functions. Convexity conditions for the scalar-valued tensor
function # are given by the three equivalent statements

W(F +AAF) <\ (F+AF)+ (1-\#(F) Y0<A<1
& W(F)+0pW (F) - AF < W (F + AF) (3.112)
& AF - 03 W (F)AF > 0.

Therein, AF depicts a perturbation of the deformation state F'. The first condition
in (3.112) is the basic mathematical convexity statement and essentially states that each
line between the points (F, # (F')) and (F+AF, % (F+AF)) must not be below the curve
W itself. The second condition is obtained from the first one by a limit case investigation as
A — 0 and the appropriate directional Gateaux derivative. It involves the first derivative
OF# which is easily identified as the first Piola—Kirchhoff stress P, see Eq. (3.20). This
second convexity form states that the tangent line to the curve # at (F, # (F')) must not
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be above the curve # at F'+AF'. Finally, the third statement is obtained from the second
one by another application of a directional Gateaux derivative and yields an infinitesimal
statement. It is probably the most useful convexity notation in continuum mechanics and
demands that the second derivative 0% % of # with respect to F' is positive semidefinite.
This second derivative is a fundamental quantity in continuum mechanics and is introduced
as the fourth-order (nominal) elasticity tensor

L(F) = 0%p ¥ (F). (3.113)

It is also called tangent modulus or incremental stiffness. SIMO & MARSDEN [440] and
MARSDEN & HUGHES [316] refer to LL as the first elasticity tensor, motivated by the direct
connection to the first Piola—Kirchhoff stress P through L. = 0 P. The elasticity tensor
L is major but in general not minor symmetric, such that I = L. However, we remark
that the nominal elasticity tensor has material as well as spatial counterparts, which are
major and minor symmetric. For instance, the material elasticity tensor is defined as
C =40%c7 . Tt is associated with the already introduced second Piola—Kirchhoff stress
S = 20¢W, which is symmetric and thus causes the minor symmetry of C. The two
material quantities are connected to the here used nominal ones by P = F'S (a push-
forward operation of the first basis of S, as explained in Section and

L=(FeoI)™C(F'eI)™ +(I®8)™ (3.114)

see SIMO & MARSDEN [440)], MARSDEN & HUGHES [316] or CURNIER [85]. Some implica-
tions and further explanations on symmetry properties of fourth-order tensors are provided
in Appendix Proceeding with the convexity considerations, we note that in order
to formulate the convexity statement in the infinitesimal form 3, the strain-energy
function # has to be twice differentiable, which is generally the case. Note that the con-
vexity statements can be strengthened to strict convexity if they are changed to
strict inequalities, hence, by replacing < by < and > by >. Reformulating Eq. 3 1in
terms of strict convexity then demands that the elasticity tensor L is positive definite. A
convex strain-energy in the sense of Eqs or in the strictly convex form ensures the
sequentially weakly lower semicontinuity of the elastostatic functional II. However, it is a
too restrictive demand, as, for instance, strict convexity entails that any solution is unique
and stable. Therefore, it excludes structural instabilities, such as buckling phenomena,
which have to be included in a reasonable large-strain theory, see HILL [209]. Moreover,
convexity (both, strict and non-strict) is incompatible with the principle of material frame-
indifference, see COLEMAN & NOLL [82], and it violates the growth condition ([3.109)); in
the limit det[F] — 07. In summary, convexity of the strain-energy #  is not reasonable
and alternative concepts have to be consulted. This motivates the introduction of so-called
weak convexity statements.

Quasiconvexity A fundamental weak convexity statement is the concept of quasicon-
vezity, introduced by MORREY [343]. The quasiconvexity condition reads

1
VOl[BS] Bs

W(F) <

W (F + Grad|x]) dV . (3.115)

Therein, the integral is defined over the subdomain Bg C By and x are fluctuations of
the placement function x in Bg. The fluctuations have to vanish on the boundary of
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the subdomain, thus, x = 0 on 0Bs. Eq. states that the energy level caused
by a homogeneous deformation F' in Bg is always lower (or equal) than the energy level
caused by any perturbed state F' 4+ Grad[x]|. The homogeneous deformation thus depicts
a minimiser to the functional #. MORREY [343] showed that quasiconvexity in the sense
of Eq. , together with appropriate growth conditions, is a necessary and sufficient
condition for weakly lower semicontinuity. However, the quasiconvexity condition involves
an integral statement and is not as practical to check as a local statement. Further-
more, quasiconvexity only makes sense if a material is homogeneous in the subdomain
Bs. Microscopically heterogeneous materials in Bg generally depict a minimum energy for
heterogeneous deformations, which conflicts with the statement in Eq. . This will
become clear in Part [lI] of this work. Condition also excludes the possibility of
stability problems in the subdomain Bg, which is not acceptable when considering mater-
ials which are heterogeneous in Bs. Moreover, quasiconvexity conflicts with the growth

condition (3.109)); in the limit det[F] — 0.

Polyconvexity A very useful weak convexity statement was formulated in the seminal
work of BALL [23] and is referred to as polyconvezity. It is less restrictive than convexity,
but a stronger statement than quasiconvexity. Thus, polyconvexity implies quasiconvex-
ity and is therefore a sufficient condition for weakly lower semicontinuity. Yet, it is a
local statement and it thus easier to handle than the integral condition of quasiconvex-
ity. Moreover, polyconvexity does not share any of the above mentioned drawbacks of
quasiconvexity, which makes it the most valuable tool to check the existence of minimiser.
The key idea behind the concept of polyconvexity is to introduce an extended list of ar-
guments, reading F = {F', cof[F|,det[F]|}. Subsequently, the strain-energy function %’
is (strictly) polyconvex if it can be written as a function % (F) : R3¥3 x R3®3 x R — R
that is (strictly) convex with respect to the 19-dimensional argument F. In terms of the
second (Gateaux) derivative of % (F) with respect to JF, polyconvexity can be expressed
in form of the statement

6F - 0%z W (F)SF >0 (3.116)

and demands for the positive semidefiniteness of the R'*¥-matrix 0%z%# . If the strain
energy is given as an additive function # (F) = #1(F') + #5(cof [F|) + #5(det[F]), poly-
convexity is ensured if each function %#; (i = 1,2, 3) is convex in its associated argument.
In turn, this can be proven by the positive semidefiniteness of the fourth-order tensors
Opp? (the elasticity tensor L) and 02 p.orm? as well as the non-negativity of the
scalar derivative 9%,%. This makes it easy to give polyconvexity an intuitive physical
interpretation by noting that the extended list F = {F, cof[F], det[F]} contains the op-
erators of the line, area and volume transport, which we already identified in the growth
conditions . Thus, polyconvexity can be understood as convexity with respect to
changes of line, area, and volume elements. Further, Eqs recalls a direct connec-
tion between invariant set #! = {I,, I, I3} and the argument list F. Hence, it can be
concluded that a strain-energy function # (#1) = #1(I,) + #5(15) + #3(13) is polyconvex
if it can be formulated as the sum of functions %#; (i = 1,2,3) that are each convex in
their argument [;. Furthermore, an extension of such investigations to the polyconvexity
of transversely isotropic invariants can be found in SCHRODER & NEFF [425].

Rank-one convexity A further weak convexity statement is the rank-one convezity. It
is the weakest among the ones discussed so far and describes the convexity of a function
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along a straight line, where the difference between the start and end point of the line
is expressed by a rank-one, second-order tensor. Applied to the present problem, rank-
one convexity of the strain-energy function # is described by the same form than in
Eqgs with the difference that the perturbation AF = 1 ® ¢ is now given by the
rank-one tensor n® ¢ with i, ¢ € R?\ {0}. The infinitesimal rank-one convexity condition
then reads

M®C) - Opp? (F)(n®¢) >0 (3.117)
with the elasticity tensor L(F) = 02p# (F). Eq. (3.117) is also known as the Legendre-

Hadamard strong ellipticity condition. This analogy entails that a rank-one convex strain-
energy function # leads to strongly elliptic problems. The interesting physical implication
of this is that strong ellipticity ensures wave propagations with real wave speeds through
the material. With this physical connection, the vector ¢ is given the meaning of the

direction of wave propagation and 7 represents a polarisation vector. Subsequently, it is
useful to reformulate Eq. (3.117) to

n-)n =0 (3.118)
and to introduce the symmetric second-order acoustic tensor
o = (L= =LuGGei®e;. (3.119)

The symmetry of the acoustic tensor ./ € SYM(3) is directly visible through its index
notation o%; = Litj G ¢ (4,4, k, 1 = 1,2,3) and the major symmetry of the elasticity
tensor L. Further, the rank-one convexity conditions in Eqs and can be
strengthened to strict rank-one convexity by replacing > with >. With this, we can
formulate the equivalence of the following statements: (i) strict rank-one convexity of #,
(ii) strong ellipticity of the problem, (iii) wave propagations with real positive wave speeds,
and (iv) positive definiteness of the acoustic tensor .ef. The last statement requires that the
acoustic tensor only has real and positive eigenvalues, as they are directly connected to the
wave speeds. However, instead of solving an eigenvalue problem, the positive definiteness
of the symmetric acoustic tensor can be exploited by investigating the positiveness of its
leading principal minors, leading to the three simple conditions

ﬂfu > O, %1%2 — 52712%1 > O, det[,,tzf] > 0. (3120)

This is referred to as Sylvester’s criterion. In practical application, the conditions
in have to be checked for every space orientation vector . Failure of Sylvester’s
criterion, and hence, the loss of strong ellipticity, does not necessarily lead to instability
problems in the sense of buckling or bifurcation phenomena. Rather, it indicates equilib-
rium states with continuous displacement fields but discontinuous deformation gradient
along a singular surface with normal direction . Further investigations on material be-
haviour under the loss of strong ellipticity can be found in KNOWLES & STERNBERG
[253, 254]. Finally, we remark that although it seems reasonable to demand for the posit-
iveness of wave speeds through a material and, hence, strict rank-one convexity, there are
scenarios where rank-one convexity and the allowance of a possible zero eigenvalue of the
acoustic tensor is appropriate. For instance, it was shown in the works of ERICKSEN [117],
TRUESDELL & NoOLL [490] Sec. 78] and ScoTT & HAYES [428] that the incompressibility
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condition, given in Eq. , implies that the acoustic tensor has a zero eigenvalue and
waves do not propagate in the direction of the associated eigenvector. Hence, the consid-
eration of internally constrained materials may require appropriate modifications of the
ellipticity conditions, see, for instance, ZEE & STERNBERG [525].

Concluding remarks The convexity statements presented in this section are connected
in a hierarchical manner, which means that stronger convexity conditions imply the weaker
conditions, while the opposite does not hold in general. For continuous functions, such as
the strain-energy function #, the hierarchy is given by

convexity = polyconvexity = quasiconvexity = rank-one convexity .

Thus, polyconvexity of the strain-energy function induces the weaker statements of
quasiconvexity and rank-one convexity. It is therefore not only a sufficient condition
for weakly lower semicontinuity, which comes with the quasiconvexity, but also ensures
the physical meaningful demand for wave propagations with real wave speed through the
material. Moreover, polyconvexity is a local condition and by that serves as a valuable
and easy check if the strain-energy function % is specified in terms of closed-form ana-
lytical expressions. It is also a meaningful tool to ensure the physical meaningfulness
of constitutive theories during the construction of strain-energy functions. On the other
hand, rank-one convexity is the weakest of the above statements, but it has the convenient
feature that it is equivalent to the Legendre-Hadamard strong ellipticity condition and has
the physical implication of real wave speeds. Therefore, the check for rank-one convexity
is very useful in situations where the polyconvexity condition is not suitable, such as for
multiscale analysis, where the strain-energy at higher scales is not given in a closed-form
expression, but is determined by a homogenisation of energies from smaller scales. This
becomes clearer in Part [l

3.7 Further remarks on constitutive modelling

To conclude the explanations on material theory, this section presents some further aspects
with respect to the formulation of strain-energy functions. The section briefly introduces
the concept of Legendre transforms and complementary energies as well as a constitutive
deviatoric-volumetric split of the energy # . After that, we introduce some constitutive
strain-energy functions and conclude with explanations on the connection between the
finite theory and the infinitesimal small-strain theory. The results and outcomes of the
here discussed topics are picked up again later in this work.

3.7.1 Legendre transforms and the idea of complementary energies

For a variety of applications in continuum mechanics, the concept of Legendre transforma-
tions serves as very useful mathematical tool. It is a so-called contact transformation and
can be used to change dependencies of functions. An overview on the basic principles, in
particular the difference between the classical Legendre, the Legendre-Fenchel, and a here
used generalised Legendre transform, is provided in Appendix [B.1} The reader is referred
to, for example, ROCKAFELLAR [405] or SEWELL [430)] for deeper insights in the topic.
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The transforms of thermodynamical potentials: Complementary energies Le-
gendre transformations are an essential mathematical tool in continuum mechanics and
general thermodynamics. They allow to change the dependencies of thermodynamic po-
tentials and the classical idea behind the transformations is that the energy of a ther-
modynamic system shall be expressible in terms of arguments which are observable and
measurable. We already applied this idea in Section without explicitly stating it.
There, we introduced the Helmholtz free energy v = ¢ — 07 in terms of the internal en-
ergy €, which is essentially a Legendre transform with respect to the conjugate pair {6, n}.
Using the Helmholtz energy 1 (or the volume-specific version # = py1)) instead of ¢ is jus-
tified because the internal energy is a function of the deformation (expressed, for example,
in terms of F') and the entropy 7. Clearly, the entropy is a cumbersome quantity and not
measurable. However, the partial derivative 0,e = 0 of the internal energy e(F,n) with
respect to the entropy yields the (absolute) temperature, which is a well manageable quant-
ity. Hence, it makes sense to perform a partial Legendre transform of the internal energy
with respect to the conjugate pair {#,7}. In terms of the generalised Legendre transform,
as defined in Eq. (B.6]), we obtain £*(F,6) = stat,{0n — e(F,n)} with § = 9, ¢. If one
now assumes that 7 represents a value where 67 — ¢ becomes stationary, it becomes clear
that the Helmholtz free energy is nothing else than the negative Legendre transform of the
internal energy, hence, 1) = —e*. We thus call the Helmholtz energy (F', ) the negative
caloric complementary energy compared to €(F,n). This means that the volume-specific
Helmholtz energy # can be written as #'(F', ) = —pg stat, {0n—e(F,n)} with the partial
derivatives Op# = P, see Eq. , and g = —pon. We see that the formulation of
a strain-energy # relies on the stationarity of the entropy, which is a key requirement for
the application of minimum energy principles as introduced in Section [3.4.2] Furthermore,
with our knowledge about the derivative 0p# = P, we identify {F, P} as a conjugate
pair and may perform the associated Legendre transformation

%(P,0) :=stat{F - P~ #(F,0)}, (3.121)

where % is introduced as the volume-specific Gibbs energy or free enthalpy (which is
multi-valued for non-convexr W', see in this context also the remarks in Section .
The derivative of % with respect to P reads Op% = F. Thus, the Gibbs energy is the
mechanical complementary energy compared to the strain energy #'. The description of
mechanical problems in terms of the Gibbs energy % instead of #  can be beneficial in
a variety of applications. For instance, RAJAGOPAL & SRINIVASA [394, [395] explained
that a Gibbs-formulation is very suitable for problems that are subject to internal con-
straints, which we discussed in Section [3.3] since kinematical constraints for F' then turn
into simple constitutive assumptions. We will not follow such procedures in this work,
however, formulations reminiscent to Eq. will arise as a mathematical consequence
in Section [5.1, For completeness, the last of the four important thermodynamical po-
tentials is the enthalpy J€(P,n) := — statg{0n — % (P, 0)}, which is the negative caloric
complementary energy compared to the Gibbs energy % and, likewise, the volume-specific
mechanical complementary energy compared to the internal energy (F', 7).

3.7.2 Deviatoric-volumetric split of the energy

In Section and Eq. (2.21)), we showed that the deformation gradient F' = F, F might
be decomposed into a purely volumetric deformation F, and a purely deviatoric deform-
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ation F'. Based on this kinematical decomposition, one may constitutively introduce an
additive split of the strain-energy, reading

W (F) = Waoy(F) + Hior(J) (3.122)

where #je, is the energy contribution due to the isochoric deformation and #5, is energy
associated with the volumetric deformation, see, for example, OGDEN [359], SIMO ET AL.
[442] and MIEHE [328]. On the basis of the energy decoupling in Eq. (3.122)), also the first
Piola—Kirchhoff stress gets a decoupled representation, reading

P = aFW = 8F%6V + aFWVOI = Pdev + onl . (3123)
Therein, the deviatoric stress Py., and the volumetric stress P, are given by
Py, = JVPDP, with P =0p¥ee, and Py = JO,WF T, (3.124)

respectively, by a consequent use of the chain rule and the derivation rules provided in
Appendix . The deviatoric stress Py, in Eq. 1 contains the fourth-order pro-
jection tensor DD, which is associated with the derivative of the deviatoric deformation
F = J3F with respect to F and is defined as

D=1-iF"®F suchthat OpF =.J D", (3.125)

Therein, I is the fourth-order identical map. It is easy to show that the projection tensor
D is symmetric, D = D?, and idempotent, DD = . We note that from a mathematical
point of view a deviatoric tensor should be traceless and the non-deviatoric remainder
should be a spherical tensor. However, these characteristics are not exhibited through
the first Piola—Kirchhoff stress contributions Py., and P, but through the associated
Cauchy stress representation

o=J"'PF" = J Py F' + J 'PyF" = 04ey + 0yl (3.126)

in the actual configuration. After some algebra and using already introduced tensor cal-
culation rules, we obtain the two stress contributions

Ogey = JV3(& — Ltx[&]I), with & =J'PFT, and o =0 Wwl. (3.127)

1
3
It is an easy matter to show that oqe, is traceless, trjogey] = 0, and we clearly see that
O i a spherical tensor. Moreover, in Eq. we showed that the trace of the Cauchy
stress is connected to the hydrostatic pressure and formulated the associated equation for
the first Piola-Kirchhoff stress in (3.29). Thus, Py, although not traceless, shows its

deviatoric nature through a vanishing hydrostatic pressure, hence

— 3 Py F=JY3P-LP -F)FT). F=0. (3.128)

1
3
In this sense, the fourth-order tensor D can be referred to as a nominal version of the
classical deviatoric projection tensor I — (I ® I)/3.

For completeness, the nominal elasticity tensor associated with the deviatoric-volumetric
energy decoupling reads

L =03 = OppWaew + OppWeol = Laey + Lol , (3.129)
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where the deviatoric part Lge, and the volumetric part L, are given by

Lo = 273 [(P-F)FToF T _DPoFT+FTeP|+J DL,

3.130
]LVOI - (J8JWV01 + J2832 vol)F_T (9 F_T — Jaj%d(F_T & F_T)T24 ) ( )

respectively, where L = 8% #Wiev = Op Pacy.

At this point, we emphasise that the decoupled energy representation in Eq.
is not a mathematical consequence from the deformation decomposition, but rather is a
constitutive assumption. It can be useful when dealing with moderate volumetric deform-
ations or incompressible materials, however, PENN [369] and EHLERS & E1pPEr [10§]
remarked that the additive energy decoupling is inappropriate and may deliver unphys-
ical results when large volumetric deformations occur. A further weakness of the energy
decoupling can be shown by taking a deformation gradient F' = AI, which depicts a pure
volume dilatation. The non-volumetric deformation gradient then reads F=JY\I=1I ,
since J = A3. Consequently, the associated deviatoric energy and stress parts vanish if
they properly fulfil the normalisation conditions from Section [3.6.1], hence, #4e, = 0 and
P,., = 0. The remaining volumetric stress P, (or o), however, represents a hy-
drostatic stress state and is thus isotropic, regardless of the symmetry conditions of the
material. This means that pure volume dilatations induce an isotropic state of stress
even in anisotropic materials, which appears to be a very restrictive consequence of the
deviatoric-volumetric energy decoupling. In this connection, it is interesting to look at the
implications of the energy decoupling for transversely isotropic materials based
on the invariant set .#!. The dependence of the deviatoric energy #4., on the deviatoric
deformation F' then suggests to formulate isochoric versions of the invariants Iy, Iy, Jy,
and Js, which are based on the isochoric right Cauchy—Green tensor C' = J~2/3C:"

L=J7PL, L=J0"L, JLi=J7PL, J=J7"I. (3.131)

For the above mentioned purely volumetric deformation F = AI all of these isochoric
invariants remain constant, see, for example, Jy = J~2/3J; = J 23 tr[A\2IM] = 1. Since
the anisotropic invariants Jy and Js do not get activated by the volumetric deformation,
the resulting material behaviour becomes isotropic. Based on these observations and some
other arguments, SANSOUR [417] and HELFENSTEIN ET AL. [197] suggested that the energy
function of transversely isotropic materials subject to some deviatoric-volumetric energy
should not be dependent on the isochoric versions j4 and j5, but on J4 and Js based on
the complete deformation F'.

3.7.3 Connection to the infinitesimal theory

So far, the considerations in this work dealt with the general continuum-mechanical theory
and hyperelastic framework for large deformations and large strains. Now, in addition to
the already outlined constitutive principles and physical requirements in this chapter, a
meaningful large-strain material description has to fulfil some linearisation conditions,
which means that it has to recover results from the well-founded small-strain theory of
linear elasticity. Thus, this sections aims to bring the large-strain theory into context with
the infinitesimal theory of small-strain continuum mechanics. A comprehensive review on
geometrical linearisation is not the scope of this section and we refer to the textbooks of
OGDEN [362] and HAaupT [189], amongst others, for further explanations.
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Small-strain continuum mechanics The starting point for the investigation of small-
strain continuum mechanics is the assumption that the deformation gradient describing
an actual configuration at time ¢t > t; does not differ much from the initial deformation
gradient in the reference configuration at to, which means that F' ~ F'|;,—y, = I. In order to
obtain a linearised strain-energy Wi, it is straightforward to perform a Taylor expansion
of the strain-energy # (F') around F' = I. Since we aim to obtain a quadratic elastic
potential, a second-order Taylor expansion is applied and we define the linearised energy
as Win := To{W (F), I}, where T, {f(x),z0} denotes the n-th-order Taylor expansion of
f(z) around zy. We obtain the expression

Win(F) = W(F)|F:I+8FW(F)\F:I-(F—I)+§(F—I)-8;FW(F)|F:I(F—I) . (3.132)

Of course, we identify the first Piola—Kirchhoff stress tensor P = 0p# and the nominal
elasticity tensor . = 0%p# for unconstrained materials, whereas these tensors become
the respective extra quantities for constrained materials. In either case, the first two terms
in Eq. (3.132)) vanish in the reference configuration for properly normalised materials, such
that directly simplifies by means of # (F)|p—r = 0 and 0 # (F)|p=r = 0. Fur-
ther, we identify L(F')|p—=r =: Ly, as the linearised elasticity tensor. Obviously, Ly, is
independent of the deformation and thus depicts a constant fourth-order tensor. Moreover,
the linearised elasticity tensor is major- and minor symmetric, like the material elasticity
tensor C. This means that Lj, has at most 21 independent coefficients, see also Ap-
pendix[A.7.2] In order to specify the term F'—1I, we recall the definition of the displacement
vector u = x — X and compute its gradient with respect to the reference configuration,
giving Grad[u] = Grad|z| — Grad[X] = F — I. Hence, we see that Eq. contains
the displacement gradient H := Grad|u] = F — I. This second-order tensor is the key
quantity in the process of geometrical linearisation, since the assumption F' ~ I can sub-
sequently be formulated as |[H|| = § < 1. Doing so, other quantities may be expressed
in terms of H and 0 which allows for an asymptotic analysis by omitting all terms of
order 4% and higher. In this spirit, a further prominent characteristic of the displacement
gradient appears when we split it into a symmetric part sym[H| = (H + H7T)/2 and a
skew-symmetric part skw[H| = (H — H")/2, such that H = sym[H] + skw[H]. When
|H || < 1, those two parts can be identified as the linearised strain tensor € := sym|[H|
and the linearised rotation tensor w := skw[H], see, for example, HAupPT [189], and we
obtain,

H=c+w with e=¢’ and w=-w’. (3.133)

Substituting these findings into the linearised energy in Eq. and investigating the
resulting expression (& + w) - Ly, (€ + w), we observe that the rotation tensor w does not
contribute to the energy because of the symmetry properties of LLj;, and the skew-symmetry
of w. Finally, we obtain the well-known expressions

Whn(éf, E) = %E . L]in(E)E and Glin(E, E) = Ga%in = Lhn(E)éf (3134)

for the linearised energy #4, and the linearised stress oy, by using the derivation
rules and . Moreover, as we consider anisotropic materials, the linear energy
is a function of the strain tensor € and possibly a set of structural tensors, denoted by =
from Eq. , which is a consequence of the general anisotropy of the elasticity tensor
Lin(Z). Before proceeding, we want to recapitulate the implications of the previous res-
ults. The linearised strain-energy in Eq. was derived by considering the general
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nonlinear energy # at small strains around F =~ I and %#4;, was found to be identical to
the formulations of classical linear elasticity. Therefore, one can take a general nonlinear
strain-energy function, compute its elasticity tensor . = 0% %, evaluate it for the un-
deformed state and compare the resulting linearised elasticity tensor Ly, with elasticity
tensors from the theory of small-strain continuum mechanics. Doing so, one obtains a dir-
ect connection between the nonlinear large-strain formulation and the small-strain theory.
Subsequently, one can formulate conditions for the nonlinear strain-energy, such that it
linearises properly in the small-strain regime. In this sense, this procedure guarantees the
compatibility between large-strain and small-strain formulations.

Representation of linear elasticity tensors Here, we want to provide representations
of the linear elasticity tensor Iy, for the two special cases of isotropy and transverse
isotropy. For the isotropic case, it is well known that two material parameters are sufficient
to fully characterise a linear-elastic materials. We choose the first Lamé constant A and the
second Lamé constant (the shear modulus) p, which results in the following representation
of the elasticity tensor 1° and the associated strain-energy:

lin

o = 2Ty + AT ®T and Wiu(e) = ptrfe?] + LA tr[e]. (3.135)

Therein, the energy is obtained by inserting the tensor L into Eq. 1. The relations
in Eqs describe an isotropic linear-elastic Hooke material, which hints that it is the
three-dimensional extension of a linear-elastic Hookean spring. The two scalars tr[e] and
tr[e?] in #4i, denote isotropic small-strain invariants and follow directly from the two tensor

bases I ® I and I, of Li° by the operations € - (I ® I)e = € - I;,e = € - tr[e]] = tr[e]?
and € - [yme = € - e = tr[e?]. Note that it makes no difference for the small-strain
invariant tr[e?] and the energy 4, when the symmetrising map I, is replaced by the
identical map I, because of the symmetry of €. However, it is necessary to keep the more
general notation with Iy, = (I+1I7)/2 in order to be able to compare it to the linearised
results from large-strain formulations. Further, as expected, the isotropic small-strain
elasticity tensor 1 is not dependent on any structural tensor and can be written as a
linear combination of the fundamental fourth-order tensors I, and Ii,. In contrast, the
formulation of anisotropic linear-elastic elasticity tensors demands for an enriched tensor
basis, as the elasticity tensor Ly, (2) then becomes a function of a certain set = of structural
tensors, see Eq. (3.134)). For the special case of transverse isotropy, WALPOLE [499, 500]
outlined that the elasticity tensor can be represented as a linear combination of a set of
six elementary fourth-order tensors El), o = 1,2,3,4,5,6. The six elementary tensors
contain different combinations of the transversely isotropic structural tensors M and D,
which were introduced in Eqs and , respectively. The definitions and some
alternative representations of the six elementary tensors are provided in Appendix [A.7.3]
Subsequently, the transversely isotropic small-strain elasticity tensor Ll (M) becomes a
function of the structural tensor M, since D = I — M is itself dependent on M. Following
WALPOLE [500], we obtain the formulation

L (M) = 26, BN + n BB 4 24, BB 4 24, EW 4 1 (EP) + E6T) . (3.136)
Hence, a linear-elastic transversely isotropic material is in general described by five mater-
ial parameters. In Eq. (3.136)), those parameters are the transverse (or plane-strain) bulk

modulus kg, the transverse (in-plane) shear modulus i, and the longitudinal (out-of-plane)
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shear modulus p,. Moreover, [ is related to the longitudinal Poisson’s ratio v, = [/(2ky)
whereas n is connected to the longitudinal Young’s modulus E, = n — [?/k;. A compact
notation for expression can be given by L8 = (2ky,n, 241, 2p¢, 1, 1), which simply
lists the scalar pre-factors of the six elementary tensors, see WALPOLE [500]. This repres-
entation can be referred to as Walpole’s notation. However, note that a slightly different
notation L = (2ky,1,1,n, 2, 2p¢) was used in an earlier work, see WALPOLE [499], and
one may find both forms in the literature. Furthermore, we remark that the choice of
the five material parameters is by no means unique and one may choose a different set,
accompanied with a different notation for the elasticity tensor. For instance, SPENCER
[457] proposed a parameter set {A, g, j1¢, v, B}, which results in the elasticity tensor

L8 (M) =2 BN + /B 4 24 BB + 20 ¥ 4 o (EP) + EO) + AT @ T,  (3.137)
where n' = 4y —2p+2a+ 3, see also SCHRODER [420]. The nice feature of this represent-
ation is that the parameters o and [ are directly linked to the anisotropic behaviour and

become zero for isotropy. Then, it is straightforward to observe that L from Eq.
simplifies to the isotropic form given in Eq. 1 by employing Eq. . If we fur-
ther confine the attention to incompressible, transversely isotropic materials, a spectral
decomposition of the elasticity tensor leads to the representation

Lti

lin

(M) = 241, E¥ + 241 BB 4 20, B 4 357, (3.138)

as shown by PONTE CASTANEDA [378] and FEDERICO ET AL. [I26]. Therein, E? is an
axisymmetric shear projection tensor and J is a projection tensor, which are both defined as
combinations of EM, ERI EP! and El!, see Eqs and (A.92),, respectively. Further,
s 18 an axisymmetric shear modulus and the bulk modulus k., tends to infinity because
of the incompressibility. Thus, the elasticity tensor L{l in the case of incompressibility
becomes a function of three material parameters. For later use, it proves useful to rearrange
Eq. and to replace the bulk modulus by the first Lamé constant Ao, = Koo —2t,/3,
giving

L (M) = 2p, (BY + EPY) 4+ 24, BB 424, B + A T T, (3.139)
where now the Lamé constant A, tends to infinity. Finally, note that the linearised
energy #in(e, M) for transversely isotropic materials is derived by inserting one of the
above formulations for Lii (M) into Eq. (3.134);. This will not be spelled out here in
detail, but we remark that exploiting the respective scalar products e - Ele results in a
formulation of the energy in terms of the four transversely isotropic small-strain invariants

trle], tr[e?], tre M, and tr[e* M|, see SCHRODER [420].

3.8 Analytical formulations for strain-energy functions

In this section, we bring together the investigations on material theory made so far and
present explicit formulations for strain-energy functions in line with the formulated con-
stitutive requirements. Doing so, we recall that frame-indifference requirements and the
principles of material symmetry are satisfied if the strain energy # is formulated in terms
of appropriate scalar invariants, as explained in Section [3.5| Further important require-
ments were outlined in Section [3.6], such as a proper normalisation in the reference state,
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physically meaningful growth conditions, and the fulfilment of certain weak convexity con-
ditions. Moreover, the large-strain formulations should be consistent with the well-founded
small-strain theory. Here, we will focus on a few analytical strain-energy functions, since
the countless number of available constitutive models in the literature makes it impossible
to give a complete overview. For more examples and a broader overview, the interested
reader is referred to, for example, the book of HOLZAPFEL ET AL. [222] as well as to the
articles of OGDEN [361], BEATTY [27] and BOYCE & ARRUDA [58], which are concerned
with rubber-like materials, and the impressive review of CHAGNON ET AL. [74] that deals
with constitutive models for soft biological tissues. Here, it proves useful to start with the
introduction of an additive energy split in the following.

3.8.1 A distortional-dilatational energy split
The strain energy # (F') of a hyperelastic material may be additively split as
W (F)=W,(F)+ #(J). (3.140)

We refer to this as distortional-dilatational energy split. The key idea of such a formulation
is the division of the total energy %  into a contribution %), which is mostly dependent on
the stiffness of the material against distortional deformations and a contribution %, which
is solely dependent on the stiffness of the material against dilatational (volumetric) deform-
ations. Doing so, it makes sense that the dilatational part % is a function of the Jacobian
J. The designation of the subscripts p and A is inspired of the two Lamé parameters from
linear elasticity, where A quantifies the stiffness against dilatational deformations. This
becomes clearer in a few moments. We highlight that the split in Eq. is very differ-
ent to the one proposed in Section [3.7.2 While for the latter formulation, the deviatoric
energy part #ge, is only dependent on the isochoric deformation F, the distortional part
¥, (F) still depends on the full deformation F'. Of course, the nomenclature of these two
additive splits is in some sense arbitrary, since the usage of the terms deviatoric-volumetric
and distortional-dilatational could be motivated for both splits. In this work, we stick to
the introduced naming in order to distinguish between the two decompositions. We further
specify the two energy contributions %, and #; by demanding that both of them satisfy
the normalisation and linearisation conditions separately. For the distortional part, the
normalisation conditions become

%[I] =0 and 8F%[I] =0. (3.141)

Therein and henceforth, the subscript [I] is an abbreviation for (-)|F—; and indicates the
evaluation of the quantity (-) in the reference state (F' = I). For the dilatational part, we
can specify the derivative

Or W (J) = JO;MFT (3.142)

which is similar to Eq. (3.124));. Evaluating formulation (3.142)) for the reference state,

with F[;]T = I and Jj) = det[I] = 1, leads us to the normalisation conditions
%[1} =0 and aj%m =0. (3.143)

In order to exploit the linearisation of the dilatational energy part, we compute the second
derivative with respect to F', reading

OrpWh = (JO WA + T2 WNF T @ FF — Joym(FT o F 1) (3.144)
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Subsequently, this fourth-order tensor is evaluated in the reference state and use is made
of the normalisation condition (3.143])2, which leads to

8%F7/Am = 8327//\[1}I I — 8?]27/1\[1] =A. (3.145)

Therein, the formulation of the normalisation condition 2 is motivated by a com-
parison of O #4r with the small-strain elasticity tensors from Eqgs and ,
where the first Lamé constant A is the pre-factor associated with the tensor base I ® I.
Note that choosing A > 0 would directly guarantee the strict convexity of the dilata-
tional energy part #, in the sense of condition 3. However, demanding for the
(poly)convexity with respect to the Jacobian J for each of the two energy terms, %, and
#j, is a stronger condition than Eq. 3 and there is no need to do that here.

3.8.2 Linearisation conditions for .#!-dependent strain energies

Based on the preceding explanations on the small-strain theory in Section [3.7.3| and the
energy split in Section [3.8.1] we will now formulate the linearisation conditions for the
distortional part of transversely-isotropic strain energies that are defined in terms of the
invariant set .#!. The resulting formulations will be especially relevant in the process of
showing the consistent linearisation of the nonlinear homogenisation methods in Chapter [5]
Further explanations and explicit examples for .#!-dependent energies follow in the next
section, whereas the considerations here are made in a generic sense in order to provide
the necessary basics. The values of invariant set #! for the referential state, described
by FF = C = I, are obtained from the definitions in Eqs , and tr[I] = 3,
det[I] =1, and tr[M] = 1, giving

F=1 — [1:[2:3, J:J4:J5:1 (3146)

For a transversely isotropic material with a distortional energy of the form
(11, 15, J, Jy, J5), the associated distortional part of the first Piola-Kirchhoff (extra)
stress tensor P, = Op#, and the distortional part of the (extra) elasticity tensor
L, = 0%p¥#, are obtained by straightforward derivations and a consequent use of the
chain rule. In particular, carrying out the derivations for invariant-based strain energies
leads to a typical structure consisting of scalar derivatives of the energy with respect to
the invariants and the associated tensor generators, which are derivatives of the invariants
with respect to F'. The tensor generators are provided in Eq. . Subsequently, the
first derivative of #,(11, Is, J, Ju, J5) with respect to F' is given by

P, =0p¥, =20, W, F+20,%,F(LI - C)+ Jo;#, F "

(3.147)
+20, %, FM +20,#,(FCM + FMC).

For the sake of brevity, the details on this derivation as well as the computation of the
elasticity tensor are moved to Appendix Since the linearised results in Eq. (3.134)
rely on a properly normalised material behaviour, the first step is to provide appropriate
normalisation conditions which guarantee an energy- and stress-free reference state. The
normalisation condition for the energy reads

W =0. (3.148)
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Further, exploiting 0%,y yields an expression with two tensor bases I and M. Their
respective scalar pre-factors have to be zero in order to guarantee Op#,,;) = 0. This leads
to the additional normalisation conditions

2811%[1] -+ 48[2%[1} —+ a;%m =0 and 8J4%[I] -+ 28]5%[1] =0. (3149)

In order to obtain the linearisation conditions, the second derivative 0% 5%, has to be
evaluated in the reference configuration and subsequently compared with the small-strain

counterpart I . Tt proves useful to employ for the comparison the formulation for L

given in Eq. (3.137)), because it directly separates the A-term from the other terms, which
is in line with the distortional-dilatational energy split. Exploiting the general elasticity
tensor in Eq. (A.78) for F' = I leads to a formulation that contains ten tensor bases.
Theseare I® I, I ® M, M ® I and their respective transpositions T>3 and Th, as well as
the totally symmetric tensor M ® M. A comparison of the scalar pre-factors (consisting
of first and second derivatives of %, with respect to the invariants) associated with the
ten tensor bases with the respective pre-factors in Eq. (3.137) leads to the linearisation
conditions
—e =207 + 05
pe =200 W + 20 5n + 205
2y = 43?12%[1] + 16 3?112%[1} + 16 3?22%[1] + 48?1J%[I]
+ 8 a?QJ%[I] + (932 L — 8J%m , (3.150)
o =407, 5, Wyir + 801,y Wyr + 8 0F, y Wqr + 1607, 5. Wy
+ 205, W un + 405,
B+ 4py —4p = 4832%[1] + 16 834J5%[1] + 16 83;%[11 + 88]5%[1} .
A slightly different notation for these conditions was given by MERODIO & OGDEN [322].
If we confine the attention to incompressible materials, the corresponding linearisation
conditions are obtained by a comparison of 0% with the incompressible small-strain
elasticity tensor that is given in Eq. (3.139)). This leads to
—pe = 20 W + 0¥
pe =200 Wn + 20,70 + 20571 »
o+ = 40R W) + 16 07 1, Wi + 16 O Wy + 4 07 W
+ 807, W un + 0 Wan — 0¥ (3.151)
o = tia = 405, 5, Wi + 8 01,0, Wiy + 804y Wiy + 16 91, 1 Wi
+207,, Wun + 405,
Sy — 3y = 4832%[1] + 16 334J5%[1} + 16 3352%[1} + 88J5%[1] )
At this point, we note that the distortional energy part is usually formulated such that

the J-dependent contributions are decoupled from the rest. Hence, such energy functions
follow a further additive split and can be written as

W11, I, J, Iy, J5) = W, (11, I, Ju, Js) + #,7 () (3.152)
Based on that, the normalisation conditions from Eq. (3.149) transform to
200, Wiy + 40,0+ 05,y =0 and 9,y +20, ¥l =0. (3.153)
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Further, the decoupled form in Eq. (3.152)) implies that the mixed second derivatives which
involve .J vanish, hence

8?#% - aiJ% - 8?”4% - 5’?]%% =0. (3.154)

These relations can be subsequently used to simplify the linearisation conditions in

Eqgs (3.150) and (3.151)). Hence, the linearisation conditions (3.151)) for incompressible

materials transform to
20L, W1 + 0s Wiy = — i
2811%{1 +2812%[I] +2a(]5%] = e,
A0LH, i + 1607, , Wi + 16 0L Wiy + 0% Wiy — Oyl = tia + e (3.155)
4811«147/1 + 8(9%2]47/”[1] + Salle%[I] + 16 812J5%{1} = Ht — Ha,
405 W,y + 1607, 5, W,y + 16 0%,y + 8 D5 Wy = Bhta — Bt -

3.8.3 Examples of strain-energy functions

Now, some examples for analytical strain-energy functions are presented. These functions
are introduced here in a fully generic way and have to be able to describe the elastic energy
at the material point in a phenomenological sense. Thus, the mathematical structure of the
strain-energy function has to be such that it allows a proper calibration to experimental
data. In contrast, the energy at a material point can also be described by considering
effects and structures from smaller scales, which anticipates the ideas of Part [[Il Here, as
a continuation of the preceding considerations, we focus on .# -based energies. However,
it shall be remarked that there is a variety of alternative formulations, for instance, based
on the invariant sets .#, see CRISCIONE ET AL. [84], or the set of principal stretches %2 .
The latter formulations for isotropic behaviour, given by #(F) = # (Au), A\u2), A\u3));
involve the important class of Ogden-type materials, see, for example, OGDEN [361],362], as
well as formulations based on the Valanis—Landel hypothesis # (F') = w(Ay))+w(Au(2))+
w(Ay(s)) proposed by VALANIS & LANDEL [491].

Expressions for the dilatational energy 7%, The dilatational energy part #; has to
satisfy the normalisation conditions (3.143)) and the linearisation condition (3.145)),. A
simple and useful formulation in line with those conditions is given by

WA(J) = SA(J —1)* with 9% =A(J—1) and 0p#) =A. (3.156)

This formulation assumes a deformation-independent constant volumetric stiffness, which
results in a classical quadratic potential. Exploiting the limit values lim;_,o+ # = A/2 and
lim;_, ., #, = oo, we observe that this energy generally fulfils the growth conditions
for J — oco. However, for J — 0T, an infinite limit value of #; is only obtained for A — oo,
which essentially describes the case of incompressibility. Consequently, using a dilatational
energy as given in implies that the growth condition in the limit as J — 0T for
compressible materials has to be treated by the J-dependence of the distortional part.
An alternative formulation which directly satisfies the growth conditions was for example
proposed by MIEHE [328] and is given by

Wi(J) = A(J —n[J] — 1) with 9,% = A(l — %) and 024 = % (3.157)
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Therein, the logarithmic term is a typical ingredient of energies with infinite growth as the
compression tends to zero. More formulations for volumetric/dilatational energy contri-
butions and their characteristics can be found in the very comprehensive work of HART-
MANN & NEFF [I80]. Herein, we will proceed with the dilatational energy as defined in

Eq. (3.156)).

Expressions for the distortional energy %, For #l-dependent distortional energies,
the associated normalisation and linearisation conditions are formulated in Section [3.8.2
If #,, can be represented according to the decoupled form given in Eq. (3.152)), the usual
procedure is to employ an energy %I and to formulate the J-dependent part %‘] according
to V/NI such that the normalisation and linearisation conditions are satisfied. Here, we want
to show this procedure for the special case of isotropic [;-J-dependent energy functions,
#,(1,J) = # (1) + #,’(J), and only briefly comment on some Jy-dependent energy
forms. Further strain-energy functions will be introduced where they are required. For
isotropic I;-.J-dependent energies, proper normalisation is fulfilled by satisfying Eqs
and , where the latter simplifies to 29, %5 + 0;%;1) = 0. The elasticity tensor
for the considered energy type reduces to the form given in Eq. and the associated
linearisation conditions degenerate from the general notation in Section to the very
compact expressions

2000 =m1, OWg=—p, AW+ 0%uWy=n. (3.158)

These relations can also be obtained directly by exploiting Eq. (A.81)) for the reference
state and comparing the result to the distortional part 2u I, of the isotropic linear-

elastic elasticity tensor L), which is given in Eq. (3.135). We note that satisfying the
conditions (3.158)); and (3.158)); immediately entails the fulfilment of the normalisation
condition for the stress. A very simple, yet powerful and widely used strain-energy function

is known as the Neo-Hooke model and reads
# (1) = spu (L —=3) with O ¥ =3pu and ORp#, =0. (3.159)

This model relies on one material parameter, which can be identified as the small-strain
shear modulus (or second Lamé constant) p. The idea behind the designation of the Neo-
Hooke model is that it is an extension of the linear-elastic Hooke model to large-strain
hyperelasticity, see RIVLIN [402]. This is also indicated when we recall Eq. (3.75)); and
formulate the Neo-Hooke model as #,/(F') = pu (F - F — 3) /2, which shows its character as
a classical quadratic potential. However, despite the simplicity of the Neo-Hooke model,
it is interesting that approaching it from a different perspective shows some remarkable
characteristics. With Eq. (3.76):, we can reformulate the model to WHIL) =1 ()\?J(l) +

/\2U(2) + /\%](3) — 3)/2 in terms of the principal stretches .£2. This allows to identify
the Neo-Hooke model as a special case of the Ogden-type model, see OGDEN [361], 362].
Moreover, the considerations in Section [6.2.2] will show that the Neo-Hooke model can be
given a micromechanical meaning. Proceeding, an appropriate extension term %J for the
Neo-Hookean model which guarantees proper normalisation and linearisation can be given
by
~ H H

V/MJ(J) = —pln[J] with a]%‘] =-3 and 832%“7 =5 (3.160)
We note that this logarithmic term satisfies the growth condition as J — 0" and it is thus
a suitable partner for the quadratic volumetric energy given in Eq. (3.156]), which lacks
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this property for finite values of A. An overall energy formulation of the form
W(L,J)=1p (I —3) — pIn[J] + #4(J) (3.161)

can be referred to as Simo-Pister model, see SIMO & PISTER [441]. This formulation
has an own name because it depicts a generalisation of the originally incompressible Neo-
Hookean model to the compressible regime. At this point, we note that the Neo-Hooke
model is only capable of describing mildly nonlinear material behaviour. This becomes
obvious through the vanishing second derivative in Eq. 2. Material models for
7/“] (I;) which extend this formulation to more general nonlinear behaviour are often called
generalised Neo-Hooke models, making the Neo-Hooke model an eponym for a whole class
of material models. One such generalisation was proposed by DELFINO ET AL. [94] and
reads

W) = % {exp [g (I, — 3)} - 1} . (3.162)

It is called Delfino model or simply I;-based exponential mode]ﬂ In addition to the
material parameter pu, it contains a second parameter, b, which governs the nonlinearity.
Taking the limit of Eq. for b — 0 shows that the Demiray model contains the
Neo-Hooke model as special case. Further, the derivatives of Eq. are

1 b ) b
o = 5 oXp [5 (L — 3)} and 8?12%1 = oxp [5 (L — 3)} : (3.163)
giving the referential values 0y, V/Nf 1 =H#/2and 8?12 7/“{[] = pb/4. The latter value suggests

that the Demiray model requires a modified formulation of the energy part #/7 in order
to satisfy the linearisation condition ((3.158])3. The logarithmic term from Eq. (3.160)) thus
has to be enriched appropriately, giving the formulation

b
W (J) = —plnJ] — % (J —1)? (3.164)
with the associated first and second derivative
J po b 2wy M b
W' =—-—=——(J—1) and 8J2% =5n 1 (3.165)

It is easy to observe that the energy V/MJ and its derivatives degenerate to the Neo-Hookean
formulations given in Egs (13.160)) for b = 0. A further widely used generalised Neo-Hookean
material model is the Gent model, proposed by GENT [I58]. It reads

Jm b
%I([l) = —T In [1 —

11—3}

3.166
- (31660

S A slightly different formulation has been proposed earlier by DEMIRAY [95] and reads
I = % {explb (I, — 3)] —1}.

Similar exponential functions were also formulated by Gou [169] and Funcg [I4I]. In general, such
exponential-based strain-energy functions are sometimes referred to as Fung-type models, because they
represent generalisations of [FUNG[s studies on the exponential form of stress-strain-relations in biological
tissues, see, for example, FuNG [146].
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Figure 3.1: Comparison of the strain energy # due to an incompressible uniaxial deformation with
F = diag[\, 1/v/A\,1/V/)] in terms of the stretch A\. The associated first principal invariant of C is
I; = A2 +2/)\. The results are normalised with respect to the shear parameter p and given as # /u. a)
The Neo-Hooke energy. b) The Demiray energy for b — 0 (identical to the Neo-Hooke model) as well as
b=0.5,1,2,5. Increasing values of b increase the energy. ¢) The Gent energy for J,, — oo (identical to
the Neo-Hooke model) as well as J,, = 10,5,2. Decreasing values of Jy, increase the energy. The Gent
model has an asymptotic behaviour when A2 + 2/\ — 3 = J,,. For J, = 2, this lock-up occurs for a
compressive stretch A = V2 — 1 and a tensile stretch \ = 2.

and contains the shear parameter p and a so-called lock-up parameter .J,,. The key
feature of this model is its asymptotic behaviour when I; — 3 reaches the value J,, which
emulates a lock-up and infinite elastic energy beyond a certain deformation. The Gent
model simplifies to the Neo-Hooke model when the lock-up parameter tends to infinity.
Further, the derivatives of Eq. are

J, o,
WI — HJm d 2 WI — o 1
7, 2(Jm — I +3) and 07, 2(Jm — I +3)27 (3.167)
An appropriate J-dependent energy term for a proper linearisation is given by
W (J) = —plnlJ] — Jﬁm (J —1)? (3.168)
with the derivatives
B 2u B 2p
oy, = A (J—1) and 097, = 7T (3.169)

A brief comparison between the three introduced energy functions is provided in Figure|3.1}
Note that further generalised Neo-Hookean models can be found in the literature, such as,
for example, the formulation proposed by LoPEz-PAMIES [296].

At this point, we want to remark that the logarithmic supplementary energy term,
which is given in Eq. and occurs in Eqs and , can be replaced by an
alternative formulation. The energy term was introduced such that the first and second
derivatives satisfy certain conditions. Hence, we might consider the second-order Taylor
expansion of the logarithmic term around J = 1, reading

To{~I[J],1} = 3 (J - 1)(J - 3). (3.170)
and construct an alternative energy term

HI(T)=Lpu(J—-1)(J—-3) with 8,4, =pu(J—2) and 0¥ =p. (3.171)

2
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Figure 3.2: a) Visualisation of the logarithmic energy term 7/{[] , normalised with respect to u, and the
associated second-order Taylor expansion 73. b) The sum of the J-dependent energy terms 7/“‘] + W)
with the logarithm-based %‘] from Eq. for different ratios A/p, normalised with respect to u. ¢)
The same scenario as in b), but with the non-logarithmic formulation of V/HJ from Eq. . The solid,
dashed and dotted lines in c) refer to the same ratios of A/p than in b).

Consequently, this form for %‘] and its first and second derivative deliver the same val-
ues in the reference state and can be used as an alternative to the logarithmic terms
in Egs (3.160), (3.164), and (3.168). A visualisation is given in Figure 3.2p. Obvi-
ously, the non-logarithmic energy term has no asymptotic behaviour for J — 0, since
7/,[]|J:0 = 3p/2. This means that it does not satisfy the growth conditions for finite
values of A when accompanied with the dilatational term given in Eq. . However,
while the sum V/MJ + #j with logarithmic term guarantees the consistent growth condi-
tion independent of the value A, see Figure [3.2p, the non-logarithmic term appropriately
emulates this behaviour for large ratios of A/pu, see Figure [3.2k.

Finally, we want to give a very brief overview on the different possibilities of the incor-
poration of anisotropic (transversely isotropic) material behaviour during the process of
constitutive formulation of energy functions. A very simple method is to supplement a
purely isotropic energy with a purely anisotropic contribution, which results in

W, (I, 1y, Iy, J5) = Wiso(I1, 1) + Waniso(Ja, J5) (3.172)

Such formulations are widely used, however, we emphasise that such simplifying decoup-
lings always have to be justified by experimental observations. Further, energy formula-
tions in line with the split in Eq. are often employed with purely Jy-dependent
anisotropic contributions. Recalling Eq. and the consequent meaning of the .J4-
invariant as the stretch of the material in preferred direction ag, it becomes clear that
Jy-dependent contributions only influence the material behaviour in the axis of the pre-
ferred direction. A very common class of materials which can be characterised by such
energy formulations are so-called fibre-reinforced materials, which show a stiffer behaviour
for stretches in the direction ay than in the other ones. Consequently, decoupled energies
of the form in Eq. with #niso(J4) describe so-called augmented isotropic materials
with unidirectional reinforcement. The most simple purely Jy-based energy is the quadratic
function

Waniso(J1) = S (Ja — 1), (3.173)

which is called standard reinforcing model, see, for example, TRIANTAFYLLIDIS &
ABEYARATNE [484] or QIu & PENCE [392, B93]. A similar energy can be formulated
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in terms of \/Js = \g, reading
Waniso(Ma) = 31 (A — 1)* with 95, Hiniso = 1 (Na — 1) and 9z Waniso = p1, (3.174)

see, for instance, HUMPHREY ET AL. [233] or ALASTRUE ET AL. [8]. The constant second
derivative of this energy reminds of a classical linear-elastic spring. We further note
that the strain measure J; — 1 in Eq. represents a one-dimensional version of the
Green—Lagrange strain F,, whereas the strain measure A\, — 1 in Eq. depicts a
one-dimensional version of the Biot strain FE;, compare Section [2.1.5| Further, as for
the previously discussed I1-based energy functions, there are alternative formulations to
the simple quadratic potentials in Eqs and that are capable of describing
more general nonlinear material behaviour. One such model was proposed by HOLZAPFEL
ET AL. [222] and reads

WiiolJ2) = 32 (explb (Jy = 1] = 1). (3.175)
It is easy to deduce that this formulation simplifies to expression if b — 0. Hence,
i > 0 is a stiffness parameter and b > 0 serves as a dimensionless material parameter which
governs the nonlinearity. Note that all of the here discussed J;-based energy contributions
are usually restricted to positive values of .J;, which means that the reinforcements only act
if the material direction ag is extended. Of course, this highlights that these formulations
are only meaningful for the description of very special materials. For the characterisa-
tion of general transversely isotropic material behaviour, the decoupling that is proposed
in Eq. is not appropriate and more general strain-energy functions have to be
considered. Therefore, we might generalise it to

%l([b [27 J47 JS) = %so(lla 12) + %niso(tjlb J5) + Wcoupl(Ily I27 J47 JS) ) (3176)

where the coupling term %oy, addresses possible interconnections between the isotropic
and the anisotropic invariants. Models which are in line with such a general structure
were proposed by, for example, ITSKOV & AKSEL [244] and SCHRODER ET AL. [426]. The
latter model is split into a purely isotropic energy contribution, % ;, and an anisotropic
contribution, %}, ,, such that %, = #,,; + #,, .. The anisotropic contribution relies on the
full set of invariants and reads

WD, I, J, Jiy J5) = oy (Js — Ly + L) + o B T3 4 ay (g — J5) + as J§©

= Q1 Kl + JfSJ_2/3 +Oé4K3 + a5 JfG .
(3.177)
Therein, «; for 1 = 1,2, 3,4, 5,6 are material parameters which underlie some restrictions,
see SCHRODER ET AL. [426]. However, the interesting aspect is the occurrence of coupled
invariant terms and how two of the invariant bases can be connected to the physically
meaningful invariant set .#, which was discussed in Section m
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4 Continuum Micromechanics

This chapter discusses the basic concepts and relations in the field of continuum mi-
cromechanics and multiscale modelling. Doing so, the multiscale considerations build up
on the previous part, which dealt with the kinematical description of a physical body in
terms of configurations and set a framework for the thermodynamically consistent and
physically meaningful description of elastic material behaviour in terms of hyperelastic
strain-energy potentials. If continuum-mechanical investigations are not done on a single-
scale, but on a multiscale basis, the previously outlined kinematical and constitutive con-
cepts apply across each of the considered scales. Hence, this gives rise to the formulation
of separate boundary-value problems on each scales. This has to be accompanied with
appropriate scale bridging methods, in particular upscaling and homogenisation methods
in order to provide effective quantities on the largest scale, which is usually the obser-
vation scale. The basic fundamentals of these concepts are provided in this chapter, but
the intention is far from giving a complete overview. We instead refer to the comprehens-
ive overviews on the broad field of micromechanics and homogenisation that were given
by SUQUET [464], PONTE CASTANEDA & SUQUET [381], NEMAT-NASSER & HORI [352],
MivLToN [335], BURYACHENKO [65], ZOHDI & WRIGGERS [52§], and the references therein.
It is further remarked that this study is only concerned with the treatment of solid mater-
ials or at least such which can suitably be described by the framework of solid mechanics.
The modelling of materials which include phases with different states of matter, such as
fluid-saturated porous materials, leads to alternative methods like the theory of mixtures
or the theory of porous media. The reader is referred to ATKIN & CRAINE [16], BOWEN
[57], pE BOER [52], and EHLERS [106] for elaborate overviews on such approaches.

4.1 The multiscale problem

The starting point of continuum-mechanical multiscale investigations is the kinematical
description and general setting of the mechanical problem on each of the considered length
scales. In this context, the typical scheme for a modelling approach across several length
scales is depicted in Figure [4.1] It establishes the identification of three important length
scales: The overall mechanical problem lives on the macroscale and is specified by the
characteristic macroscopic length [,.c0. This length scale characterises the size of the
overall specimen, which appears on this scale as a homogeneous material. However, every
material is heterogeneous at closer examinations if looking at smaller scales. In this con-
nection, a lot of materials show typical inhomogeneities, such as inclusions, fibres or pores.
The size of these inhomogeneities constitutes the microstructure of a material and defines
the microscale and microscopic length 0. In between the micro- and the macroscale, it
is essential to define an intermediate length scale which is referred to as the mesoscale. A
proper definition of the mesoscale designates it as a representative volume element (ZVE).
According to HILL [210], the Z¥& has to contain a sufficient number of inhomogeneities
such that it captures the microstructure properly in a statistical sense. This property is
strongly related to the principle of statistical uniformity, which demands that the statist-
ical properties of the Z7#& are invariant under translations. In addition to that, DRUGAN
& WiLLis [99] suggested another definition of the Z¥&, requiring that it is the smallest
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microscale mesoscale macroscale

homogenisation

: X
.
localisation
lmicro lmeso lmacro

Figure 4.1: The modelling approach across several scales.

possible volume sample of the microstructure which represents the macroscopic material
behaviour with sufficient accuracy. Thus, we recognise that the proper formulation of the
ZVE bounds the mesoscopic length scale from below and from above. This is expressed
by the hypothesis of separation of length scales, which reads

lmicro < lmeso < lmacro (41)

This is also referred to as HASHIN's MMM principle [183]. Satisfaction of the inequality
relations has the key consequence that macroscopic quantities appear uniform on
the microscopic length scale, in particular on the boundary of the microstructure. In
addition, it is assumed that the macroscopic length scale not only characterises the size
of the overall structure, but also the scale of variation of the body force and macroscopic
external boundary conditions. This means that those quantities fluctuate on scales much
larger than [ and can therefore be neglected on the microscale. It is further remarked
that the separation of length scales does not pose any requirement on the absolute size
of the scales. Although the characteristic length scale of inhomogeneities in a lot of
applications is in the order of micrometres (um), the prefixes micro, meso, and macro
do not imply a direct connection to absolute sizes, but rather stand for small, middle
and large by referring to their Greek roots mikros, mésos, and makros, respectively. This
means that the size of a Z7& that is actually required cannot be determined generally.
Investigations for certain microstructures in numerical applications were carried out by
DRUGAN & WILLIS [99], MOULINEC & SUQUET [345], and KANIT ET AL. [250].

Next, after having defined the critical length scales for continuum-mechanical multiscale
approaches, we proceed with describing the kinematical relations and the general mech-
anical problem separately on the macro- and the microscale.

4.1.1 The macroscale problem

In analogy to the scale-independent considerations in Section 2.1 we start with the de-
scription of the motion of a macroscopic body 4, which is composed of an infinite number
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of macroscopic particles (or material points) & € 2. Subsequently, the macro-motion is
defined in terms of the macroscopic reference placement ¥, and the deformation map ¥,
which are given by

ngy—)BCR3

_ :@%BQCR?)
o { (X,t) = & =x(X,1). (42)

P X = a() X {
These maps provide the referential position vector X € By of the macroscopic particle &
in the reference configuration By as well as the actual position vector & € B in the actual
configuration B, respectively. Henceforth, macroscopic quantities will be labelled by an
overbar. Having defined the deformation map 7, it is straightforward to formulate the
associated macrocopic deformation gradient

F(X) = Grad[x(X)]. (4.3)

In line with the general explanations in Section [2.1.2] F and the thereon based cofactor
cof[F] and the macroscopic Jacobian J := det[F] > 0 serve as maps for macroscopic
line, area, and volume elements, respectively. Accordingly, the macroscopic right Cauchy—
Green strain tensor is given by

C=F"F. (4.4)

Furthermore, in a hyperelastic framework the strain-energy at the macroscopic mater-
ial point &, parametrised by X, is described by the macroscopic potential # (F). In
accordance to Section [3.2.5] the Coleman—Noll procedure and a vanishing macroscopic
dissipation, D = 0, entail the connection to the macroscopic first Piola-Kirchhoff stress
tensor

P(F) = 0: 4 (F). (4.5)

With this, the general macroscopic boundary-value problem is defined in direct analogy
to the explanations in Sections 3.1.1], [3.4.2] and |3.4.3] and reads

Div[P] =0in By, X=X ondB, COBy, PN =T on dBr C 9By, (4.6)

where % are prescribed displacements on the macroscopic Dirichlet boundary B, and T are
prescribed tractions on the macroscopic Neumann boundary 0Br. At this point, we note
that a direct description of the strain-energy # in terms of analytical functions, such as the
ones proposed in Section leads to classical single-scale formulations. In contrast, the
key idea of a multiscale approach is that the macroscopic energy # and, accordingly, the
macroscopic stress P are derived by the explicit incorporation of microstructural effects.

4.1.2 The microscale problem

On the microscale, an infinite number of microscopic material points & € % consti-
tutes the microstructure Z. The micro-motion is described by the microscopic reference
placement &, and the deformation map x, which are given by

By x 7 — BCR?

Zo: (X,1) = 2z =x(X,1).

3

P X =2y (2) ™M X:{
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They define the referential position X € By of the microscopic material point & in the
microscopic reference configuration By and the actual position & € B in the microscopic
actual configuration B, respectively. The microscopic deformation gradient is given by

F(X) = Grad[x(X)]. (4.8)

Now, a key assumption is that the microstructure # might consist of N distinct phases

(', where « indicates the phases. Therein, a phase is a spatial region with uniform
physical properties and does not have the sometimes used meaning of a state of matter.
Furthermore, in this work the terms phase, constituent, and component can be used inter-
changeably. In the context of purely mechanical considerations, the proper definition of a
phase of course only demands for uniformity with respect to mechanical properties, like
stiffness. For hyperelastic phases, the mechanical constitutive behaviour is described by in-
dividual strain-energy functions #*(F') for each phase. We proceed with the introduction
of the characteristic functions

1 if X e B,

2X) = { 0 else. (4.9)

They are also referred to as phase distribution functions or phase indicator functions and
describe the distribution of the phases in the reference configuration By. Thus, they require
(or contain, depending on the point of view) complete knowledge about the microstructure
of a material. However, the characteristic functions are also the basis for the statistical
description of microstructures, which follows in Section and serve as fundamental
basis for analytical homogenisation methods. We further presume the saturation condition

Z Z*(X)=1 suchthat By= UBS‘. (4.10)

It is remarked that this does not exclude the occurrence of voids or pore spaces in the
microstructure, since such regions represent distinct phases. Consequently, the local strain-
energy function of the heterogeneous microstructure at each material point X is given by

V(X F)=> 2*X)W(F). (4.11)

Based on that, we can specify the local first Piola—Kirchhoff stress tensor

P(X,F)=0g¥(X,F) =Y 2°X)P*(F) where P°(F)=0p#*(F) (4.12)

by making use of the Coleman—Noll procedure and the assumption of non-dissipative beha-
viour, D = 0, on the microscale. We refer to P® as the partial stress tensors. Furthermore,
the local momentum balance in the microstructure reads

Div[P] =0 in By. (4.13)

The complete specification of the microscopic boundary-value problem would further de-
mand the formulation of boundary conditions on the surface 0B,. However, this is left
open at this point and follows in the process of micro-macro transition in Section [£.3]
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4.1.3 Microstructural interface conditions

A heterogeneous microstructure % consists of distinct phases Bf with a certain spatial
arrangement, which is described by the characteristic functions 2°®. The union of the
boundaries of two different phases, say Bg @ and B(O; ¥ depicts a phase interface or in-
terphas oy = 8B§ @y OBS U) Consequently, the material properties across these
mathematically idealised sharp interfaces become discontinuous and appropriate jump con-
ditions have to be formulated for the microscopic deformations and stress fields. To do so,
we introduce the interface jump of an arbitrary scalar field f(X) across a general interface
[z C By as

[F(0] = lim [£(X + eNp) = F(X — eN)] = £7(X) = /(X) ¥X €Ta. (419
Therein, Nr € Tx B, denotes a unit vector normal to the interface I'z. For a scalar field
f(X) which is continuous in By and continuously differentiable in By \ I's, the Hadamard
lemma states that a continuous scalar field ¢(X) relates the gradient Grad[f(X)] across
the interface I'z via

[Grad[f(X)]] = «(X)Nr(X) VX € Iy, (4.15)

see, for example, TRUESDELL [488] or SiLHAVY [438]. In Eq. (#15), the scalar field ¢(X)
represents the jump amplitude across the interface. Consequently, an interface represents
a singular surface with respect to a scalar field f(X) whenever the jump in Eq. (£.14),
the amplitude ¢ in Eq. , or both are not equal to zero. For vector- and tensor-
valued field quantities, the scalar relations in Eqs and hold for each of the
respective scalar coefficients. In this work, we only consider material interfaces, which
are characterised by discontinuous material properties. Hence, they are fixed to certain
material points X and do not move in the reference configuration By. By doing so,
we exclude phenomena such as phase transformations, which are described by so-called
non-material, moving referential interfaces and associated interface driving forces, see, for
example, ABEYARATNE & KNOWLES [2]. Moreover, we will not assign interfacial energies
W15 on T, but refer to GURTIN & MURDOCH [175] and GURTIN ET AL. [177] for details
on the theory of so-called elastic material surfaces and surface stresses.

Geometrical compatibility Under the assumption that the different phases B in the
microstructure A are perfectly bonded to each other at their respective interfaces, it
follows that the deformation map x (X € By) has to be continuous in By and continuously
differentiable in By \ I's, which is accompanied with the jump condition

[x(X)]=0 VX €ls. (4.16)

This expression prevents the description of processes such as fracture in the microstructure,
which are not the focus of this work. Yet, it shall be remarked that when dealing with
such, it proves useful to formulate the opening or stretch gap [x]* = (Nr ® Nr)[x] > 0
and the sliding or slip gap [x]! = (I — Nr ® Nrp) [x], such that [x]* +[x]" = [x]. This

'For the objectives of this work, it is sufficient to proceed with the notation of two-dimensional interfaces
between two phases. The formulation of a one-dimensional union Te ;e = OBy U dB, Y U dBy ™ of
the boundaries of three phases By, By, and By *', which GRAY & HaSsANIZADEH [I71] referred to as
common lines, is not necessary.
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allows to distinguish between geometrical discontinuities normal and tangential to the
interface I'z. Here, however, the condition allows the application of the Hadamard
lemma to formulate a jump condition for the deformation gradient F' across the
interface I'z, hence,

[Grad[x]] = [F] = ¢® Nr such that [F]Nr=c and [F]Ny =o0. (4.17)

Therein, ¢ € R? is the vector-valued jump amplitude and Ny is a unit vector tangential to
the interface I'z so that N - N7 = 0. The jump condition in Eq. is usually referred
to as the kinematical compatibility condition. It states that the deformation gradients on
both sides of the interface are rank-one connected, since ¢ ® Nt is a simple tensor with
rank[c ® Nr| = 1. Further, the deformation gradient jump has no tangential components,
as stated in Eq. 3, which is in line with physical intuition because the deformation
continuity in Eq. (4.16)) does not allow any gradually jumps along the interface.

Statical compatibility In general, the occurrence of singular surfaces and non-
differentiable regions I's in the referential domain By demands for the formulation of
appropriate jump conditions for the physical balance relations from Section [2.3] While
the local balances are valid at material points X € By \ I’z inside the continuously dif-
ferentiable phase domains, this is not the case for points X € I’z at the singular surfaces
due to possible jumps of the associated physical quantities. Hence, a general treatment
requires to formulate additional balance relations at the interface, as explained in detail
by, for instance, TRUESDELL [488, 489] and SiLHAVY [438]. In this work, however, this is
not necessary as we restrict to isothermal, purely hyperelastic problems without interfa-
cial energies as well as to the consideration of material interfaces which are fixed in the
reference configuration. We remain with a simple version of the balance of momentum at
the interface I's C By that reads

[T(X)] = [P(X)]Nr(X) =0 VX €Ty, (4.18)

for which we recalled Eq. . Eq. demands for the traction continuity across
the interface and is referred to as statical compatibility condition. It is a very intuitive
requirement for material interfaces which are in equilibrium and describes the absence of
any driving forces that would move the interface in the reference configuration B.

4.2 Microscale statistics

4.2.1 Microstructural statistics

It has been pointed out in the beginning of Section [4.1] that the mesoscale has to constitute
an Z7& and that it has to satisfy the principle of statistical uniformity. In this context,
it is important to distinguish between two types of materials, that is, such with periodic
microstructures and such with random microstructures. In materials of the first kind, the
microstructure consists of a periodic arrangement of unit cells, which contain the typical
heterogeneities and phase geometries. This means that for these materials a unit cell
completely specifies the microstructure and serves as a proper definition of the Z7¢& . Such
periodic microstructures can usually be found in man-made materials. On the other side, in
particular biological tissues can be classified as materials with random microstructures, for
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periodic microstructure random microstructure

Figure 4.2: Periodic versus random microstructures. A representative microstructure % serves as a unit
cell and fully specifies the material in the periodic case, whereas a sample space S consisting of an ensemble
of different realisations R € S describes the material in the case of random microstructures.

which the definition of an Z7& requires some further considerations. For such materials,
it is not possible to identify one specific microstructure as a representative unit cell a
priori. In contrast, there are various realisations 8 € & of the microstructure which
together constitute a sample space S. This is visualised in Figure 4.2l This means that for
materials with random microstructures, the considerations on the microscale problem in
Section have to be formulated for a whole ensemble of different realisations. Doing
so, the characteristic functions 2°* then become a function of the material point X and
the realisation R, which transforms Eq. into

1 X eBiR)),

0 else. (4.19)

22X, R) = {
Thus, the characteristic functions carry the full information about the microstructural
composition of all realisations across the sample space. However, it is very unlikely that one
has such a complete knowledge about an entire sample space of microstructures and, hence,
a complete definition of 2°*(X,R). Rather, it proves useful to capture the characteristics
of the microscopic geometry and the sample space in a statistical sense. This gives rise
to a broad field of research which is often referred to as statistical continuum mechanics.
Fundamental contributions to this field were provided by BERAN [32] and KRONER [265]
as well as in the classical works on probability theory, such as the one by KOLMOGOROV
[256]. Proceeding, in the context of random microstructures, it is consequent to describe
the different realisations in terms of ensemble averages over the sample space §. This
consequently leads to the formulation of statistical moments of the characteristic function
2 (X, R), such as the one-point probability function

po(X) = din%[s] /5 24X, R) dR. (4.20)

The value p*(X) describes the probability of finding phase «a at point X across all real-
isations R. Likewise, the two-point probability function

1

Q(ig) R —

/ 20 (X 1), R) X0 (X (9), N) dR (4.21)
S

describes the probability of finding simultaneously phase o ;) at point X ;) and phase ay;
at point X(9). In Egs (4.20) and (4.21)), dim[S] denotes the dimension of the sample space
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and provides, together with the saturation condition (4.10)), that the probability functions
satisfy the conditions

D opUX) =1, D (X, X)) = O Y PN (X X)) = pMO(X ()
o 0 )

(4.22)
Further, the principle of Eqs and can be generalised to the notation of n-
point probability functions, which correlate the probabilities at n different points and
theoretically allow for an exact description of the microstructure in the limit case as n
tends to infinity. However, such higher-order formulations are not employed in this work.
We note that the one- and two-point probabilities, p*(X) and p*@) (X 1), X(2)), depend
on the absolute positions X, X(;) and X (). This conflicts with the principle of statistical
uniformity, which demands that well-defined statistical descriptors should be invariant
to translations of the microstructure. A natural way to achieve this is to make use of
the assumption of ergodicity. In an ergodic system, the ensemble average over the sample
space S at one point is identical to the volume average over all points in a single realisation
R € S. It follows that the ensemble averages in Eqs and can be replaced
by a volume average over one microstructure, say 4 with its reference configuration By.

Then, the one-point probability from Eq. (4.20]) can be formulated as

1 o _vollBg] e a_
vollBy] /BO 2(X)dV = wollBy] ~" with Za:n —=1. (4.23)

Hence, the volume integral of the characteristic functions 2Z°® over By denotes the volume
vol[B§] of phase Bf, whereas its volume average, or first moment, represents the volume
fraction of phase a. p® can also be referred to as the expectation value of 2" in By. The
saturation condition 2 for n® directly follows from the equivalent condition for 2%,
see Eq. (4.10). In the following, it proves useful to define an operator ((-)) for the volume
average of a quantity (-) over By as well as an operator ((-))* for the volume average of a
quantity (-) over phase B, reading

() = VOI%BO]/B(-)dV and ()" = Volj[LBg“] /Ba<-)dva (4.24)

The volume fraction is then simply written as n® = (2°*), whereas we obtain (2 *)* =1
for the phase average. In this connection, the two averaging operators can be linked by
recalling the saturation condition , which allows to write the volume integral over
By as the sum of volume integrals over the phases (subdomains) B, such that [, ( By )dV =

PN fsa )dV®. Then, with Egs (4.24) and (4.23)), we obtain

()= Bo Zvol B3] ( Z n® . (4.25)

Moreover, the two-point probability function is obtained as

pe =

P (X (1) — X)) = (27°0(X (1) — X3)) 290 (X o) — X)) (4.26)

While the definition in terms of the ensemble average in Eq. (4.21]) depends on the absolute
positions of X(;) and X(), the volume average only depends on the relative difference
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X (1) — X(2). This means, though, that the volume average still depends on the orientation
of the configuration By, which reflects the general anisotropy of the microstructure. In turn,
the microstructure is statistically isotropic if the two-point probability is only sensitive
to the distance |X() — X(9)|. This can be regarded as a spherical symmetry of the
microstructural arrangement. However, it is emphasised that this does not imply isotropy
with respect to the mechanical response of the microstructure, since the isotropically
arranged phases can still have anisotropic material behaviour. A generalisation of the
spherical symmetry (of the microstructural arrangement, not the mechanical behaviour)
to an ellipsoidal symmetry was formulated by WILLIS [516] and leads to the formulation

PO (X (1) = X)) = P ([(Z37) T (X)) — X)) - (4.27)

Therein, the second-order shape tensor Zcof(” ' serves as a descriptor for the preferred distri-
bution of the microstructure. The notation of ellipsoidal symmetry in Eq. recovers
statistical isotropy for Z3® = I.

In addition to (or instead of) the so far introduced n-point probability functions, many
other methods can be employed to describe the statistical features of microstructures. For
instance, a useful statistical measure is the lineal-path function by Lu & TorqQuaTo [301].
It quantifies the probability that a complete line segment between two points X(;) and
X(2) is located in the same phase. Moreover, measures exist which incorporate the area
and /or the curvature of phase boundaries, see, for example, HASSANIZADEH & GRAY [I8§].
Further measures and elaborate overviews about the statistical description of microscopic
morphologies can be found in TORQUATO [478] and BURYACHENKO [65]. Finally, we
remark that for the prescription of scalar statistical quantities, in particular one-point
probabilities, one frequently employs probability density functions. They are used, for
example, to describe the distribution of the alignment of fibres in network models or
single crystals in polycrystals. Some basic remarks on probability theory and examples for
univariate probability density functions, such as the Beta and the trianglar distribution,
are presented in Appendix Such formulations are of fundamental importance for the
homogenisation methods for fibrous networks in Chapter [0

Summarising, the morphology of random microstructures can be well described by means
of statistical descriptors. Though, instead of calculating the statistical measures from ac-
tual microstructures, it is also possible to define material classes which are characterised
by certain statistical characteristics. Hence, if a multiscale method relies on statistical
descriptors instead of the characteristic functions 2, it directly accounts for the complete
sample space of all statistically possible realisations. Likewise, it is possible to construct
a geometry (hence, the characteristic function 2°) according to statistical descriptors.
Together with the ergodicity assumption, this leads to the formulation of so-called statist-
ically similar Z¥&, see SCHRODER ET AL. [423], or statistically representative unit cells,
see GEERS ET AL. [I55], which aim to be statistically equivalent to a whole sample space.

4.2.2 Field statistics

Besides the statistical description of the microscopic morphology, it proves useful to for-
mulate similar statistical measures for the deformation and stress fields, here F' and P, in
the phases. This is done in terms of statistical moments of the fields in the phases, such
that the first moment is defined in terms of the averaging operator ((-))* as defined in
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Eq. (4.24)2. With this, we introduce the field averages (first moments) of the deformation
gradient and first Piola—Kirchhoff stress as

F,:=(F)" and P*:=(P)". (4.28)

In the same spirit, higher moments of the fields can be formulated, such as the second
moment (F ® F)* of the deformation gradient field. This can be used to introduce in the
expression of a fourth-order phase fluctuation covariance tensor

4=(F-F)®F-F,))"=(FoF)" - F,oF,. (4.29)

Further details on field statistics were outlined by, for example, BOBETH & DIENER [4§],
KREHER [263] or IDIART & PONTE CASTANEDA [239).

4.3 Scale transition and effective quantities

So far, separate mechanical problems have been defined on the micro- and the macroscale.
The only connection between the micro- and the macroscopic problem was made in terms
of the hypothesis of separation of length scales. However, the process of scale transition is
the fundamental step of multiscale modelling. Thus, this section is concerned with the in-
troduction of the important relations and principles for a proper scale transition between
micro- and macroscopic quantities, which in particular affects the relevant deformation
and stress measures. Subsequently, an extremum principle is introduced which gives the
effective strain-energy on the macroscale in terms of the local strain-energies in the micro-
structure. Further note that in the process of scale transition, the upscaling of microscopic
quantities to their macroscopic counterparts is called homogenisation, whereas going from
larger to smaller scales is referred to as localisation, as depicted in Figure [4.1

4.3.1 Micro-macro transition: Connecting the scales

The important step of scale transition is to connect the microscopic deformation and
stress measures with their macroscopic counterparts. This means that the deformation
and stress states at a macroscopic position X € B, have to be linked to the associated
deformation and stress fields in the underlying microstructure By. In this context, it
seems as an intuitive attempt to define a macroscopic quantity as the volume average of
its microscopic counterpart over the Z7& . However, it has been pointed out in the seminal
contribution of HILL [2I4] that this connection is not necessarily true and a macroscopic
quantity rather has to be defined in terms of surface values on the boundary 0B, of
the Z¥&. 1t can be shown that the conjugate pair {F', P} satisfies this requirement
and, thus, that the deformation gradient and the first Piola—Kirchhoff stress represent the
suitable deformation and stress measures in the context of scale transition. To see this
more explicitly, we consider the volume average of the microscopic deformation gradient
field F = Grad[x] and obtain

1

1
(F) = vol[By]

VOI[B()]

In the derivation of this result, we employed the integral theorem (A.24) to convert the
volume into a surface integral, for which it is essential to require the continuity of x in

/ Grad[x]dV = / x ® N dA. (4.30)
Bo oB
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By, as formulated in Eq. - We observe that the volume average of F' over By is
expressible in terms of the microscopic deformation field x on the boundary 0B,. This
allows to connect the macroscopic deformation gradient F to the microscopic fields vml

F.=(F). (4.31)

We emphasise that this is a special property of the deformation gradient and cannot be
generalised to other deformation measures. For instance, we may recall the definition
of the macroscopic right Cauchy strain from Eq. and connect it with , which
results in C = ((F))7(F) # (FTF) = (C). Moreover, with Eqs (4.25), (4.28); and (4.31)),

the macroscopic deformation gradient can be linked to the phase averages F, via
F =) n°F,, (4.32)

which is referred to as the overall average deformation condition.

Subsequently, we formulate the micro-macro transition of the first Piola—Kirchhoff stress
in the same spirit as for the deformation gradient. To do so, it makes sense to formulate
the identity

P = PGrad’[X] = Div[(P® X)™] - Div|[P]® X, (4.33)
for which we used I = I” = Grad”[X] and the divergence theorem given in Eq. (A.23).
By recalling the microscopic momentum balance , we observe that the last term
in vanishes in By and we obtain P = Div[(P ® X)™3] in By. Based on this, we
formulate the volume average of P over By and subsequently transform the volume into a
surface integral by employing the integral theorem given in Eq. , hence

1 1
PY)=—— | Div[[P® X)™ dV:—/ P X)) NdA
< > VOI[BO] /B [( ) ] VOI[BO] 880( )
. ) (4.34)
= PN ® X dA = T XdA.
VOI[BO] 9By VOI[BO] 9B

In the derivation of this result, we further utilised the traction continuity condition (4.18]).
From (4.34]), we observe that the volume average of P is expressible in terms of the
averaged microscopic tractions T over the boundary 9B, which allows to define

P .= (P) (4.35)

as the consistent scale transition of the first Piola—Kirchhoff stress. For completeness, it
is remarked that in the absence of traction continuity at interfaces I'z in By (that is, if
Eq. is not valid), the macroscopic stress P is defined in terms of the surface integrals
in (4.34)), which for such a case will not be identical to the volume average.

2Note that the fundamental relationship (4.31]) is only valid in the case of a continuous microscopic
deformation field, as described by Eq. (4.16]). In the presence of discontinuities in 807 the macroscopic
deformation gradient F' is defined in terms of the surface integral from expression 7 which gives

_ 1 1
F .= QR NdA = / Grad dV+ / ® NrdA
vol[By] /880 X vol[By] Bo x] BQ I's [x] r

=(F)+ ———— VOI / [x] ® NrdA,

see SCHRODER [421]. Hence, one has to proceed from an extended integral theorem and the volume
average alone is then no longer suited as definition of the macroscopic deformation gradient.
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4.3.2 The Hill macrohomogeneity condition

An essential requirement for the micro-macro scale transition is the fulfilment of the so-
called Hill macrohomogeneity condition, which was formulated by HiLL [214]. It states
that the averaged microscopic incremental work in the Z7& has to be equal to the local
work increment at the macroscale. By utilising the work conjugate pair {F', P}, the Hill
condition reads

<P . 5F> =P .§F, (4.36)

where 6§ F and 6 F refer to deformation increments (or variations) on the micro- and the
macroscale, respectively. Note, the Hill condition can alternatively be formulated in terms
of micro- and macroscopic deformation rates, F and F, which entails a condition for
the equivalence of micro- and macroscopic stress powers. Regardless of whether the Hill
condition is formulated in terms of deformation increments or deformation rates, it can be
utilised to derive boundary conditions on 0B, which close the microscopic boundary-value
problem. To do so, the Hill condition, here given in the form , has to be formulated
in terms of surface integrals over 0B,. This is achieved by employing the integral theorems
and thereon based reformulations from Section [4.3.1] Doing so, an identity for the term
on the left hand side of Eq. is found as

1
vol[Bo] 9By

(P-6F) = T - oxdA. (4.37)

Further, three different identities are found for the right-hand side term:

P vol%BO] faBO ox @ NdA = vol%BO] faBo PN -oxdA

— ) _ vl _

P§F={ it [ TOX A 6F = b [T §FX dA (4.38)
0 _ v _ _
P(GradT[X]> 5F = m‘[algo PN(SFXdA

The first identity makes use of Eqs and , whereas the second identity employs
Egs and (4.35)). The third identity relies on I = (Grad”[X]) and Div[P] = 0 in
By. Reformulating Eq. by means of (P -6F) — P-0F — P-§F + P -6F =0 and
inserting Eqs (4.37)) and (4.38)) yields, after some algebra,

/ (T — PN) - (6x — 6FX)dA =0 (4.39)
OBy

see also HILL [215], NEMAT-NASSER [351] or SCHRODER [421]. By setting either the first
or the second bracket in (4.39)) to zero, one directly derives Dirichlet- and Neumann-type
boundary conditions:

affine boundary displacements: x = FX

_ VX € 0By. 4.40
uniform boundary tractions: T = PN } 0 (4.40)
The application of either of these two conditions on the boundary of the Z7& satisfies
the Hill condition (4.36]) and completes the microscopic boundary-value problem. Further,
note that from Eq. (4.39)) a third type of so-called periodic boundary conditions can be
derived. These are based on the decomposition of the boundary 9B, = 0B4 U 0B, into
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opposite faces, By and 9B, , and the application of periodic displacement fluctuations,
x T = X, as well as anti-periodic tractions, T+ = —T'~. In this context, the fluctuations x
arise from an additive decomposition of microscopic quantities into a term that is uniform

in the Z¥& and a fluctuation term, reading (-) = ((+)) + (). Consequently,

x = (x)+Xx suchthat F =Grad[x]=F + F with F = Grad[x]. (4.41)

It is clear that the volume average of the fluctuation terms has to vanish, hence, (ﬁ’) =0.

4.3.3 Extremum principles for the effective energy

In the previous section, the evaluation of the Hill condition and the thereon based for-
mulation of energetically consistent boundary conditions on 0B, complemented the equi-
librium condition in By and thus closed the microscopic boundary-value problem.
With this, together with the explanations in Section [3.4] suitable extremum principles
can be employed to obtain the microscopic deformation field in the Z7& driven by the
macroscopic deformation gradient F and, in turn, the effective energy # at a macroscopic
point X € By as the volume average of the local energy field over the Z7&. To do so, we
identify the elastic potential in the Z7& as the volume average

(F) = (#(X,F)) — min, (4.42)

where, according to the principle of minimum potential energy introduced in Section |3.4.2]
the local deformation gradient field in the Z7¢ has to be such that II in minimised. As
a consequence, we define the effective energy # by means of the variational functional

W (F):= min II(F)= min {<7/X F)>}: min. {Zno‘<7/°‘ } (4.43)

FeK(F) Fek(F FeK(F

Hence, the microscopic deformation gradient F' becomes a trial field for the variational
problem. It is subject to differential constraints by means of the set (F') of kinematically
admissible deformation gradients, which is given by

K(F)={F|3x(X) with F = Grad[x(X)] in By such that x = FX on 0B,} (4.44)

and accounts for the affine displacement boundary conditions. Further, the last expression
in Eq. (4 is obtained by employing Eq. - ) and noting from Eqs (4.11)) and ( .
that (7/> = >, ZW)* = (#*)*. By looking at Eq. (4.43), we recogmse that
the computation of the effective energy # (F) contains two important steps: Firstly,
the localisation of the deformation to obtain the microscopic deformation gradient field
F(X) in By, driven by the macroscopic deformation F at P € By, and secondly, the
homogenisation of the microscopic local energy field #/ (X, F') towards its counterpart
# on the macroscale. This highlights the two-way coupling of scale effects in multiscale
problems. Moreover, it is remarked that alternatively to the deformation-driven scenario as
it is described by the principle of minimum potential energy in Eq. (4.43), one can likewise
formulate a principle of minimum complementary energy for the effective macroscopic
Gibbs energy, which reads % (P) = minpcss{(% (X, P))}. This constitutes a stress-
driven scenario, as the set S(P) of statically admissible stress fields essentially accounts
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for the uniform traction boundary conditions, T = PN on 0B,. We note that the
computation of an effective Gibbs energy % (P) makes most sense if the phases’ behaviour
is defined in terms of the respective microscopic Gibbs energy % (X, P). In contrast,
it is generally rather difficult to formulate a suitable homogenisation problem for % if
the microscale is described by means of #/ (X, F). This is because, as elaborated in
Section the strain energy # is for finite deformations non-convex—and, for instance,
polyconvex instead—and so there is no one-to-one relation between # and % in the
sense of Eq. . Yet, in presence of convex # and under the separation of length
scales hypothesis, described by Eq. (4.1), both the microscopic as well as the macroscopic
Gibbs energy, % (X, P) and % (P), are the complementary energies to # (X, F) and
W (F), respectively, and the connection is given through the Legendre transformation
that provided in Eq. (3.121)).

This section is concluded by two remarks. Firstly, the here presented variational prin-
ciples for # and % equally hold for materials with random as well as periodic microstruc-
tures. However, in the latter case the sets K(F) and S(P) have to be formulated such
that they account for the previously discussed periodic boundary conditions. This work
focuses on materials with random microstructures and we refer to, for example, BEN-
SOUSSAN ET AL. [30], MOULINEC & SUQUET [345] and MIEHE ET AL. [330] for further
details about the periodic case. Secondly, it is noted that Eq. applies to materi-
als which are on the macroscale in line with the principle of local action, as discussed in
Section [3.2.2] This means that it is sufficient to consider the deformation gradient F' in a
deformation-driven scenario. The treatment of higher-order, gradient-extended materials
requires further attention, as explained by, for example, KOUZNETSOVA ET AL. [258].

4.3.4 Convergence and uniqueness of energy functionals

From a physical point of view, it is reasonable to postulate the existence of solutions for
the variational problem given in Eq. and, thus, that the heterogeneous material
behaviour in the microstructure can be described by a homogenised energy functional
# on the macroscale. However, the associated mathematical problem of homogenisation
is not trivial and requires careful treatment to show that the averages of the possibly
highly fluctuating microscopic fields converge to the homogeneous macroscopic fields. The
mathematics of this problem are far beyond the scope of this work and we a priori assume
the existence of solutions for the variational problem in this work. Yet, we want to mention
that a particularly useful concept for a rigorous mathematical treatment is the notation
of I'-convergence as proposed by DE GIORGI [89], see also DAL MAso [88]. For further
explanations, it is referred to the comprehensive overviews by MULLER [348], ALLAIRE
[10], BRAIDES & DEFRANCESCHI [59], and SCHRODER [421].

Next, we recall from Sections [3.4.1] and [3.4.2] that a first attempt in finding minimum
solutions of a variational problem, such as the one for # in ([#.43), is to find a value for
which the variational statement becomes stationary. Hence, it makes sense to define the
effective energy

W (F) = stat I(F)= stat {(W(X,F))}: stat, {Zw(ww»“} (4.45)

FeK(F) FeK(F) Fek(F)

by means of a stationary variational principle. Yet, it was pointed out in Section that
problems in nonlinear elasticity are non-convex in nature which means that the solution
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of the stationary problem for W is generally non-unique for finite deformations. More
specifically, for small deformations F ~ T around the reference configuration, the energy
VT unique and depicts a minimiser, such that W =AW, However, as the deformation
increases, the material may reach points at which the solution bifurcates into different
branches associated with different energy levels. Beyond such bifurcation points, an equi-
librium solution of the stationary problem is not necessarily a minimiser. This
means that the energy # based on Eq. is generally lower or equal to the energy 7//V,
such that # < # . The bifurcation points can be understood as the onset of instabilit-
ies, which may be associated with phenomena such as buckling or failure of the material.
Those instabilities can develop at various wavelengths of the material, as explained in the
seminal works of TRIANTAFYLLIDIS & MAKER [485] and GEYMONAT ET AL. [160]. In
particular, one distinguishes between short-wavelength and long-wavelength instabilities,
which may appear on the microscopic and macroscopic length scale, respectively. In the
context of periodic microstructures, the onset of both of these instability types and how
they possibly interact was studied by, for example, MIEHE ET AL. [331], MICHEL ET AL.
[325], 326] and SLESARENKO & RUDYKH [445]. For materials with random microstruc-
tures, which are the focus of this work, the detection of short-wavelength (microscopic)
instabilities is a much harder task than for periodic microstructures. Yet, it is not even
clear whether random microstructures can accommodate microscopic instabilities at all,
because the missing periodicity in the microstructure may prevent the formation of such, as
explained by LOPEZ-PAMIES & PONTE CASTANEDA [299] and MICHEL ET AL. [325] [326].
Furthermore, GEYMONAT ET AL. [I60] pointed out that the first bifurcation point is usu-
ally associated with a long-wavelength instability. This is very convenient as the detection
of the onset of such macroscopic instabilities is an easier task because they can be determ-
ined by appropriate investigations of the effective potential %, following the explanations
made in Section [3.6.3] In particular, the onset of the first bifurcation point is indicated by
the loss of strong ellipticity of the macroscopic material response and can thus be traced
by checking the positive semidefiniteness of the macroscopic acoustic tensor

o = (L¢)¢, where L=0%:% (4.46)

is the fourth—order elasticity tensor associated with the effective macroscopic potential Va
Expression (4 1 directly follows from the definition of the acoustic tensor in Eq. m
In Concluswn 1t suffices for pre-bifurcation investigations to consider the effective energy
W obtained from the statlonary principle - since # depicts a minimiser in the sense
of the minimum principle (4.43), such that # = %, until the onset of the first bifurcation
point. In turn, this can still be detected by the loss of rank-one convexity (strong ellipticity)
of #'. This was studied, for example, by AGORAS ET AL. [5] for materials with fibrous
microstructure. The pre-bifurcation behaviour of fibre composites will be the focus in
Chapter [5l For completeness, we refer to MIEHE ET AL. [331], AVAZMOHAMMADI &
PONTE CASTANEDA [21] and FURER & PONTE CASTANEDA [I4§] for detailed studies on
the respective post-bifurcation behaviour of such materials.

4.3.5 Uniform microscopic fields: Voigt- and Reuss-type bounds

The deformation and stress fields in the microstructure (the Z%&) are generally non-
uniform and highly dependent on the microscopic location X, which is a direct consequence
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of the heterogeneous distribution of the phases (as defined by the characteristic functions
2 ) and the associated non-uniform distribution of material properties. More specifically,
as the microscopic deformation gradient field F(X) was identified in Section as
the deformation which minimises the averaged energy II(F) in the Z¥&, as stated by

Eq. , we have

F(X) = arg min {(W(X, F))} . (4.47)

Fek(F)

Of course, with the explanations from the previous section, F'(X) can in the pre-
bifurcation regime be equivalently obtained from the stationary principle . Now,
we note that while it is undoubtedly meaningful from a physical point of view to expect
an energy relaxation by means of the variational principles or and associated
heterogeneous deformations in the microstructure, the Hill macrohomogeneity condition
given in Eq. can also be satisfied by making certain affinity assumptions for the
microscopic fields. This is easy to see by utilising the Hill condition in its surface integral
form and the boundary conditions derived from it. Then, the assumption of
uniform deformations in the Z¥& results in

F(X)=F — W4(F)=Y n"%°(F), (4.48)

where the Voigt estimate # is identified as a simple weighted averaging of the phase ener-
gies #® evaluated at the macroscopic deformation F'. Hence, the Voigt estimate accounts
for the microstructural morphology only through the volume fractions n®, which depict
the first moments of the characteristic functions 2%, see Eq. . The assumption of
a uniform deformation field, which is also called affine deformation assumption or Voigt
assumption, is usually referred to the seminal work of VoiaT [495]. It is interesting to note
that the Voigt assumption, as stated in Eq. 1, is not only consistent with the affine
boundary displacements formulated in , and thus with the Hill condition , but
also with the geometrical compatibility conditions and (with jump amplitude
c = 0). However, the Voigt assumption is generally not consistent with the statical com-
patibility condition and is thus unable to satisfy traction continuity across interface
boundaries. The missing ability to guarantee equilibrium in By has the consequence that
#y generally overestimates the real occurring elastic energy in the Z7#&. In fact, OG-
DEN [360] showed that the Voigt estimate depicts a rigorous upper bound for the effective
macroscopic behaviour of materials whose characteristic functions 2Z°* have first moments
(volume fractions) n®. This means that despite its simplicity, the Voigt bound serves as a
valuable tool, be it as first guess or validity check for more sophisticated homogenisation
approaches. Moreover, the Voigt bound may predict the energy in the Z7& exactly if
the uniformity of the deformation field holds true. This is the case for some specific load-
ing conditions and materials classes, as shown by DVORAK [103] and HE ET AL. [191].
Further, it may be useful to proceed with the Voigt estimate if reasonable physical argu-
ments suggest that the deformation in a microstructure behaves nearly uniform. Such an
assumption is applied in Chapter [6] for the modelling of fibrous networks and in Chapter
for the presented multiscale muscle model.

Instead of assuming an affine microscopic deformation field, it is also possible to apply a
respective affinity assumption for the microscopic stress fields so that P(X) = P. This is
commonly referred to as Reuss assumption, in reference to the work of REUSS [398]. The
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assumption of uniform stresses in the Z7#& is consistent with the uniform stress boundary
conditions in and thus with the Hill condition . Further, opposed to the Voigt
assumption, stress affinity is consistent with the statical compatibility condition ,
but generally not with the geometrical compatibility conditions and . If the
phase’s behaviour is described in terms of Gibbs energies % *(P), stress affinity directly
leads to an expression for the effective Gibbs energy % that reads

P(X)=P — 2%(P)=) n"%°(P). (4.49)

OGDEN [360] showed that a rigorous lower bound #% for the effective strain energy is
obtained by means of a Legendre transform of %4 if the microscale is described in terms
of a convex strain energy # —such that < in Eq. can be uniquely determined
from #“ by means of Eq. . However, we have noted before that convexity of the
strain energy # in the context of hyperelastic large-strains problems is unphysical, see
Section[3.6.3l Thus, there is not necessarily a one-to-one connection between F' and P and,
consequently, no unique relation between # and % in the sense of the Legendre trans-
formation formulated in Eq. . Yet, it is possible to enforce uniqueness by employing
instead a Legendre-Fenchel transformation, as defined in Eq. (B.2]), which consequently
replaces the stationary operator in Eq. by the supremum. See also Section for
further details on the different transformations. A Reuss-type lower bound is then derived
in terms of the convex envelope

Wo(F) =sup{F - P — %x(P)} with % = Z [n® sup{F - P — #*(F)}]. (4.50)
y o o F

Unfortunately, for non-convex (such as polyconvex) energy functions #, this bound is
not always useful and can lead to trivial results, since, for example, cof[F| and def[F]
are non-convex in F' and corresponding energy terms lead to trivial Legendre-Fenchel
transforms with respect to F'. As a remedy, PONTE CASTANEDA [373] proposed to employ
a polyconvex envelope, which results in a sensible lower Reuss-type bound that is generally
tighter than the bound based on the convex envelope in . More detailed explanations
are omitted here, as Reuss-type bounds are not used in this work. Yet, for more details
on polyconvex (as well as convex, quasiconvex, and rank-one convex) envelopes, we refer
to the works of, for example, DACOROGNA [86], 87] and KOHN & STRANG [255].

By summarising the findings in this and the previous section, we can formulate the
inequality

W <HW <W <, (4.51)

where #g refers to a lower Reuss-type bound that is suitably selected depending on the
problem at hand. We recall that in the present work, the focus on the pre-bifurcation
regime leads to the equality of # and # . Further, we remark that the Voigt and Reuss
bounds are also well-known as Taylor and Sachs bounds, by referring to the works of
TAYLOR [475] and SAacHS [412].
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5 Variational Homogenisation of Nonlinear
Composites

In this chapter, we present estimates for the effective strain energy W of a hyperelastic
composite in the pre-bifurcation state. The proposed homogenisation is based on the
tangent second-order method, which utilises variational principles and a suitably chosen
“linear comparison material”. This enables to employ well-known homogenisation methods
for linear materials, like Hashin—Shrikhman-methods, to provide estimates for effective
strain energies of nonlinear materials. The homogenisation principles in this chapter are
generally applicable to n-phase materials, but we put a particularly emphasis on two-phase
composites in which a matrix phase contains aligned circular fibres, which are randomly
distributed within the transverse plane. Further, as the estimate shall be applicable for
biological tissues, appropriate derivations are made to obtain consistent estimates in the
limit as the two phases become incompressible.
Note that parts of this chapter have been published in BLEILER ET AL. [45].

5.1 The Tangent Second-Order Method

This section introduces the tangent second-order (TSO) homogenisation method, which
was proposed by PONTE CASTANEDA & TIBERIO [382] and enables to generate estimates
for the variational homogenisation problem as defined in Eq. . The main idea of
the TSO method is to appropriately linearise the actual nonlinear composite in order to
obtain expressions for which the well-established homogenisation methods for linear ma-
terial behaviour can be used. To do so, the TSO method is based on the construction
of a fictitious linear comparison composite (LCC) with the same microstructure (hence,
the same characteristic functions 2°®) as the actual nonlinear composite (in the unde-
formed configuration). The linear behaviour of the phases of the L£CC is determined
from suitable variational principles such that it represents the appropriate linearisation
of the actual nonlinear phases. Further details on the TSO method can also be found in
PONTE CASTANEDA [376], PONTE CASTANEDA & WILLIS [384], PONTE CASTANEDA &
T1BERIO [382], and AVAZMOHAMMADI & PONTE CASTANEDA [19].
The LCC is characterised by its local strain-energy function

Win(X, F) Z%a ®(F), with #&(F)=L1F L} F (5.1)

hn lin

and the phasewise constant fourth-order modulus tensors L, , as opposed to the nonlinear
local energy # (X, F) defined in Eq. (£.11). The aim is now to find an £CC that op-
timally represents the actual nonlinear composite. For this purpose, it is useful to define
the difference energy function (% — #4i,)(X, F') and its respective generalised Legendre
transform

(W - %in)*(va) = Stﬁt{m -F — W(XvF) + %in(XvF)} ) (52)

where P € R3®3 is a generally non-symmetric polarisation tensor and the energy function
W is assumed to be sufficiently smooth in F'. More details on the Legendre transform and
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especially the employed generalised form can be found in Appendix [B.I} From there, we
further know that the generalised Legendre transform (-)** of the complementary function
(1)* is always the original function (), which allows us to write the local energy of the
actual nonlinear composite as

W(X,F) = %in(XwF) + si{:gt{‘ls‘ - F — (7/ - %m)*(va)} . (53)

The stationarity conditions of the Legendre transformations in Eqs (5.2)) and . are
given by

B =0r(W — W)X, F) and F =0p(¥ — i) (X, P), (5.4)
respectively. The local energy function (5.3 in connection with Eq. (4.45) can now be

used to generate an expression for the overall energy #', which—after interchanging the
stationarity operations—reads

W (F) = stat{ stat. {(#n(X,F)+PB-F)} — <(W—%n)*(X,‘~]3)>}. (5.5)

P\ FekK(F)
This formulation is an ezract variational statement for the effective strain energy W of a
nonlinear composite. However, different to the nonlinear expression given in Eq. , the
stationary problem for F'in Eq. is linear. Further, the polarisation tensor *J8 has the
character of a trial field for the variational problem. This is advantageous since B is not
subject to any differential constraints, as opposed to F' in the original formulation (4.45|).

To generate estimates for the variational problem given by (/5.5), an appropriate non-
trivial choice is to assume that the polarisation tensor is phasewise constant:

= 2X)P*. (5.6)

Inserting Eq. (5.6) into Eq. (5.5)) yields the variational estimate
W (F) ~ stat {WT (F, ) — Zn v - Whn)*@sa)}, (5.7)

which is an approzimation of the variational expression given in (5.5). Although the
following relations for " are formulated as standard equalities, we need to keep in mind
the approximate character. In Eq. (5.7)), the term #7 is defined as

Wr(F ) = stat {(#in(X, F)+F-F)}, (5.8)
Fek(F)

which depicts the effective energy associated with a fictitious linear thermoelastic (or

prestressed) material. Now, it proves useful to introduce the (phasewise) constant second-

order tensors §, dual to P, and to reformulate the polarisation tensors P by using the

stationarity condition 1 in terms of phase B, giving

P = P~ L}, T with P*=0p# (3. (5.9)

Further, by making use of Eq. (5.2) in terms of phase B and assuming the stationary
solution

S, = arg stat {B*-F —W*F)+#.(F)}, (5.10)
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one obtains
(Wa - liorél)))< ("pa> = P“. %oz - Wa(s:oz) - %ga ' ]L‘?in%’a . (511)
Inserting relations (5.9);, and (5.11)) into the variational expression (5.7) leads to the

expression
PF) =stat{ 30 [#°() + P*-(F=5,)" + }{(F - %) Li(F -5.))] } - (5.1

Following PONTE CASTANEDA & WILLIS [384] and PONTE CASTANEDA & TIBERIO [382],
the evaluation of the stationarity condition in this expression finally leads to the relation

8. =(F)" =F,. (5.13)

Hence, the variables §, have to be set equal to the phase averages F, of the deformation
gradient field associated with the linear problem in Eq. (5.8)). Furthermore, evaluating
a second-order stationarity condition for Eq. by considering the second derivative
with respect to §,, we can deduce the relation

f =1 with 1 :=1"=0pz#*(E,), (5.14)

lin
stating that the constant tensors L, are chosen equal to the tangent elasticity tensors LY

of the hyperelastic phases. Using prescription (5.13)) in (5.12)) and after some algebra, it
can be shown that the estimate for the effective nonlinear energy can be reformulated to

W(F) =Y n"[#°(E)+4(F - E)- P*(R)], (5.15)

see PONTE CASTANEDA & TIBERIO [382] for details. Thus, the estimate for the effective
behaviour of the nonlinear composite is fully specified in terms of the tensors F,, which
represent the phase averages in the LCC associated with the linear thermoelastic problem
given in Eq. . In turn, the phase averages can be obtained from appropriate linear
homogenisation methods. To do so, given the linearity of the problem, the superposition
principle can be utilised in order to express the phase averages in the form

B, — AF + A°, (5.16)

in accordance to the expressions given by LAws [278]. Therein, the fourth-order tensors
A* are the strain concentration tensors of the phases, introduced by HiLL [210, 212], and
the second-order tensors A% account for the thermoelastic nature of problem (5.8). The
tensors have to satisfy the summation rules

Zno‘Aa =1 and Zn“A“ =0. (5.17)

Subsequently, the tensors A* and A“ are determined by applying suitable linear homo-
genisation approaches. Appropriate formulations and more details can be found, for ex-
ample, in the works of Laws [278] and WiLLIS [517]. In particular, generalised Hashin—
Shtrikman estimates lead to prescriptions for A* and A® as given by Eqs (29)-(33) in
PONTE CASTANEDA & TIBERIO [382], whereas self-consistent estimates are obtained from
Eqgs (3.13)-(3.15) given in BORNERT & PONTE CASTANEDA [56]. In this work, the focus
on two-phase materials allows to employ simplified equations for the estimation of the
phase averages, which is shown in the following. Moreover, we remark for completeness
that the effective first PiolaKirchhoff stress P = OpW associated with the macroscopic

energy (5.15) is given in Eq. (C.1)) in Appendix along with some further comments.
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5.1.1 Specialisation to two-phase materials

We now restrict our attention to two-phase materials containing a matrix phase, By,
and a fibre (inclusion) phase, BY, such that a = {F,M}. It follows that we require an
appropriate set of equations for the estimation of the 18 unknown scalar coefficients of
the two phase averages Fr and Fy; to compute the effective energy in Eq. - In this
regard, we first note that the overall average condition for the deformation gradient, given
in Eq. , simplifies for the given two-phase material to

F=n"Fp+n2MFy. (5.18)

Hence, as the overall deformation gradient F is prescribed, one of the phase average tensors
can be written in terms of the other one and the two-phase homogenisation problem reduces
to finding the remaining nine scalar coefficients of either Fy or Fy;. Further, the focus on
two-phase materials allows to utilise an appropriate extension of the work of LEVIN [283]
and to formulate the phase averages from Eq. as

F, = AF + (A" D)LY - L) 7' (P - P7) (5.19)

for o = {F,M}. Therein, the polarisation tensors ¥ and P are defined by Eq. (5.9),
along with prescriptions (5.13)) and ([5.14]). Further, the two strain concentration tensors
A" and AM are connected through the relations

nf AP+ nMAM =T and Ly, = nf LFAF + pMIMAM (5.20)

where the first equation is the respective two-phase version of Eq. (| -1 The benefit of
relations ((5.19) and ([5.20)) is that they reduce the thermoelastic homogenisation problem
for the LCC, given in Eq. ., to finding the effective elasticity tensor Ly, of a two-phase
linear-elastic composite with phase stiffness tensors I and IM. This becomes more clear
by formulating Eq. for the phase average of the fibre phase, Fy, and replacing therein
the strain concentration A" by making use of Eqs . This leads to the formulation

F — Fp = [n" Ly, — L") 7' + (LM = L)) [LM(Fu — Fr) — AP, (5.21)

where AP = PM(Fy) — PF(Fy). Hence, the two tensorial equations (5.18) and (5.21)
provide the required 18 scalar equations for the estimation of the two phase averages Fy
and Fy;. Now, linear estimates of any type can be chosen for Ly,. For instance, Voigt and
Reuss estimates are obtained with the prescriptions

Ly = (L) =n"LF + MM and Ly = (L) " = (n" @) +aM @) . (5.22)

It is easy to see that substituting Ly for Ly, in leads to uniform deformation fields
F, = F, in agreement with the explanations made in Section m Consequently, the
Voigt estimate is associated with strain concentration tensors A* = I. However, while
the Voigt and Reuss estimates account for the microstructure only through the volume
fractions n®, a more sophisticated estimate of Hashin—Shtrikman type for composites with
particulate microstructures was formulated by WiLL1s [516] and reads

Lys = M + 0 [pMP — (1M — 1)1 7", (5.23)
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Therein, P is a fourth-order microstructural tensor which accounts for the two-point stat-
istics of the composite. It is defined as

1

- = —1l¢  7—1g1-3/
P= el Z] m:lH(g)[Z ¢z dA, (5.24)

wherein the fourth-order tensor H is given by
H=(B2&€)™ with #B=." and o = (LV)™>¢)¢. (5.25)

Hence, the second-order tensor B € SYM(3) is the inverse of the acoustic tensor .o,
which was introduced in Eq. and is henceforth defined in terms of the elasticity
tensor of the matrix phase, LM. Further, P contains the second-order tensor Z = Z;, = Zg,
where Z; serves as an descriptor for the shape and the orientation of the fibre (inclusion)
phase and Z4 for its spatial distribution in the microstructure. By recalling Eq. , we
see that Z therefore accounts for the two-point probability of the characteristic functions
Z % (describing the microstructure) by making use of the notation of ellipsoidal symmetry.
Remark that it is also possible to prescribe Z; and Z4 separately, which leads to the for-
mulation of two different P-tensors and according changes of the subsequent formulations,
see PONTE CASTANEDA & WILLIS [383] for details. Furthermore, we note that the micro-
structural P-tensor is closely linked to another fourth-order microstructural tensor, which
is commonly referred to as Eshelby tensmﬂ and denoted by S. The two tensors are con-
nected through S = PIM. Now, as we make use in the following of the Hashin-Shtrikman

estimate (5.23)), we can substitute Lyg into Eq. (5.21]), which yields, after some algebra,
F — Fp =P[L(F - Fr) —nMAP]. (5.26)

Together with the overall average condition, given in Eq. , this tensorial equation
represents the required set of equations for the estimation of the two phase averages Fy and
Fy;. Finally, instead of using the tangent elasticity tensor LM evaluated at the phase aver-
age Fy, as described in Eq. (5.14)), we follow AVAZMOHAMMADI & PONTE CASTANEDA
[19] and make use in Eq. of the simpler prescription

M= 05 W “(F). (5.27)

5.1.2 Two-phase composites with aligned fibrous microstructures

The preceding section accounted for two-phase materials in which the shape, the orienta-
tion and the distribution (of the centre) of the inclusions (the fibre phase) are of ellipsoidal
symmetry, characterised by the shape tensor Z. A special class of materials is derived
from this notation if the inclusions are taken to be of spheroidal shape, whose axis of sym-
metry shall be denoted by the referential unit vector ay. A general shape tensor for such
spheroidal inclusions is given by Z = (I — @y ® @) + w ag @ @y, where w is the aspect ra-
tio. This allows to describe very different kinds of inclusion shapes, such as spherical ones

!The microstructural Eshelby tensor S must not be confused with the energy-momentum tensor or
so-called Eshelby stress tensor, formulated by EsHELBY [121, 123]. The latter is usually defined as
Y = #1— FTP and is of particular importance in the field of configurational forces, see, for instance,
GURTIN [I74]. Despite their same origin in the seminal works of ESHELBY, these two equally named
tensors have only been related to each other in the recent work of ALHASADI & FEDERICO [9].
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(w = 1) as well as prolate (w > 1) or oblate (w < 1) inclusions including the limit cases
as the inclusions become long-fibres (w — 00) or pancake-shaped layers (w — 0). In the
following, we focus on the long-fibre case and assume that the composite is composed of a
matrix phase which contains inclusions of circular cylindrical shape that are aligned along
the preferred axis ag and distributed randomly and isotropically in the plane transverse
to it. Materials of this kind are referred to as fibre composites or composites with fibrous
microstructure. Subsequently, LOPEZ-PAMIES [295] showed that in the limit as the aspect
ratio of the shape tensor Z goes to infinity, w — oo, Eq. for the microstructural
P-tensor simplifies to
1 2

P= Py H(&)ds with & = cos[s] ey + sin[c]es +0es. (5.28)
T Jo
Therein, < is an angle ranging from 0 to 27 and the Cartesian e;-coordinate system (i =
1,2,3) represents a laboratory frame of reference. The es-direction thereby coincides with
the alignment of the cylindrical inclusions, hence, e3 = ay. Now, considering Eq. ([5.28]),
together with relation ([5.25));, in index notation form, reading
1 2m

Piju = o, ik & & ds, (5.29)

makes it easy to deduce that P is major symmetric and that
Pisky = Pijrz =0 (5.30)

(1,7,k,1 = 1,2,3) due to & = 0. These zero-coefficients imply that P is not of full rank
and it can be shown that nullity[P] = 3, where nullity[P] is the dimension of the null space
(or kernel) ker[P] = {9 € R3*3 | PO = 0}. Further details and explanations on null
spaces of tensors are provided in Appendix Employing the findings from Eq.

in Eqs (5.26) and (5.18]) directly points out that
(Fr)is = (Fun)is = Fis (5.31)

for + = 1,2,3. Thus, the homogenisation problem for two-phase composites with fibrous
microstructure reduces to finding the siz remaining unknowns of either Fy or Fy by
extracting the required set of equations from KEqs and . In this work, we
regard the six unknown coefficients of Fy as primary unknowns. The set of unknowns will
later be further reduced by utilising incompressibility assumptions and an appropriate
generic form of the overall deformation gradient F', see Section [5.3.2}

In the following, it proves useful to proceed with a modified version of Eq. , which
requires some remarks beforehand. From relation and nullity[P] # 0, it becomes
obvious that there exists no inverse tensor P~! satisfying the relation P~'P = I. Thus,
it is generally not possible to bring P from the right to the left hand side of Eq. .
However, it is possible to find a tensor { P~'} such that {P~'P = IV, where {-¥ denotes
a subspace of the full tensor space. Fourth- and second-order tensors of this subspace
are defined as {A = Ajjue ®e; ®@e, ® el and {B = Bjje; ® ej}b, respectively, with
1,k =1,2,3 and j,1l = 1,2. The associated matrix representations of the coefficients are
provided in Eq. in Appendix Hence, by making use of this subspace notation,
we are able to provide a modified version of Eq. , which reads

(P —IM|(F — Fy) + nM AP =0} . (5.32)
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This tensorial equation provides the six required scalar equations for the six unknown
coefficients (Fy);; with ¢ =1,2,3 and j =1, 2.

5.2 Fibre composites with incompressible phases

In Section [5.1.2] we formulated general estimates for two-phase hyperelastic composites
consisting of aligned circular cylindrical inclusions that are embedded in a matrix phase.
Therein, the two phases, BY and BY!, were considered as compressible and anisotropic,
since their strain-energy functions were not specified or restricted otherwise. To apply
the estimate to the special case in which the materials exhibit incompressible phases,
appropriate investigations in the limit as the volumetric stiffnesses of the phases tend
to infinity have to be carried out. This is done in this section by means of asymptotic
expansions of the relevant terms and equations, first in the incompressibility limit of the
fibre and subsequently for the matrix phase. To do so, it proves useful to express the
strain-energy functions of the two phases in terms of the distortional-dilatational energy
split which was introduced in Section Hence, the additive split given in Eq.
leads to

W (F) =W (F)+#>(F) where #(F)=3A*(J—1) (5.33)

2

such that the dilatational part is taken to be of the form introduced in (3.156) and A* are
the first Lamé constants of the two phases. The special case of incompressible behaviour
of phase Bf is recovered when A* tends to infinity and

0 forJ=1,
oo else.

i #4°(F) = {

A*—00

(5.34)

Further, we note that (5.33)) entails a corresponding split of the first Piola—Kirchhoff stress
tensor of the phases:

P*(F) = PX(F)+ P}(F) where PB{(F)=0p#(F)=AJ(J—-1)F " (535)

is the dilatational stress and the distortional stress is given by P(F') = 0p#,*(F).

5.2.1 Asymptotic analysis for incompressible fibres

If the fibre phase is characterised by an energy of form (5.33)), the Lamé constant A" tends
to infinity in the case of incompressibility. As a consequence, an appropriate asymptotic
analysis has to be carried out to obtain the consistent versions of Eqs and
in the incompressible limit of the fibres. This is done by introducing a small parameter
t = 1/AF and the following expansion for the phase average of the fibre deformation field:

Fr = Fro+ 1 Fpy +O(2). (5.36)
Based on this, it proves useful to formulate the associated expansions for the Jacobian
jF = det[Fp] = det[ﬁ’po + LFFl + O(LQ)] = jFO +¢ jFl + O(L2> (537)

as well as for the inverse

Fil = (Fal)o+u(Fa) + O . (5.38)
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Therein, the expansion terms read
jFO = det[FFo] and jFl = COf[FFo] . Fpl (539)

as well as ~ ~ ~ o
(Fi')o=Fyy and (Fi'), = —F ' Fri Fry (5.40)

Making use of expansions ([5.36)-(5.40]), together with Eq. (5.35)), we continue with the
resulting expansion for the nominal fibre stress, that is,

P =,"'PY+ B +0(), (5.41)
where, after some algebra, we find

P_Fl = jF() (jF[) — 1) FF_OT and

o= 1). od - (5.42)
B = B + Jp1 (2Jro — 1) Fry' + Jro (Jro — 1) (F 1)1

Now, the expansions for Fi and P¥, given in Eqs (5.36) and ([5.42), are substituted into

Eq. (5.32)), which gives

{[P = M(F — Fyo — 1Fry — O(2) + 0™ (PM = .7 P5, — B — 0(1)) = 0} . (5.43)

In the incompressible limit of the fibre, parameter ¢ tends to zero and terms associated
with O(¢) drop out. Subsequently, we are left with the collection of terms associated with
v~! and (%, which gives

Lt {nM P = O}b,

. L ) (5.44)

Lo [P = LM(F — Fyo) + 0™ (PM — Bf) =0} .
With Eq. 1, it is easy to see that the only meaningful (and non-trivial) solution for
the first equation in is provided by Jpy = 1, which entails, with Eq. 1, that
Fry € SL(3) has to be a unimodular tensor so that det[Fgo] = 1. In turn, this means that
the phase average Fy in the incompressible limit has to be unimodular as well, such that

det[Fp] =1 if A" — o0, (5.45)

This is a very meaningful condition for the phase average Fp, because the phase aver-
ages F,, actually describe the deformation in the £CC. In turn, the homogenisation of
the LCC is based on the estimate of Hashin—Shtrikman type given in Eq. , which
considers uniform strain and stress fields inside the inclusion (fibre phase). Further, from
Section we know that material incompressibility is associated with a local constraint
equation as given in Eq. , which leads for incompressible fibres to the local condition
det[F(X € Bf)] = 1. Hence, the uniformity of the fields in the fibre phase entails that
condition for Fy is identical to the phase average of the local (exact) incompressibil-
ity condition, (det[F(X € Bf)] = 1)¥, because det[(F)¥] = (det[F])¥. However, a similar
relation cannot be formulated for the matrix phase, because of the generally non-uniform
fields inside the matrix. Further, we note that condition ([5.45]) allows to express one of the
six unknown coefficients of Fy in terms of the other ones, which means that one remains
with the determination of five unknown coefficients of Fy. This will be useful below. Now,
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we continue with the evaluation of expression (|5.44)) 2. Therein, the stress tensor PF which
is defined in ([5.42)),, is simplified by making use of Jpy = 1 and we obtain

B =P + Jp Fyy . (5.46)

From this, we see that (FF_ YT drops out of expression 2. However, this is not the case
for the scalar term Jpq, which is reasonable since it replaces an indeterminate form ” oo x 0”
arising in P§ as A" — oo and (Jp — 1) — 0, cf. Eq. (5.35)2. In fact, by again recalling
Section , we see that the stress expression in Eq. is reminiscent of Eq. .
This means that the term Jpy FFBT can be interpreted as an additional hydrostatic stress
contribution, which is required to enforce the incompressibility constraint in the
fibre phase. Further, the rigorous variational interpretation in Section [3.4.3| showed that
the scalar multiplier in the additional stress contribution from Section is indeed a
Lagrange multiplier. Hence, as Jpy represents such a scalar factor in Eq. , we can
clearly identify Jp; as a Lagrange multiplier. To show this more explicitly, we will formulate
the associated constrained variational principle for incompressible fibres in Section [5.2.2]
This will point out that the Lagrange multiplier arises from the fact that the variational
expression has to be solved subject to the local incompressibility constraint in the
fibre phase. Based on these considerations, we rename Jp, =: % and proceed with the
symbol p! to emphasise its characteristic as an additional constraint pressure. By further
renaming B =: P} and noting from Eq. that Fyp = Fyo if ¢ — 0, we obtain in the
incompressible fibre limit

P =P +¢" F'. (5.47)

and
(P! —IM|(F — Fx) + nM AR, = 0}, (5.48)

where AR, = PM(Fy) — BE (Fp, ¢%). At this point, we note that Eq. provides the
six required equations required for the determination of the five remaining unknowns of
F: plus the additional constraint pressure . Furthermore, we have to investigate the
fibre energy #¥ in order to provide the consistent formulation for the effective energy
W, given by expression ([5.15)), in the incompressible fibre limit. Yet, it is easy to see,
with Eqs (5.37) and (5.33)) as well as with Jgo = 1, that in this case #J = 0 such that
wE = %F Hence, the effective energy is given by

W(F) =n" [#F (Fe) + 3(F = Fr) - B (Fr, )] 4+ 0™ [# (F) + 5 (F = Fu)- PM(@Mi}gi
where Fy, Fy; and p¥ are obtained from Eqs and subject to condition (}5.45]).

To show that the new constrained formulation is consistent with the original formulation
in the limit case as the fibre phase becomes incompressible, we compare the effective
strain energies based on Eqs and with the newly introduced formulation,
which is based on Eqgs and . To do so, we consider isotropic Neo-Hookean
energies for both of the phases. Hence, the distortional parts are given by %"(11, J) =
p® (I; =34 (J—1)(J—3))/2 and the dilatational parts #,* = A* (J—1)?/2 (see above). To
provide some evidence for the consistency of the new formulation, we choose for the above
described composite a fibre volume fraction of n¥ = 0.3, apply a macroscopic transverse
shear 7, = 2 and investigate for different stiffness ratios A*/u® the effective strain energy.
Figure [5.1] shows for four selected and genuine different stiffness combinations the results

1
2
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Figure 5.1: Effective strain energy %computed from Eq. normalised to the effective strain energy
computed from Eq. for composites with a matrix and fibre phase that exhibit Neo-Hookean beha-
viour under a macroscopic transverse shear 4, = 2.0. The volume fraction is nf = 0.3. Estimate
tends to (5.49)) as the volumetric stiffness of the fibre phase increases and tends to infinity.

of the original energy formulation ([5.15)) normalised to the new formulation ([5.49). The
results clearly demonstrate that the formulations coincide when the Lamé constant of the

fibre phase, A", tends to infinity.

5.2.2 Interlude: A constrained variational principle for incompressible fibres

This section gives a rigorous variational interpretation to the results obtained in the pre-
vious section by means of the asymptotic analysis for incompressible fibres. Further, we
show why a direct application of constrained variational principles causes problems in the
context of the herein used TSO homogenisation method.

We recall from Section that internal material constraints are described by a local
constraint function Z(F') = 0, see Eq. . Correspondingly, an internal material con-
straint in a specific phase B of a multi-phase material is associated with a local constraint
function Z*(F (X)) = 0 for X € B§. Further, it was shown in Section that the con-
sideration of internal constraints in variational formulations leads to the formulation of a
Lagrange functional, see Eq. . Applied to the multiscale variational problem (4.45|),
the incorporation of an internal constraint function 2 would lead to a Lagrange function
ZL(F,aze) =1I(F) + 1#°(F, az.) where

1

7 (F, ape) = ———
R 0w) = S8 r,

X (X )z (X) Z*(F) AV = n*{az(X) Z*(F))". (5.50)
Then, stationarity of . with respect to the Lagrange multiplier az« requires that the
local constraint function Z*(F (X)) = 0 has to be satisfied at any local point X € B§
on the microscale. However, this cannot be achieved by the present TSO estimate, as
given by Eq. , because the local deformation field enters the estimate for # only
by means of the first moments (phase averages) F, and the exact microscopic resolution
of the deformation remains unknown. In general, the incorporation of local Lagrange
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multipliers within the TSO method would require in addition to the approximation of the
microscopic deformation field also an appropriate approximation of the local Lagrange
multiplier fields. Such an approach was presented by LAHELLEC ET AL. [272] to enforce
material incompressibility of both phases, however, this may lead to some unclear physical
interpretations of the approximated constraint functions. An alternative approach to
satisfy the material constraint Z°(F) locally at X € Bf would be to approximate the
constraint function by means of Z*(F,), hence, to evaluate the constraint functions at
the phase averages F,. Yet, this does not lead to physically meaningful results, because
Z* is generally nonlinear in its argument F' such that the phase average of the constraint
function, (Z*(F'))“, is generally not equal to the constraint function evaluated at the
phase average, Z°((F)*) = %°(F,). Concluding, it is not useful in general to employ
a constrained variational principle based on the formulation of a Lagrange functional .Z
in the context of the present TSO formulation. However, we remarked in the previous
section that the herein employed estimate of Hashin—Shtrikman type for the LCC, given
by expression (5.23), assumes uniform fields in the fibre phase Bf. This means that for a
fibre phase which is subject to an internal constraint function %%, the phase average of 2%
is equal to the constraint function evaluated at the phase average Fy, hence (#F (F))F =
" (Fr). Thus, it can be shown that stationarity of the respective Lagrange functional
can be achieved by satisfying the constraint evaluated at the phase average Fp, which is
an available quantity in the TSO formulation. We show this in the following for the case
of an incompressible fibre phase, which is associated with the constraint function

F" =det[F(X)-1=0 if X e€B}, (5.51)

compare Eq. (3.25). Hence, the local deformation gradient in the fibre phase has to be un-
imodular, such that F/(X) € SL3if X € Bf. Subsequently, this constraint is included into
the original variational problem (4.45) by formulating the associated Lagrange functional

L(F, o) = (F) + 7 (F,p") with II(F)=n"(#"(F))" +M(MF)".
(5.52)
Therein, only the distortional energy part, V/NF, of the fibre phase is considered, since
the dilatational part has to be zero in case of incompressibility. Further the constraint
functional I17" is given by

1
vol [Bo]

7" (F, ") = / 2T (det[F) — 1)dV = n"(oF (det[F] — 1)), (5.53)

where oY denotes the Lagrange multiplier associated with the incompressibility con-
straint . Subsequently, we follow the explanations made in Section and demand
for stationarity of the Lagrange functional . with respect to the deformation field and
the Lagrange multiplier. This leads to the effective overall energy

77(17’) statstat Z'(F, o) = stat stat{ oy ,gJF)>F + nM<7/M(F)>M} :

Fek(F) F FeK(F) o"

where summing up II and II#" leads to the fibre energy

o (F, o) =W (F)+ ¢ (det[F] — 1). (5.55)
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Then, stationarity of expression (5.54)) with respect to the Lagrange multiplier ¥ is ob-
tained by satisfying

O L(F, ") =0 (det[F] —1)" =0 —  (det[F])" —1=0. (5.56)

The uniformity of the fields, in particular the deformation field, in the fibre phase can now
be used to reformulate the last expression to (det[F])F —1 = det[(F)F] —1 = det[Fz] -1 =
0. Hence, it is shown that the formulation of a unimodular phase average Fr € SL(3),
meaning that

det[Fr] —1 =0, (5.57)

satisfies the stationarity condition of the Lagrange functional with respect to the Lagrange
multiplier and thus serves as an equivalent condition for the local (exact) incompressibility
condition . Furthermore, the remaining problem of fulfilling stationarity of .Z with
respect to F € K(F) can be treated in direct analogy to the derivations performed in
Section for the original variational problem . It is easy to see that this leads to
an estimate for the overall energy as provided in (5.15)) by replacing the fibre energy #'F
with WF from Eq. - Further, the assoc:1ated equatlon for the estimation of the phase
average FF is obtained by replacing in Eqgs (b and - the fibre stress P by

P (Fp,0") = Op W, (Fp, 0") = P} (Fp) + " det[Fy] Fy " (5.58)

where PF 8F7/F denotes the distortional fibre stress contribution. At this point, it is a
simple matter to observe with (5 - that the outcome of the herein presented constrained
variational principle exactly corresponds to the results obtained in the previous section by
means of the asymptotic analysis. Hence, the constrained variational principle leads to
the energy estimate and the tensorial equation . In turn, this clearly justifies
the meaning of Jp1, arising in the stress expression (5.46)), as the Lagrange multiplier o,
which is associated with the local incompressibility constraint in the fibre phase.

5.2.3 Asymptotic analysis for incompressible matrix behaviour

Sections [5.2.1] and [5.2.2] focused on the derivation of the TSO estimate for incompress-
ible fibres and a generally compressible matrix phase. In this section, we investigate the
limit case as the matrix becomes incompressible as well. We say that the energy of the
matrix phase, #™, is formulated in terms of the additive split given in . Then,
incompressibility of the matrix is described by a Lamé constant AM that tends to  infin-
ity. Now, for the estimate given in , it becomes clear that finite values for # can
only be obtained if Jy = det[Fy] = 1. However, while condition for the phase
average of the fibre phase is justified by the uniformity of the fields in the fibre phase
of the LCC, this is not the case for the condition det[Fy;] = 1, because the fields in the
matrix are generally non-uniform. Furthermore, it can be shown that the simultaneous
prescription of condition and det[Fy] = 1 in estimate is inconsistent with
the overall incompressibility constraint, J = det[F| = 1, which was already discussed
by PONTE CASTANEDA & TIBERIO [382] and AVAZMOHAMMADI & PONTE CASTANEDA
[19]. Yet, if both phases are incompressible, the overall incompressibility constraint has
to be satisfied and its violation is unacceptable. To resolve this issue, we introduce an
approximation inspired by the work of AVAZMOHAMMADI & PONTE CASTANEDA [19] and
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consisting in a split of the distortional and dilatational parts of the matrix strain-energy
function #™M, as given by (5.33), in expression (5.49)) for the homogenised strain-energy
function of the fibre composite. This leads to the approximation

W (F) ~ W,(F) + Wi (F), (5.59)
where N .
WN(F) = = Fsétl%){ AN 2MX) (J-1)%)} (5.60)

is the effective energy of an elastic fluid with incompressible fibrous inclusions, satisfying
the condition det[F] = 1 in the fibre phase, compare PONTE CASTANEDA [373]. It is
easy to see that, in the limit as AM — oo, the expression for % is infinite unless
det[F] = 1 in the matrix phase, thus implying the overall incompressibility constraint

det[F] = 1. (5.61)

On the other hand, the term % in expression (5.59)) corresponds to the homogenised
strain-energy function of the fibre composite, as given by expression ([5.49)), but with the
matrix strain-energy function #™ replaced by its distortional component %™, such that

H(F) = n" [#,] (Fp)+ 5(F — Fr) - B (Fr, )| + 0™ [#Y (Fy) + 5(F — Fu) - PHM(I(EM)] ]

5.62
where the stress tensor PM has correspondingly been replaced by its distortional part PMM
In turn, the five unknown coefficients of Fy and the constraint pressure pf are obtained
from Eq. (5.48) by also replacing P™ with P, such that

(P —IM|(F — Fx) + nM AR, = 0}, (5.63)

with AB,, = BM(F\y) — PL (Fy, p"). It follows that the effective strain-energy function

of the fibre composite is given by # (F) ~ #,,(F), which leads to the expression

W (F) ~n" [#,] (Fp)+ L(F — Fy) Pl (Fp, ¢")] +n™ [#M(Fy) + L(F - Fy) - BM(Fy)] |
(5.64)

subject to the overall incompressibility constraint ((5.61). However, because of the energy

split (5.59)), it is also necessary to take the limit as AM — oo in expression (5.63)) for

Fr and p". For this purpose, it is recalled that the elasticity tensor IM in Eq. (5.63) is

described by

LM(F) = L) (F) + ALY (F)  with LY = §03p[(J —1)%]. (5.65)

Therein, according to AVAZMOHAMMADI & PONTE CASTANEDA [19], the term AMLY is
required to enforce the incompressibility constraint. The first term is obtained by evaluat-
ing ]L}L/[ = 0% F%M at F. Now, we note from expression that in the incompressible
limit of the matrix (AM — oco) some terms of the elasticity tensor IM become unbounded.
However, the unbounded terms of IM enter Eq. not only explicitly but also impli-
citly through the inverse of the microstructural tensor P. In this way, it is possible to
perform an asymptotic analysis for the expressions depending on AM and to obtain in the
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incompressible limit of the matrix regular expressions for the coefficients of {P~! — LM}
by ruling out the unbounded terms. To do so, we utilise Eq. (5.65]) and write the elasticity
tensor as

IM =L + ¢ ' LY, (5.66)

where ¢ = 1/AM is introduced as a small parameter tending to zero in the limit case as
the matrix becomes incompressible. Then, recalling Eq. (5.25) and making use of the
distributive law, the acoustic tensor is accordingly written as

o =, +e 'y with .o, = (L))™€)E and . = ((LY)™€)¢. (5.67)

Further, we recall from Eq. (5.25)) that the tensor 8 = ./ ! is the inverse of the acous-
tic tensor. Making use of the notation of the outer tensor (double cross) product, see
Appendix and the symmetry of .o/, we can write % as

3. x.of
(Ixd) o’

By inserting the relations (5.67)) into (5.68]) and simplifying by means of det[.¢/y] = 0 and
cof[.efy] = 0, we arrive at

B = det[.df]™" cof[.o] = (5.68)

e cof[.al,] + o, x e\

€ det[.df] + cof o] - (5.69)
Consequently, £ is expanded to second order in € as follows:
B=RBy+eBi+e B+ O, (5.70)
where the tensors 98y, 91, and 9B, are identified as
5, _ (@Cllh)? chxch  detl.] coflcf) &71)

(cof[ef] - @h)?  (cof[a] - .ah)?

Thus, 9B, can be easily identified as the limiting value lim_,., 98. Then, based on
Eqgs (5.28) and (5.25)), it is straightforward to introduce the associated expansion

1 27
P=Py+eP, + Py +O(*) where P; = 2—/ (B; @€ €)™ ds (5.72)
T™Jo

and i = 0,1,2. Obviously, the property presented in ([5.30) for PP is equally observed for
Py, P1, and Py, hence,

(Po)iskr = (Po)ijks = (P1)iser = (P1)ijes = (Pa)istr = (P2)ijus = 0. (5.73)

Having obtained the expansion for P for an incompressible matrix phase, given in 1,
we can formulate the consistent expression for the inverse {P~!}Y. Before doing this, we
first notice that the leading-order term {Py} does not have full rank, which implies that
{PY becomes in the limit of a fully incompressible matrix singular. In detail, we can find
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that limonullity[{P}] = nullity[{P}’] = 1. Thus, the required inverse tensor {P~'¥
cannot be computed from a simple inversion of the leading-order term {P,}. However,
since the singularity of {P}’ is originated in the asymptotic expansion 1, it is possible
to formulate an appropriate asymptotic series expansion for the inverse in the limit case
as € — 0, reading

(Pl =c'X 4+ X+ 0()Y, (5.74)

see, for example, AVRACHENKOV ET AL. [22] or FRANCHI & PArRUOLO [133]. To compute
the tensors {X_;}” and {Xo} in (5.74), we employ the so-called basic generalised inverse
method as presented by AVRACHENKOV ET AL. [22] and therefore first introduce the
following two matrices

{Po}b 066

Py {pof

Therein, P depicts the 2D matrix representation of {P,}, whereas P is an augmented
block matrix and contains the 2D matrix representations of {Py} and {P,}’. At this
point, it shall be remarked that the sufficiency of the expansion in can be shown
by utilising the rank test of SAIN & MASSEY [414], which is performed by finding the
minimum value n € A, for which rank[P™] = rank[P" Y] 4+ dim[P”)]. Here, we can
show that rank[PM] = rank[P?] + dim[P?], since rank[P"] = 11, rank[P”)] = 5, and
dim[P®)] = 6, and thus identify n as 1. Thereby n serves as a measure for the order of
the singularity as € tends to zero and indicates that is sufficient. Further, it makes
clear that P(")\nzl = P is the augmented matrix with which we have to proceed. The key
step is now the computation of

PO = [{Po}b] € R and PU =P = [ ] € R, (5.75)

G00 G()l

G=P =
|:G10 G

} € R'#¥12, (5.76)

where P' denotes the Moore—Penrose generalised inverse of P. It is highlighted that as
P is a simple, two-dimensional matrix, the computation of the generalised inverse can be
directly and easily performed with numerical standard tools. Further details about the
valuable notation of generalised inverses, which are also referred to as pseudoinverses, are
provided by SHINOZAKI ET AL. [437] and BEN-ISRAEL & GREVILLE [29]. Subsequently,
we extract the two submatrices Goy € R5*¢ and Gy, € R®*6 from the block matrix, G,
and identify them as the 2D matrix representations of the fourth-order tensors {Ggg}> and
{Go1 Y, respectively. With those two tensors at hand, we specify the two unknown tensors

in expansion (|5.74) as
{X_l = G()l }b and {XO = GOO (I[ - ]P)l X_l) - X_l PQ X_l}b y (577)

see AVRACHENKOV ET AL. [22]. Now, we can use the expansions given in and
and formulate {P~! —IM = ¢ (X_; — LY) + X, — L + O(e)¥. In the incompressible
matrix limit, we have ¢ — 0 so that first- and higher-order terms in € drop out. Further, in
the case that the overall deformation is isochoric, as stated in Eq. , it can be shown
that {X_; = L)} This cancels out the terms associated with e~ and leads to the result

lim {P—IMY = {X, - 1M}, (5.78)

AM 00
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Subsequently, utilising ([5.78)) in expression (5.63)) leads to
{[Xo — LM)(F — Fy) + n™ AP, = 0} . (5.79)

In conclusion, the asymptotic expansion provides for the incompressible matrix limit a
closed-form expression of Eq. . From the tensorial equation , together with
condition , one obtains the six scalar equations necessary to solve for the six un-
knowns, that is, the five unknown coefficients (Fr);; (i = 1,2,3 and j = 1,2) and the
constraint pressure p". Further, the overall energy is given by Eq. (5.64), while the asso-
ciated macroscopic stress is given in Eq. (C.7)).

5.3 Fibre composites with incompressible, transversely isotropic
phases

In the previous section, the TSO estimate was specialised to incompressible behaviour
of both phases Bf. Since no restrictions were made on the direction-dependence of the
distortional phase energy parts #,%, the phases and, consequently, the overall composite
behaviour were considered until now as generally anisotropic. In this section, we focus on
transversely isotropic phases, where the preferred direction coincides with the alignment
of the fibrous inclusions. This will consequently lead to an overall transversely isotropic
behaviour. These considerations lead to simplifications of the underlying equations, in
particular, by making use of appropriate generic representations of the deformation gradi-
ents.

5.3.1 Transversely isotropic phase behaviour

If the mechanical behaviour of the two phases B{ belongs to the symmetry group of
transverse isotropy, the distortional part of the local strain energies, %‘X(C , M*), becomes
a function of the Cauchy-Green tensor C and a structural tensor M®. Therein, the
structural tensor accounts for the preferred direction of phase B by means of a referential
unit vector af, such that M = af ® af. This was explained in detail in Section [3.5.4]
From there, we further know that a sufficient integrity basis for the two argument tensors
{C, M*"} is given in terms of five scalar invariants. A variety of applicable invariant sets
was introduced, such as #!, #1' #" 7 7t and #]. Any of those sets can be used
for the definition of the phase strain-energy functions %, in the present context. Yet, for
the following considerations in this chapter we employ the invariant set .#!, which has
already been subject to some further investigations in Sections [3.8.2] and [3.8.3] Further,
we assume that the phase energies follow the additive split introduced in Eq. (3.152), such
that

W1, I, J, Ju, Js) = 90 (1, I, Ja, Js) + #,07 (). (5.80)

Hence, the J-dependent (or I3-dependent) energy contribution is separated from the
other terms. A general representation of the energy contribution %al was provided in

Eq. (3.176]) and reads
ol o
=W,

iso(Il7 IQ) + %ﬁiso

(Ju, Js) + #2011, I, I, Js) (5.81)

coupl
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Since the phase energies have to normalise properly, the normalisation conditions (|3.148)|)
and have to be fulfilled. Tt is further required that #,*' and #,* fulfil the linearisa-
tion conditions, here for incompressible material behaviour, given in Eq. . We recall
that to fulfil those conditions, the J-dependent term 7/“0“] has to be chosen dependent on
the other energy contribution %‘ﬂ . In this process, it was shown in Section |3.8.3|that the
energy term %O‘J usually contains a logarithmic term in J, as in Eq. J However,
in agreement with the observations in AVAZMOHAMMADI & PONTE CASTANEDA [20], we
found that replacing the logarithmic term with the polynomial-type term from the Taylor
expansion leads to better-behaved TSO estimates. In the context of compressible
phases, it was further explained that the polynomial term, in connection with the here
chosen dilatational energy 2, suffers from correctly addressing the growth conditions
as J — 0. However, as the phases are considered as incompressible and A* — oo, this
deficiency does not apply here.

5.3.2 Overall transversely isotropic behaviour

In the following, we assume that the preferred directions afj of the two phases are collinear
with the alignment of the cylindrical inclusions, such that af = @ay. Hence, by recalling
Eq. 2, we set within the given laboratory frame of reference aff = es. If we further
recall that the shape tensor Z was chosen in Section [5.1.2 such that the inclusions are
distributed isotropically in the plane transverse to their alignment, together with the ex-
planations from Section [3.5.4] it can be seen that the overall material behaviour becomes
invariant to all transformations which belong to the symmetry group of transverse iso-
tropy, MGy;. As a consequence, the overall behaviour on the macroscopic scale becomes
transversely isotropic and the vector @ thus describes the axis of the preferred mater-
ial behaviour. Further, the effective energy #  becomes a function of the macroscopic
Cauchy-Green tensor C, defined in , and a structural tensor M = ao ® @o. In turn,
all of the transversely isotropic invariant sets from Section [3.5.4] can be employed as a
proper integrity basis of the two argument tensors {C, M}. We note that as the overall
behaviour is incompressible, required by the constraint (5.57)), the macroscopic energy
becomes a function of four invariants and we can make use of the reductions provided in
Table |3.2] Hence, the overall energy can be written, for instance, in terms of the invariant
sets Z and 7} as

W(C_’a M) = W(jla j?v j47 j5> = W<5\€7/7f7’7ta 7757) : (582)

At this point, we recall from Section that the two invariant sets . and .#] can be
used to formulate equivalent invariant-based deformation gradients, such as F* and FV in
Eqgs and , respectively. This is a very convenient property in the context of
multiscale analysis, as it can be employed to connect the real occurring macroscopic de-
formation, quantified by frame-indifferent strain invariants, with a given laboratory frame
of reference on the microscale. Hence, we can formulate a generic macroscopic deformation
gradient, which is based on macroscopic strain invariants and is always properly aligned
with respect to the orientation of the microstructure. Here, we employ a deformation
gradient of the form FY, since it contains one more zero-coefficient compared to F, but
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formulate it in dependence of the set .#}. This leads to
) A 0 0

F = 0 B )\2 B _O e €;, (583)
Ye cos[p,] e sin[d,] Ao

where the two stretches

—92 y—1 = ~2 V1 ~
_ AV 4N+ _ \/VE 4N — 7
U AL P VA (5.84)

9 2 2

are obtained from Eqs ((3.102)); o, tog_ether with A, = 1 / A~1/2 because of the overall incom-
pressibility. The coupling invariant ¢, is defined by Eq. (3.102)3 Further, we formulate for
the two phases the associated deformation gradients

Aot 0 0
.F:) = 0 B )\QQ B _0 e €;, (585)
Yar COS [(75047] Var SN [ébm] Ag

where the matrix stretches are given by

< Vo 4 Ayt e 5 2 4402, — e

)\Ml = t 5 ¢ and )\Mg = £ 9 ¢ 5 (586)
whereas the incompressibility constraint (5.45)) for the phase average of the fibre phase

leads to
92 y—1 = ~2 P! ~
B \ Ve AN+ R _ Ve 4N — ARt
)\Fl = . 5 ‘ and )\FQ = ik 9 ! 5 (587)

because of A\py = 1/ \/;\_g From this, it is now easy to observe that the above-made
considerations reduce the scalar unknowns within the average fibre deformation tensor
Fy to three, namely, the longitudinal fibre shear 7,, the transverse fibre shear #; (or,
equivalently, the stretch Ap;), and the coupling invariant ggpy. Thus, the homogenisation
is equivalent to solve instead of six only for four unknowns, that is, for {Jge, Yy, QEFW, o'}
or, equivalently, {¥r¢, Ar1, ¢ry, ©F }. The necessary four equations can be extracted from
Eq. . In general, those equations have to be solved numerically. However, there are
scenarios for which closed-form solutions of the required equations can be formulated. This
is exemplary shown in Appendix for composites with isotropic Neo-Hookean phases
augmented by transversely isotropic energy contributions.

5.3.3 Linearised behaviour of the TSO estimate

An indispensable requirement of the presented estimate for nonlinear composites is that
it linearises properly in the limit of small strains (F =~ I) by recovering the corres-
ponding linear-elastic estimates, here, for incompressible composites with aligned cyl-
indrical inclusions. Hence, as explained in detail in Section [3.7.3] the linearised energy

%n = To{W (F), I} is obtained from the second-order Taylor expansion, which reads

HinF) = W(F) |p_y + P(F) | o, - (F~D)+

(F—1I)-L(F)|;_,(F—1I), (588)
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compare Eq. (3.132)). As the phase energies are required to normalise and linearise prop-
erly, formulated in Section ({5.3.1)), it makes sense that the macroscopic behaviour has an
energy- and stress-free reference state as well. Hence, the first two terms in Eq. (5.88))

do not contribute to the linearised energy, since #{;; = 0 and Ism = 0. This can be
observed from the respective expressions (5.62) and (C.7)) by noting that F,y = Fij =1
and p[FI] = 0. Consequently, Lz is identified as the resulting linearised elasticity tensor

]Lhn From the overall energy spht given in Eq. -, it follows that Lhn is composed of
a distortional term Luhn = 8 %[1] and a dilatational term ILAhn = 8 %[1], such that

I[f:lin = Eulin + E’Alin . (589)
Subsequently, the two elasticity tensors are given by

IEN lin = 8%137},:[11 =n" sym [LIZL[I]FF + (317“@][?1} @ I)(I—Fp)] +nMsym [H}/\:[[I]FM]

B , o~ _ (5.90)
Latin = 0 = AacI @ T,

where F, = 0pF,, see also Eq. (C.2). After some algebra and using the linearisation
conditions ((3.155)), the distortional part can be written as

Lyin = 2fia (Y + E®) 4 273, EF + 273, EW . (5.91)

The fourth-order projection tensors E (v = 1,2,3,4) used therein were introduced in
Section [3.7.3] Their definitions are provided in Appendix [A.7.3] Further, fi., i, and fi
are the resulting effective axisymmetric, transverse and longitudinal shear moduli, which
are given by

w (L")l + oM
e nMpf 4 (1 4+ nb)

fia =08 gl + oMM and i = with g ={t,¢}. (5.92)

In Eq. 2, the effective first Lamé constant A tends to infinity due to the incom-
pressibility of both phases. Further, it becomes clear from Eq. that there are
distinct effective transverse and longitudinal shear moduli that depend on the respective
shear moduli of the two phases. Further, the two effective shear moduli exactly cor-
respond to the Hashin—Shtrikman lower bounds for linear-elastic materials with overall
transversely isotropic behaviour and transversely isotropic phases as presented in HASHIN
[182]. Moreover, the effective axisymmetric shear modulus fi, is identified as the Voigt
upper bound. Note, for Is- and Js-independent phase energies (812%0“ = 0¥, = 0),
the two effective moduli fi; and fi, become identical, because pf = pf, see Eqs .
Furthermore, by neglecting the Coupling terms /g1, entailing that pgy = p¢ = uf,
the linearised results given in Eqs ((5.89 - ) reduce to the estimates for linear-elastic
materials with overall transversely 1sotroplc behaviour and 1sotrop1(: phases as given by
HasHiN [182, [I83]. For completeness, we note that expression ) for the linearised
effective energy finally reads %m(e M)=¢- Lhn( \[) £/2, where the hnear strain tensor
€ = sym[H] is defined as the symmetric part of the macroscopic displacement gradient
H = F — I. This follows in direct analogy to the considerations from Section [3.7.3] in

particular Eqgs (3.133) and (3.134)).
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5.3.4 A special result for augmented isotropic phases with unidirectional
reinforcement

In many applications, the strain-energy in the phases can be described by a purely isotropic
part and a J4-based anisotropic contribution. Such energies can be derived from the general

expression (5.81)) by setting 0, #* = #.2_, = 0 and read

coupl
W0 (1, 1o, Js) = Wis (I, 1o) + Wiso(Ja) + 7,27 () (5.93)

They describe so-called augmented isotropic materials with unidirectional reinforcement,
see, for example, MERODIO & OGDEN [322] and are very common, for instance, in mod-
elling of biological tissues. Restricting oneself to composites with such phase energies
leads in the context of this paper to some interesting results. Namely, one can show that
the solution of Eq. , and hence the average microscopic deformations F,, becomes
independent of the anisotropic phase energy terms #,}. . For the sake of brevity, the
detailed explanations on that are moved to [C.2] Subsequently, making use of this finding
in expression for the effective energy, together with ([5.31)), it is easy to show that

W can then be additively split as follows:

—~ —~

&]5%0‘ - @ :0 — W(Tl,fg,j4,j5) :%(I_l,f_g,j4,j5)+2na7/a (j4) (594)

coupl aniso

Therein, % is the effective energy associated with the isotropic phase energy terms
Wi (I, L) + #,27(J), whereas the anisotropic parts #,%,(J1) are homogenised by means

iso aniso

of a simple arithmetic (Voigt-type) averaging. It is noted that despite the fact that only
isotropic phase energies are considered in the derivation of %, the incorporation of the

fibrous microstructure still entails that % is generally anisotropic. Therefore, % depends
on all four macroscopic invariants {1y, Iz, Jy, J5} (or {Ae, Yo, Y, ¥4 }).

5.4 Alternative estimates and bounds for incompressible
two-phase fibre composites

To put the presented estimate into context with previous works, we want to give a short
review on alternative estimates and bounds for the here considered class of hyperelastic
materials with incompressible cylindrical inclusions in an incompressible matrix.

Voigt upper bound A simple estimate is obtained in terms of the Voigt estimate, which
assumes uniform deformations in the material and depicts a rigorous upper bound. For
the given class of hyperelastic materials with incompressible cylindrical inclusions in an
incompressible matrix, the Voigt bound reads

Wv\/(j‘fa 7@7 i/t) = nF %F<5\57 f_y& Wt) + nM WMM(/_\EJ 7[7 S/t) . (595)

As discussed in Section[4.3.5, the Voigt bound accounts for the microstructure only through
the volume fractions and generally overestimates the actual energy in the composite. Yet,
we already mentioned that the Voigt bound provides exact results for some specific scen-
arios. For the given fibre composites, this is true for axisymmetric loading cases, where
the assumption of a uniform deformation field holds true. This was shown, for example,
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by HE ET AL. [I91] or AGORAS ET AL. [4]. However, we note that the simplicity of
the Voigt bound further entails that the effective behaviour becomes isotropic for iso-
tropic phases (#.%, = 0) since it fully ignores the microstructural arrangement of the
cylindrical inclusions. This is in contrast to more sophisticated estimates.

Alternative second-order estimates for isotropic phases For isotropic, [;-based
generalised Neo-Hooke phase energies of the form #,*(C) = #.% (1) + #,*/(J), AGORAS

1SO
ET AL. [4] proposed a second-order estimate which consists of a TSO estimate for axisym-
metric and longitudinal (out-of-plane) shear deformations and a generalised second-order

(GSO) estimate for the transverse (in-plane) shear deformations. It reads

%LP(S‘&’?&:%) =N Wml:c‘)(IF) + nM Wli\(/)[ IM + Zn afl iso a) Vot (fvf - f_}/af) ) (596)

where o = {F, M} and IF, IM, IM, and 4., are determined by Eqs (39)-(42) in AGORAS
ET AL. [4]. The GSO method considers second moments of the field fluctuations inside
the phases, meaning that it incorporates the covariance data from Eq. , as opposed
to the TSO which makes use of the first moments only. As a consequence, the GSO
method is regarded as more accurate than the TSO method for transverse (in-plane) shear
deformations, but requires more computational effort, see PONTE CASTANEDA [377] and
LoprEz-PAMIES & PONTE CASTANEDA [299]. Thus, AGORAS ET AL. [4] proposed to only
compute the GSO estimate for transverse shear and to set up for the other loadings a
hybrid model based on the TSO method. This made it possible to formulate the estimate
in the compact form ([5.96)).

Estimates for a Neo-Hookean matrix phase When restricting the considerations to
a Neo-Hookean matrix phase with #M(C) = #3 (1) + #,/(J) and #3) = p™ (1, —3)/2,

1SO 1SO
several closed-form estimates for the class of materials of interest can be found in the
literature. For composites with isotropic fibres of Neo-Hookean type (#,5io = Zapup1 = 0),

Building up on earlier works (DEBOTTON [91]), DEBOTTON ET AL. [02] introduced an
elegant estimate that is based on the sequential laminate procedure and reads

Wons (Ao, Yo, %) = 50 (A + 207" = 3) + 50 (% +77) (5.97)
where
v (L+n")pf +nMpM
nMpF 4 (14 nf) M
The so-called BHS estimate is exact for combined longitudinal and axisymmetric shear
deformations for the class of fibre-reinforced Neo-Hookean materials with the composite

cylinder assemblage microstructure of HASHIN & ROSEN [184].
LopPEz-PAMIES & IDIART [297] generalised the BHS estimate towards anisotropic fibres,

a=n"p" + MM and f=p (5.98)

characterised by an isotropic Neo-Hookean part #f = pu¥(I; —3)/2 and a general J,;-based
anisotropic part Wafnso( ) Wafnso( ) (Wcoupl ) and derived the estimate
Haahe 70 70) = 5 (N 2001 = 3) 4 373 (77 +70) + 0" #ifio (M) (5.99)

According to LOPEZ-PAMIES & IDIART [297], (5.99) expresses for this specific class of
materials an exact stored-energy function. Also note that the additive character of the
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anisotropic fibre term given in agrees with the findings for the new estimate made
in Section £.3.4

A further estimate for isotropic phases, based on the Halpin-Tsai equations, is obtained
by specialising the results of Guo ET AL. [I73] to Neo-Hookean fibres, giving

Waen(Ae, e, ) = 3 (AF + 2771 = 3) + 34757 + 317 (5.100)
with
v (14 0.4n") pF +0.4nMyM
nMpF + (0.4 + nf) M
Obviously, the GPM estimate corresponds for axisymmetric and longitudinal shear de-
formations to the BHS estimate, but differs whenever transverse shear loading is involved

(that is, for 4, # 0). Thus, it fails to linearise properly in this mode of deformation.
Further, note that the effective shear moduli given in Eqgs (5.98) are equal to the linear

effective moduli given in (5.92)) and that the energy #gus (and, hence, #1;) might thus
be interpreted as a generalisation of the linear results to the hyperelastic regime.

= (5.101)

5.5 Results and discussion of the new TSO estimate

This section focuses on investigating the performance of the new TSO estimate. For this
purpose, we vary the phase energies and the loading scenarios and compare the new TSO
estimate with other estimates given in Section subject to their applicability for the
respective class of materials. Moreover, we compare the new estimate with literature
data obtained from full-field numerical simulations. For all results, we assume unit-less
material stiffness which results in unit-less energies and stresses. Further, in order to
compare uniaxial deformation in fibre direction with the two shear modes along and across
the fibres, we recall from Eq. the definition of the axisymmetric shear variable
V=X 420" -3

5.5.1 Performance of the new estimate for composites with an isotropic
Neo-Hookean matrix phase

First, we consider composites in which the matrix phase exhibits an isotropic Neo-Hookean
behaviour, described by the energy

A1, T) = LM (L= 3) + M (T —1)(J = 3). (5.102)

As already mentioned in Section [5.3.1] such polynomial-type terms for the J-dependent
energy contribution lead to an improved performance of the presented TSO estimate in
comparison to the classical logarithmic terms.

Isotropic Neo-Hookean fibre Figure depicts the results if the fibre phase is as-
sumed to behave like an isotropic Neo-Hookean material. This means that the fibre en-
ergy %M is described by a strain-energy function as formulated in Eq. for the
matrix phase. Further note that some explicit results for this scenario are provided in Ap-
pendix by setting #.5; = 0 in Eq. (C.22)). The volume fraction of the fibre phase is

aniso

set to n¥ = 0.3 and the stiffnesses are uf = 100 and M = 1.. From Figure |5.2h, one can
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Figure 5.2: Effective energies for composites with Neo—Hookean matrlx and Neo—Hookean fibre under
the three different shear modes. The material parameters are pF =100, pM =1, and n* = 0.3. a) Results

for the second-order estimates # and WALP W and WALP coincide for axisymmetric and longitudinal
shear. b) Comparison of different estimates for transverse shear deformation.

see that the effective energy VZJ(%, 0,0) for the axisymmetric shear case is much higher
than for the resulting energies due to longitudinal shear, #(0,7,,0), and transverse shear,

7,/\,(0’ 0,7%). Further, for this class of composites, the new estimate, the ALP estimate as
well as the BHS estimate (and thus the LI estimate) are identical for axisymmetric and
for longltudmal shear deformations, that is, 7/(73, 0,0) = %Lp(’_ya, 0,0) = %HS(%, 0,0)
and 7/( ,%e,0) = WALP( . Ye,0) = WBHS( ,%e,0). The Voigt bound predicts for all three
shear modes the same energy, which coincides with the axisymmetric mode of the other
estimates, that is, Wv = ”//(fya, 0,0). For transverse shear, the Voigt bound and the BHS
estimate predict the same effective energy as for longitudinal shear, whereas the second-
order estimates show distinct behaviours for these two shear modes. Figure depicts a
detailed comparison of the different estimates for the case of transverse shear. From this
figure, one can see that the new estimate, #, is in good agreement with the ALP estimate,
which is for this kind of loading equivalent to the GSO estimate and thus regarded as the
most accurate one. The GPM estimate predicts a significantly lower effective strain energy
than the other estimates.

Next, we compare the new estimates with full-field simulations based on the finite-
element method (FEM). Figure shows the effective strain energies during longitud-
inal shear deformation for the new estimate, % the Voigt bound, and FEM results by
GUoO ET AL. [I73]. The new estimate excellently agrees with the FEM solution, while the
Voigt bound significantly overestimates the effective strain energy. Note, for this scen-
ario, all other analytical estimates presented in Section become identical to # and
are therefore omitted. Further, for axisymmetric shear loading, all estimates (including
the Voigt bound) agree with the FEM solutions performed by Guo ET AL. [173] (for
the mechanically equivalent case of uniaxial tension and compression). Hence, the res-
ults are not explicitly shown here. For transverse shear loading, shown in Figure [5.3p,
the new estimate, the ALP estimate and the BHS model give virtually identical result
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Figure 5.3: Comparison of analytical results and finite-element simulations of Guo ET AL. [I73] for
composites with Neo-Hookean matrix and Neo-Hookean fibre. a) Results for longitudinal shear deform-
ation with the material parameters pu* = 20, p™M = 2, and n¥ = 0.283. b) Results for transverse shear
deformation with the material parameters u* = 200, M = 2, n¥ = 0.126.

and show very good agreement with the FEM results, while the GPM estimate slightly
underestimates the FEM results. As expected for this type of loading, the Voigt bound
substantially deviates from the other results. However, as far as the FEM results are
concerned, one potentially needs to be careful. GUO ET AL. [I73] considered for the mi-
crostructure only a very simple geometry, which means that the microstructure consists
of a unit cell with one single cylindrical fibre which is surrounded by matrix material. A
more comprehensive numerical study was performed by MORALEDA ET AL. [341], who
considered for the microstructure of the representative volume element a random dis-
persion of several fibres. This arrangement better represents the assumption of random
microstructures as assumed within the derivation of the analytical estimates in this work.
However, MORALEDA ET AL. [341] considered monodisperse fibre sizes, while the analyt-
ical estimates are based on the idea of polydisperse fibre sizes. Hence, care must be taken
when comparing and interpreting the analytical and the FEM results against each other.
Moreover, MORALEDA ET AL. [341] performed pure shear deformation simulations in the
transverse plane, that is, F = le; ® e; + 1/ es ® ey + 1es ® es. This is equivalent
to a transverse shear deformation with 4, = /A2 4+ A2 -2 and 7, = 4, = 0. Further,
they assumed rigid fibres. They did so by assuming in their simulations a shear modulus
of the fibres that is 2000 times higher than the one of the matrix, leading to u¥ = 2000
and pM = 1. Figure shows for pure shear deformations in the transverse plane the
respective macroscopic stress, P = 0y#/, for three different fibre volume fractions. For
nf = 0.2 and nf = 0.3, the new estimate agrees well with the FEM results up to A ~ 2.
It even maintains smooth behaviour for deformations beyond A ~ 2. Further, the ALP
estimate, Parp = Ox#arp, exhibits a remarkable accuracy for nf = 0.2 and n¥' = 0.3
and almost exactly matches the FEM results. Figure also highlights the remarkable
accuracy of the ALP estimate for transverse shear deformations. This is not too surpris-
ing since the ALP estimate is for transverse shear based on the GSO method proposed
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Figure 5.4: Comparison of analytical results and finite-element simulations of MORALEDA ET AL. [341]
for composites with Neo-Hookean matrix and Neo-Hookean fibre for pure shear deformations in the trans-
verse plane. The material parameters are pu = 2000 and ™M = 1. a) Effective stresses in loading
direction of analytical second-order estimates and FEM results for three different fibre volume fractions.
b) Associated values of the Lagrange multiplier oV

by LoPEZ-PAMIES & PONTE CASTANEDA [299]. In turn, the studies of MORALEDA
ET AL. [341] and AVAZMOHAMMADI & PONTE CASTANEDA [19] already revealed that the
GSO estimate is very accurate for this scenario. The new estimate presented in this work
tends to predict higher stresses than the FEM simulations, which was also observed with
the earlier TSO methods by PONTE CASTANEDA & TIBERIO [382] and AVAZMOHAM-
MADI & PONTE CASTANEDA [19] as well as the earlier GSO method by LOPEz-PAMIES
& PONTE CASTANEDA [298] (all formulated for rigid fibres), see AVAZMOHAMMADI &
PONTE CASTANEDA [19]. It is noteworthy to state that the new estimate maintains a
behaviour comparable to the ALP estimate even at higher deformations. This in contrast
to earlier TSO methods and the earlier GSO estimate that showed a stiffening behaviour
for higher load cases. For a volume fraction n* = 0.4, the new estimate as well as the ALP
estimate predict stresses that are lower than the ones predicted by the FEM simulations.
However, as already pointed out by MORALEDA ET AL. [341], this discrepancy might be
associated with the Hashin—Shtrikman estimates for the £LCC and not with the second-
order method. Moreover, the BHS estimate agrees very well with the two second-order
estimates for deformations up to A &~ 1.5 and is below the two second-order estimates at
higher deformations. Figure [5.4b shows the associated values of the constraint pressure
(Lagrange multiplier) p¥. For the considered loading and a very stiff fibre, it can be seen
that the value of " becomes negative and thus applies a hydrostatic compressive pres-
sure on the fibre phase in order to maintain its incompressibility. The absolute value ||
increases with increasing fibre volume fraction n*.

Isotropic exponential-type fibre Next, we investigate the case in which the fibre
phase exhibits highly nonlinear behaviour. As discussed in Section [3.8.3] there exists a
variety of I;-based energy functions which generalise the Neo-Hookean energy and are able
to describe highly nonlinear material behaviour. One such strain-energy function is the
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Figure 5.5: Effective energies for composites with Neo-Hookean matrix and exponential-type fibre under
longitudinal and transverse shear deformation for different nonlinearities of the fibre. The material para-
meters are uf' = 1, uM = 10, and n¥ = 0.3. The legends are for both diagrams. a) Results for longitudinal

shear deformation. b) Results for transverse shear deformation. The results for #4; are the same for both
loadings.

Delfino model, introduced in Eq. (3.162]). Hence, we assume a strain-energy function of
the fibre in the following form:

wF " b" " p b 2
(L, J) = b—F{exp {3(11—3)} —1}+7(J—1)(J—3)— S (J—1). (5.103)
Therein, we replaced the logarithmic term in the J-dependent part by means
of . We recall that parameter b* governs the nonlinearity of the energy and that
the exponential-type energy includes the Neo-Hookean energy as a special case in the limit
as b tends to zero. To investigate the new estimate for different fibre nonlinearities, we
perform longitudinal and transverse shear simulations for different values of parameter b*.
Figure presents for pf = 1, pM = 10, n¥ = 0.3, and longitudinal shear deformations,
the effective strain energies for the new estimate and the Voigt bound for b* = 1,2, 4,16
and b¥ — 0 (that is, a Neo-Hookean fibre). In this loading case, the new estimate and
the ALP essentially show identical behaviour. With increasing stiffness of the fibre, the
effective energy of the second-order estimates predicts a moderate increase while the Voigt
bound essentially locks up as soon as the nonlinearity of the fibre kicks in. Figure |5.5b
depicts the results of the same composites subject to transverse shear loading. Note that
the results for the Voigt bound, which are equal to the longitudinal case, are dropped for
the sake of visibility. Like in the longitudinal shear case, the results of the new and the
ALP estimate are essentially identical (e. g., the relative difference for b¥ = 16 and 7, = 3
is below 1%).

Anisotropic and highly nonlinear fibre phase behaviour After investigating the
behaviour of the new estimate for materials that exhibit a fibre phase with isotropic
behaviour, we consider now composites with an anisotropic fibre phase. Assuming purely
Jy-dependent energy terms for the fibre phase results in a relatively trivial Voigt-type



5.5 Results and discussion of the new TSO estimate 123

300
>
g .
= 200 & a
= =
& £
n n
] =
= <
2100 < =
]
%
0 0 | | | |
0 1 2 3 4 5
a) shear strain 7, b) shear strain 7,

Figure 5.6: Effective energies and microscopic response for composites with Neo-Hookean matrix and
anisotropic fibres under longitudinal shear deformation for different nonlinearities of the fibres. The
material parameters are p =1, uM = 10, pf, = 50, and n* = 0.3. a) Effective energies for longitudinal
shear deformation. b) Longitudinal shear strain of the fibre phase with respect to the overall longitudinal
shear strain. The dashed line indicates the uniform field solution, which is assumed by the Voigt bound.

averaging of the Jy-dependent energies, as explained in Section [5.3.4, Hence, we consider
fibre phases that contain a more general dependency on J;y and Js. For this type of
composites, none of the estimates described in Section [5.4] except for the Voigt bound,
are applicable. To investigate the estimate, we assume that the fibre energy is given by
Eq. and its anisotropic part is defined by
:uF J a,l‘;z
W omiso(Ja, J5) = % (75 - J4> ; (5.104)
4

which is a modified standard reinforcing model, compare Eq. . Therein, ,ugé >0
is a longitudinal shear modulus and the exponent, of > 1, governs the nonlinearity of
the strain-energy function. Taking into account 3, it becomes apparent that the
term in brackets in Eq. equals 77, which points out that the energy term ([5.104))
acts as a reinforcement solely against longitudinal shear. Figure shows the effective
strain energies for longitudinal shear deformations with material parameters pf = 1,
pM =10, pf, = 50, n" = 0.3, and a,, = {1,2,4,16}. For comparison, we also included
the Neo-Hookean fibre case (,ug‘Z = 0 such that #L, = 0), for which the new estimate
and the Voigt bound are relatively close to each other. However, for the anisotropic fibre
case, the difference between the new estimate and the Voigt bound increases dramatically

with increasing nonlinearity (hence, increasing ase) of the fibre. Actually, increaéivng the

exponent age from 2 upwards only causes moderate changes in the effective energy # based
on the new estimate, whereas this is not the case for the Voigt bound, which tends to blow
up at high values of O‘EZ' Furthermore, it is interesting to look at the associated evolutions
of the fibre shear strain 4g,, which are depicted in Figure |5.6p. The Voigt bound assumes
uniform deformations, i.e. ype = 7, regardless of the stiffness of the phases. This entails
the extreme high values for the energy #ig for high values of O‘Ee' For the Neo-Hookean
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Figure 5.7: Effective responses for composites with Gent-type fibres and matrix under the three different

shear modes. The material parameters are u* = 100, JE =5 ™M =1, JM = 30, and nF = 0.3. a) Effective

energies for the second-order estimates W and %Lp. b) The corresponding effective stresses.

case (uf = 0), the fibre shear jp,; associated with the new estimate is given by means
of the explicit expression and shown as blue solid line. For the anisotropic fibre
case, the fibre shear can be calculated from Eq. (C.23)) by making use of the derivative
O WL, of the considered Js-dependent energy in ((5.104). From the associated curves in

Figure , it can be observed that higher exponent values ., result in lower values for
~re at high overall longitudinal shear strains 7.

5.5.2 Results for isotropic Gent-type matrix and fibre

In this section, we investigate composites that contain nonlinear phases exhibiting Gent-
type behaviour. Hence, by recalling the definition in Eq. (3.166]), we assume a strain-energy

function
a _ Japt L3 p pe 2
% (I,J) = 5 In {1 Ta ] + 5 (J—1)(J—3) Jo (J—1)7, (5.105)

m

As for the Delfino model, the logarithmic term in the J-dependent part Eq. is
replaced by means of the Taylor expansion . We recall that the special characteristic
of the Gent model is that it locks up when I; — 3 equals the lock-up parameter J¢. Like
for the exponential energy given in , the Gent energy includes the Neo-Hookean
strain-energy function for the special case when J¢ — oco. Figure shows the effective
responses for composites consisting of Gent-type fibres and a Gent-type matrix under
axisymmetric, longitudinal, and transverse shear deformation. The material parameters
are put = 100, JE =5 M =1, JM = 30, and n¥ = 0.3. This case is very similar to
the one shown in Figure [5.2] except for the fact that the material now exhibits, due to
the Gent-type behaviour, highly nonlinear phases. The effective strain energies for the
second-order estimates # and #app are presented in Figure . The axisymmetric case
of the ALP estimate is identical to new estimate and not plotted explicitly. Further, the
Voigt bound is identical for all three shear modes and corresponds to the axisymmetric
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Figure 5.8: Comparison of analytical results and finite-element simulations of MORALEDA ET AL. [341]
for composites with Gent-type matrix and Neo-Hookean fibres for pure shear deformations in the transverse
plane. The material parameters are uf = 2000 and p™M = 1. Four different fibre volume fractions

¥ —=0.1,0.2,0.3,0.4 are considered. The legends are valid for both diagrams. a) Effective stresses in
loading direction of analytical second-order estimates and FEM results for a matrix lock-up parameter
JM = 50. b) Effective stresses in loading direction of analytical second-order estimates and FEM results

for a matrix lock-up parameter JM = 5.

mode, hence 77\; = VZ/(’_ya,0,0). As observed in the previous cases, W and %Lp differ
for transversal shear, since the ALP estimate is based on the GSO method of LOPEZ-
PAMIES & PONTE CASTANEDA [299]. Moreover, it is interesting to observe that the
results for the longitudinal shear loading do no longer coincide. This can be traced to
the fact that the ALP estimate is for this deformation based on the earlier TSO method
proposed by PONTE CASTANEDA & TIBERIO| in 2000, whereas the new estimate is based
on the more recent TSO method proposed by |AVAZMOHAMMADI & PONTE CASTANEDA|

in . Figure [5.7b presents the stress measures P and Papp associated to the effective
strain energies.

Next, we compare the analytical estimates for a Gent-type matrix with the FEM simu-
lations of MORALEDA ET AL. [341]. We consider pure shear deformations in the transverse
plane and different fibre volume fractions. This scenario has already been investigated for
a matrix phase exhibiting a Neo-Hookean material behaviour, see Figure[5.3] Like before,
the FEM simulations of MORALEDA ET AL. [341] assume monodispersed fibre sizes, such
that an exact one-to-one comparison with the analytical estimates is not possible. Fur-
ther, the fibres are still considered to be nearly rigid by assuming a Neo-Hookean energy
that exhibits, in comparison to the matrix, a 2000 times higher shear modulus, compare
MORALEDA ET AL. [341]. These assumptions lead to the following material parameters:

= 2000 and pM = 1 and the fibre volume fraction, n¥, is assumed to vary between
0.1 and 0.4. The comparison between the analytical and FEM approach are depicted
in Figure 5.8 Figure shows the effective stresses for a matrix phase with lock-up
parameter JM = 50. Over the investigated range of deformation, the effective stresses of
the new estimate are almost identical to those obtained by using the ALP estimate. For
smaller fibre volume fractions, the two analytical estimates correspond well to the FEM
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Figure 5.9: Dependence of the new estimate # on the invariant gZ_LY during coupled longitudinal and
transverse shear deformation with 4, = 4, = 1 for Gent-type phases and for different fibre volume
fractions and fibre shear moduli. The remaining material parameters are J& = 3, M =1, and Jrlj\ﬂ/I = 3.

The effective energy is normalised to % $,=0-

results. The gap between those two estimates increases though with increasing volume
fractions. As previously mentioned, this difference may be due to the underlying Hashin—
Shtrikman-type estimates for the LCC. Figure|5.8b shows the effective stresses for a stiffer
matrix phase and a lock-up parameter J¥ = 5. The herein proposed new TSO estim-
ate agrees very well with the ALP estimate for small volume fractions, for instance, for
nt = 0.1, and significantly deviates for higher fibre volume fractions. Like in previous
studies, the effective stresses obtained from the analytical estimates and those from the
FEM simulations are very different for this scenario. However, the nearly rigid fibres, the
highly nonlinear matrix behaviour, and the incompressibility assumption for both phases,
pose big challenges not only for the analytical estimates but also for the numerical FEM
simulations. Nevertheless, one can observe that the new TSO estimate exhibits smooth
behaviour that is similar to the ALP (and, hence, GSO) estimate. It does not show any
unphysical behaviour.

5.5.3 The fg-gz_ﬁv-dependence of the overall energy for /;-independent phase
energies

As discussed in Section [5.3.2] the present TSO estimate for fibre-embedded composites
generally depends on four of the five macroscopic transversely isotropic invariants, so that
W = 7/([1, Iy, Jy, J5) = W()\g,")/g,’}/t, ¢.,). This means that the effective strain energy Va
depends for coupled longitudinal and transverse shear deformations on the macroscopic
Ir-invariant (and thus on the coupling invariant gbﬂ,) This is generally true even for phases
whose energies are independent of I. In order to investigate this fg—qgﬁ,—dependence in
more detail, we consider a fibre-embedded composite with matrix and fibre phases that
exhibit isotropic Gent-type behaviour. We consider four different fibre volume fractions,

F=10.1, 0.2, 0.3, 0.4}, and two different fibre stiffnesses, u* = {10, 100}. The remaining
material parameters are uM = 1 and JE = JM = 3. Further, a coupled shear deformation
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of 4, = 4, = 1.0 is applied. Figure shows the corresponding effective energies 7/(@37)
as a function of the coupling invariant ng normalised with respect to %@:0- The results
reveal that the influence of the overall energy on the ¢.-invariant depends on the phase
properties and the volume fractions. However, the B—g%—dependence of the present TSO
estimate for Gent-type phase energies is rather weak. This observations agrees with results
by AGORAS ET AL. [4] for estimates that are based on the GSO homogenisation method.
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6 Homogenisation of Fibrous Networks

A variety of materials can be modelled at the small-scale as a network of a large number
of single chains (or fibres) with a certain orientation in space. This is especially the case
for two material classes: Rubber-like materials with their underlying structure of polymer
chain networks and (soft) biological tissues which consist of certain collageneous network
structures and different types of collagen fibres. This chapter presents the basic concepts of
such network models and the associated homogenisation techniques required to obtain the
effective network responses. In this process, an important ingredient of network models
is the stochastical description of the orientation of the fibres or chains by means of a
probability density function. We will especially focus on scenarios where the orientation
leads to an overall behaviour of the network which belongs to the symmetry group of
transverse isotropy. Moreover, we recall that the overall goal in this thesis is the application
of the presented homogenisation methods to the modelling of collageneous (biological)
tissues. However, a lot of concepts for network models were derived in the context of rubber
elasticity and there is very little exchange between the research communities. Hence,
references for further reading are split between the two fields. In the context of rubber
elasticity, we refer to the seminal works of TRELOAR [482] and DEAM & EDWARDS [90] as
well as to the works of TRELOAR [481], TRELOAR & RIDING [483], and WU & VAN DER
GIESSEN [522] for details about full network models for polymers and rubber materials.
For further reading in the field of network models for collageneous tissues, we refer to the
fundamental works of LANIR [275] 276].

6.1 Fundamentals of network models

If a material has on the microscale a characteristic network-like structure consisting of
a large number of fibres or chains, the effective material behaviour on the macroscale
can be obtained from so-called network models. The basic idea of a network model is to
properly describe the mechanical behaviour and the micro-kinematics of a single fibre and
to compute the effective response of the whole network by applying appropriate averaging
and homogenisation techniques. In this process, the network model idealises the real
microstructure of the material by assuming that the fibres connect the origin of a unit
sphere, referred to as microsphere, with some point on the associated sphere surface, such
that the orientations of the fibres coincide with the ones in the real microstructure. This
results in a model as exemplary shown in Figure [6.Th. Subsequently, it proves useful
to introduce a unit vector vy € R? which connects the two end points of a fibre in the
undeformed reference configuration. Doing so, it makes sense to describe the vector in
spherical coordinates, leading to

to(0, ®) = sin[O] cos[P] e] + sin[O] sin[P] €5 + cos[O] €5 . (6.1)

Therein, © € [0, 7) denotes the polar angle, ® € [0, 27) is the azimuthal angle, and the e;-
coordinate system (i = 1,2, 3) represents a laboratory frame of reference, see Figure .
It is easy to observe from that |ro| = \/¥o - ¥o = 1. Now, it is essential to describe the
micro-kinematics of the vector vy which is done by means of a general mapping operator
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b)

Figure 6.1: a) Visualisation of a microsphere network model consisting of fibres/chains with certain
orientations in space. b) The spherical coordinate system and parametrisation of a space orientation,
defined by the referential vector vy, in the polar angle © and the azimuthal angle ®.

T to = v =F(vo) which yields the vector v in the actual configuration. In particular,
it is convenient to postulate the existence of a linear map

E(©,9): vy — v=Fr, (6.2)

where the second-order tensor F (0, ®) describes the micro-deformation of the referential
vector vy. Next, it is consequent to assign to each vector vo(©, ®) a potential #. As
we focus on the purely hyperelastic case, we state that the potential is a function of the
micro-deformation E, such that % = #/(F). At this point, it should be emphasised
that although the derivations in this section were based on the idea of a network made
of actual fibres or chains, the micro-kinematical description in Eq. can be regarded
in a more general way as the description of the microscopic material behaviour in the
direction initially aligned with the vector vy. Hence, it serves as a general description
of a space orientation and does not necessarily have to be an actual fibre or chain. The
space orientation can be regarded as a tube-like segment aligned with the vector vq. If we
recall some basic kinematical relations from Sections [2.1.2] and 2.1.3] we can formulate the
microscopic deformation measures

Ae=lt]=[FEro|, w=|F"wl, ve=]|cof[E]r, (6.3)

where the micro-stretch A, compare also Eq. , describes the longitudinal stretch
of the tube-like segment, whereas v, and the area stretch v, quantify the cross-sectional
deformation of the tube. Those micro-kinematical measures are useful for the constitutive
formulation of strain-energy functions #;, which is further addressed in Section [6.2.2
However, we also note that if the space orientation shall describe the behaviour of an actual
fibre, the real fibre geometry is idealised by the vector vy and the stretch A, describes the
end-to-end length and not the contour length of the fibre. This means that any further
geometrical information, such as the contour length or waviness of the fibre, has to be
accounted for through the constitutive formulation of the strain-energy function %#x.

The orientation density function The key idea of the network model is that the
orientations of the fibres in the idealised microsphere should be identical to the ones in the
real microstructure. Hence, there is a certain probability of finding the end point of a fibre
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on a specific point of the microsphere surface. Let this surface be denoted by (2. Since
we further postulate that the number of fibres is large enough to assume a continuous
distribution of fibres in the microsphere, the orientation of the fibres can be described in
a statistical sense by means of an orientation density function (ODF) p(vy) = p(©, P).
The ODF describes the one-point probability that the vector vy points to an infinitesimal
area element df? = sin[©]dOd® € 2 of the microsphere surface 2. Considering the
spherical coordinates and the periodicity of the angles © and ®, the ODF has to satisfy
the conditions

p(ro) =p(—v9) and  p(O,P) =p(O + nm,®) =p(0,P + 2nm) (6.4)

with n € N. These conditions suggest that the field of directional (or spherical) statistics
has to be consulted and that the ODF has to be defined in terms of bivariate spherical
probability functions, see, for example, MARDIA & JupPp [310]. Some basics on directional
statistics are also provided in Appendix[B.2] Next, it makes sense to introduce a continuous
averaging operator over the microsphere surface, reading

(), ::/Qp(@,fb) ()d2 with /Q(-)d(z:/o%/oﬂ(-) Gn[0]dOdd.  (6.5)

It is consequent to formulate a normalisation condition for the ODF, requiring that

(1), = /p(@,@) d =1. (6.6)

Note that this can be regarded as a continuous version of the saturation condition formu-
lated in Eq. (£.23),. For completeness, it is further remarked that the ODF can also be
chosen as a Dirac Delta function with a certain number of masses, which means that the
continuous fibre distribution degenerates to a discrete number of fibres. This procedure
would lead to classical discrete chain models that are used in polymer mechanics, such
as the three-chain models by JAMES & GUTH [247] and WANG & GuTH [505], the four-
chain model by FLORY & REHNER [I31] and TRELOAR [480], or the eight-chain models
by ARRUDA & BOYCE [I3] and KROON [266], see also BEATTY [2§].

Effective network response: Variational energy minimisation Having defined
the micro-energy #;(F;) and the averaging operator , the averaged stored energy in
the microsphere is obtained as I, = (#;(F))e. Then, in direct analogy to Section [4.3.3]
we demand that the micro-deformations F; are such that Il is minimised. Hence, the
effective energy # is defined in terms of the variational minimisation problem

W (F) = min { (HelF)), | (6.7)
Further, the micro-deformations are linked to the macroscopic deformation gradient via
F=(FR),, (6.8)

which is a continuous version of the overall average deformation condition (4.32). Accord-
ing to GOVINDJEE ET AL. [170], it is useful to formulate the variational problem (6.7 in
terms of the Lagrange functional

LB, P) = (W(R)),+ P (F—(E),) (6.9)



132 6 Homogenisation of Fibrous Networks

where the second-order tensor P, contains nine scalar Lagrange multipliers that enforce
condition . While the stationarity condition of .2 with respect to P, simply results
in Eq. (as expected), an interesting result appears for the stationarity condition of
% with respect to the micro-deformations F., which reads

opZ = (OpVe(R)),—Pe=0 — P.=(0n(R)) (6.10)

? 0

The last expression seems to be a reasonable formulation for the macroscopic first Piola—
Kirchhoff stress, as it depicts the average of the microscopic first Piola—Kirchhoff stresses

P.:= On /i(R). (6.11)

As a matter of fact, it is easy to show that the Lagrange multiplier tensor P, represents the
macroscopic stress tensor P = 0% by utilising the derivative of Eq. with respect
to F, giving [ = (05 F,)q, and assuming that E* is a solution for the variational problem.
With that, we can formulate

B =0s7 = (0 Vel E)), = (Op R 0r W),y = (05 F)T )P =Pe. (6.12)

In addition to the work of GOVINDJEE ET AL. [170], an attempt to formulate an effective
network energy on the basis of a minimisation principle as formulated in was made
by CHEN ET AL. [70] for the modelling of collageneous tissue. However, instead of a con-
tinuous fibre distribution, they proceeded from a discrete number of fibres and formulated
an estimate in terms of a TSO homogenisation approach. Moreover, MIEHE ET AL. [329)
formulated a variational minimisation principle for the scalar fluctuations of the stretch
Ae and the tube contraction v, on the surface 2. This elegant model is known as the
non-affine microsphere model. Finally, an energy relaxation based on a so-called maximal
advance path constraint was formulated by TKACHUK & LINDER [477].

6.2 Affine network model

The variational minimisation problem in Eq. (6.7) generally leads to non-uniform micro-
scopic deformations F.. Alternatively, one can apply an affinity assumption, F. = F', such
that each vector vy experiences the macroscopic deformation. This leads to the affine map

F:vy— v=Fr,. (6.13)

With this, the micro-deformation measures from Eqgs (6.3) can be reformulated to

A = |t| = |Fvo|, 7e=|F Tvy|, 0= |cof[Fleol. (6.14)
Further, the effective network energy is directly given as
() = (H(F)), (6.15)

by means of a simple averaging of the fibre energies over the microsphere surface (2.
We recall from Section that #4 denotes the Voigt estimate, which arises from the
assumption of uniform micro-deformations. As stated before, the Voigt estimate is an
upper bound for the effective behaviour, but serves as a reasonable prediction if the affinity
assumption is justified, for example, by experimental observations.
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L I I3
A = [Fel 3(Ae. 3N, (N
ve=|F el | 3TN0 e, 3T F)e, (703,
Ue = |cof[Fleo| | 3T407%)a,  3(00)a,  (07%)q)

Table 6.1: Link between the microscopic deformation measures A, 7 and o, and the macroscopic prin-
cipal invariants for isotropic network models.

6.2.1 Closed-form integral forms for isotropic networks

Although we focus in this thesis on non-uniform fibre distributions, we briefly discuss
the special case when the fibres are distributed in a uniform manner. For this scenario,
the distribution function simplifies to the constant value p = 1/(47) and the associated
averaging operation, defined in Eq. , can be formulated as

(), = %/ﬂ()d(): = 0 N/OW(-) sin6]dOd® such that (1), =1. (6.16)

With this, together with Eq. (6.1)), it is easy to show that
<t0>Qo =0 and <t0 ®t0>ﬂo = %I (617)

These results further emphasise that a uniform fibre network does not have any preferred
orientation and depicts the prime example for spherical symmetry. Consequently, as dis-
cussed in Section [3.5.3] the symmetry group of the overall material behaviour is identified
as MG = O(3) and the effective material response becomes isotropic and invariant with
respect to any rotations @ € O(3). Any such rotation only leads to a rotated frame of
reference, e* = Qe}, which has no effect on the results of effective quantities computed
from the averaging operation in Eq. (6.16). Moreover, it can be shown that the three
macroscopic principal invariants of the isotropic set .#L can be obtained by averaging
operations of the micro-deformation measures which are given in . Such relations
were first introduced by KEARSLEY [251] for I; and I, and later generalised by CAROL

ET AL. [73], amongst others. An overview is provided in Table

6.2.2 Fibre energies and associated network response

So far, the microscopic energy #; of a single fibre (or space orientation) was assumed to be
a general function of the micro-deformation F;. In this section, we provide further results
and comment on cases where the energy %#; is a function of the deformation measures

formulated in Eq. (6.14)).

Formulations based on the stretch A\, The majority of formulations for #; is based
on the assumption that the energy is a function only of the stretch A, such that #;(E) =
#o(Xe). This is an appropriate formulation under the assumption that a fibre or a chain
shows a one-dimensional spring-like mechanical behaviour. The one-dimensional character
becomes clear by formulating the stress tensor P: associated with a single fibre, given by
P —owy i~ B YN\ A w3
r — OF, t()\t) = Tt X g where Pt()\t) = 8)\t%()\t) . (618)
T
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Therein, use was made of chain rule and the derivative O, Ae = ;\; 1Py @t = 5\; e ® 1.
Further, F. denotes a scalar nominal stress. With , we see that P, is associated with a
nominal traction vector Bty = A\;'B(\)t, whereas P, tg = 0, with vg-tg = 0. This means
that a stretch-dependent fibre energy #4()\.) does not induce any stress contributions
transverse to the vector vo. Furthermore, the fourth-order elasticity tensor of a single fibre
is obtained as

L(A) RO R(\)
N

Ltzaﬂﬂ%(?\t):( - —= >t®r0®t®t0+ : (IT®r,®1t))™ (6.19)

A ¢

W

where Li(A) = O\, B(A) = 8?\;7%(&) denotes a scalar nominal stiffness modulus. Note
that the results in Eqs (6.18) and (6.19)) can be generalised to non-affine deformations by
simply replacing A by A from Eq. (6.3)); and taking v from the general map in Eq. .
Next, we formulate the macroscopic first Piola—Kirchhoff stress tensor Py associated with

the energy #4 from (6.15)), giving

P.(\)
Ae

PV = 8p Wv = <R>Q = < t®t0>9 = ng with S'V = <Pt)<\)\t> Ly ®t0>{) . (620)

T
Therein, the notation in terms of the second Piola-Kirchhoff stress tensor Sy is obtained
by noting that, with v ® vy = F vy ® v, it is possible to pull the affine deformation F in
front of the averaging operator ((-))o. This step is very useful, as Sy and the associated
tensor base vy ® vy are symmetric and only require to carry out a double integral for
six coefficients, while the non-symmetric tensor base v ® vy entails a double integral for
each of the nine coefficients. Moreover, note that an averaging operation (o ® tg) solely
applied to the structural-tensor-like dyadic product vy ® vy would lead to formulations
that are in line with the orientation tensors introduced by ADVANI & TUCKER III [3] and
thereon based models by FREED ET AL. [I37] and GASSER ET AL. [I5I]. However, it has
to be remarked that such a preintegration of the orientations generally does not lead to
the same results than the original integration in due to the disregarded coupling
with the non-constant factor P(A:)/).. Next, the macroscopic nominal elasticity tensor
is obtained as

E(A)
e

= 5 L. 5\1‘ R 5\1‘
Ly = 0P = <Lt>9 = <( 5(\2 ) §\3 )> TRTERTRT)+

(I®t0®t0)T23>Q . (6.21)
We recall that the nominal elasticity tensor is major symmetric and contains 45 independ-
ent coefficients, see Table which means that 45 double integrals have to be carried
out in expression ((6.21). However, as for the nominal stress, it is possible to reduce this
number by employing Eq. (3.114)) and computing Ly from its material counterpart

Cy = 058y = <(Lt)g\t) — Pt;;\t>> T QT QT ® t0>Q . (6.22)

This fourth-order tensor is total symmetric and only contains 15 independent coefficients.
Hence, the computation of Ly by means of Eq. only requires to carry out 15
additional double integrals, if we further assume that Sy is already known from the stress
computation.
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It can be seen that making a specific choice for the energy #;(\.) enters the derived

stress and stiffness tensors in terms of the scalar derivatives B () and L.(\,). Further, the
energy #:().) can be obtained in very different ways. Of course, it is possible to directly
employ well-known constitutive relations, such as the quadratic potential formulated in
Eq. . Yet, also any J,-based strain-energy function can be applied by noting that
we can formulate a respective measure Jy, = 5\2 for each fibre. Hence, one can also em-
ploy the Jy-dependent standard reinforcing model or the exponential energy from
Eq. (3.175). More such functions can be found in the review paper of CHAGNON ET AL.
[74]. Moreover, apart from defining the energy #; in a constitutive way, it is also possible
to derive it from further microstructural considerations and bottom-up approaches. For
example, BUEHLER [63], GRYTZ & MESCHKE [172] and MACERI ET AL. [306] obtained
the energy of single collagen fibres by setting up detailed small-scale models and carrying
out further homogenisation steps. It this process, it is interesting to note that the elasti-
city of single fibres (in collageneous tissue) or chains (in polymers) at small scales is often
of entropic nature. Hence, if we write the strain energy as

% = pt0¢t = ptO(gt - 977t) ’ (623)

we see that changes of #; can be caused by the internal energy e, leading to energetic
elasticity, or the entropy 7., leading to entropic elasticity. Models for the latter are usually
based on the idea that a single chain consists of multiple segments, the so-called Kuhn
segments. Subsequently, conformation changes of the chain are described by means of
statistical mechanics and lead to an entropic response. If the segments are rather aligned,
one arrives at the worm-like chain model by KRATKY & POROD [261] and its development
by MARKO & SiGGiA [3T5], which has been used for polymers as well as for proteins
and collageneous tissues. If one rather assumes that the chain forms a random coil and
the segments are thought to be freely joined with each other, one commonly proceeds
from an entropy prescription 7, = klIn[p], where k is the Boltzmann constant and p is
a probability which is usually described in terms of the Gaussian statistics by KUHN
[268, 269] or the Langevin statistics by KUHN & GRUN [270] and JAMES & GUTH [247].
For instance, the Gaussian approach, with p = pyexp[—3A2/2] and ¢, = 0, leads to
We(Ae) = 3nkON2 /2 + #j, where py is a normalisation constant, n is the number of chains
and #, is a constant energy. Interestingly, with Table [6.1, we see that the associated
effective energy in a uniform network is found as #4/(I,) = <%>QO = nk0I,/2 + %,

see also TRELOAR [479]. Then, with a proper choice for #; such that #4 normalises
properly and setting u = nkf, we see that the effective network response is identified
as the Neo-Hooke energy from Eq. . However, the single material parameter p is
in this context not just a simple calibration parameter, but has a clear micromechanical
meaning and constitutes the product of the number of chains in a unit volume, Boltzmann
constant and absolute temperature. Similar relations can also be found for other analytical
strain-energy functions from Section [3.8.3] For instance, HORGAN & SACCOMANDI [229)
commented on the micromechanical meaning of the Gent function, given in Eq. (3.166),
whereas EHRET [IT1] generalised these considerations to the Ogden-type materials.

Formulations based on the stretch A and the area stretch o, If the fibre energy
W is in addition to the stretch A. also dependent on the area stretch Uy, we obtain
We(B) = We(Ae,0r). With this, it is possible to formulate fibre energies in line with
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the tube models by HEINRICH & STRAUBE [195], HEINRICH ET AL. [196], HEINRICH &
KALISKE [194], and EDWARDS & Vivrais [I05]. In those approaches, the v,-dependent
energy terms account for so-called tube-like topological constraints, which are based on the
assumption that the deformation of a single fibre may be restricted by the deformation
of neighbouring fibres. The tube constraint is a very important ingredient for meaningful
network models of rubber elasticity and was applied by, for example, MIEHE ET AL. [329)
and MISTRY & GOVINDJEE [337]. However, it may also be an interesting approach in
modelling collageneous tissue. Further, an interesting observation can be made if the
fibre energy based on Gaussian statistics from the previous section is added a similar
contribution for the area stretch o,, which subsequently will lead to a quadratic potential in
the area stretch v,. With Table[6.1], it can be seen that the associated effective response for
a uniform network will contain an additional dependence on the macroscopic Ip-invariant
and leads to formulations reminiscent of the Mooney-Rivlin strain-energy function by
MooNEY [340] and RivLIN & SAUNDERS [404]. Further details can be found in the
article of FRIED [140].

Formulations based on the stretch )\, and the Jacobian J In addition to the
deformation measures formulated in Eqs and , one can also define a micro-
Jacobian J, = det[F;] which describes the volume change of the tube-like segment aligned
with the vector vy. In an affine network, the micro-Jacobian is equal to the Jacobian
associated with the macroscopic deformation gradient and becomes independent of the
orientation of vy, such that J, = J. = J = det[F]. In the classical works on rubber
elasticity by WALL & FLORY [498] and Frory [129, 130], it was explained that a J-
dependent contribution to #; accounts for the energetic elasticity in the network and
supplements the entropic description of single chains. In the context of a Gaussian chain
description, it was outlined by BOYCE & ARRUDA [58] and BISCHOFF ET AL. [38] that
such a contribution results at the macroscale in a logarithmic energy term reminiscent of
the one given Eq. (3.160). BISCHOFF ET AL. [37] explained that this can be interpreted
as a repulsion term which accounts for interchain repulsive forces. While the .- and
J-dependent energy contributions have in such a formulation an additive characteristic,
such that % (Ae, J) = #>(\e) + #.7(J), it is also possible to formulate an multiplicative
coupling by employing the deviatoric energy

W) = #(X) with A= J 13X, (6.24)

This form directly follows from the deviatoric-volumetric split explained in Section [3.7.2]
The dependence on the isochoric part of the deformation may be motivated through mi-
cromechanical considerations, which is often the case in rubber elasticity by referring to
the work of FLORY [129], or may just represent a constitutive assumption. In any case, it is
interesting to formulate the stress tensor of a single fibre resulting from the energy (6.24),
reading

P(\) = 0p#i(A) = BT (0 e @t — INFT) where B(A) = 95 #(A) .
(6.25)
It is easy to see that the traction transverse to vg is Ptté = —RJ*I/?’;\tF’Tt&/?) # 0,

which means that the fibre stress in Eq. (6.25)) does not have a one-dimensional charac-
teristic. This is in contrast to the stretch-based formulation in Eq. (6.18). Therefore,
SANSOUR [417] and HELFENSTEIN ET AL. [197] commented that the energy ((6.24]) based
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on the deviatoric stretch is not appropriate to model a one-dimensional spring-like fibre
behaviour. However, the transverse stress contributions could also be thought as (desired)
reaction stresses necessary to maintain that the tube-like segment enclosing a fibre (which
may represent a surrounding fluid medium) experiences no hydrostatic pressure, since it

holds that p, = —J 'R - F/3 = 0, compare Eq. (3.29).

6.3 Transversely isotropic networks models

In this section, we investigate the special case of a homogeneous fibre distribution in the
azimuthal direction ®. To do so, we postulate that the ODF is split into two terms,
reading

p(O, ) =po(0) ps(P), (6.26)

where pg(0) and pe(P) depict univariate probability functions for the fibre distribu-
tion in the polar and the azimuthal direction, respectively. Both the probability func-
tions have to be periodic in their respective argument, hence, pe(0) = pe(© + nw) and
po(P) = pa(P + 2nm), with n € M. Such periodic functions can be constructed from any
standard univariate probability function by formulating the associated wrapped probab-
ility functions, such as exemplary shown for 7m- and 27-periodic functions in Eqs
and , respectively. However, the special case of a homogeneous distribution in azi-
muthal direction simplifies pg to the constant value

_1
o

Po (6.27)

For completeness, we note that the averaging operation and the normalisation condition
for the remaining polar contribution of the ODF then read

(), = %/ﬁp@(G) ()d2 and /Oﬂp@(G) snf6]de = 1, (6.28)

where the last relation directly follows from Eqs and ([6.26). Obviously, the homogen-
eous azimuthal fibre distribution entails that the orientation of the e3- and ej-directions in
the laboratory frame of reference becomes completely arbitrary. Hence, we can identify a
rotational symmetry around the e§-axis and observe that the use of any coordinate system
e = %e?, with ® € [0, 27), is equivalent and will not change anything in the material
behaviour of the network. This suggests that the material response becomes transversely
isotropic with e§ being a preferred direction. In fact, it is known from Section that
rotational symmetry represents one of the five types of transverse isotropy and it is easy to
show that the network with homogeneous azimuthal fibre distribution satisfies the other
four types as well. For example, symmetry with respect to a two-fold axis transverse to e}
requires that the material behaviour must not change if the preferred direction is rotated

by QT e5 = —e3, where the definition of Q7,, follows from Eq. (3.80). This symmetry
3 3

is immediately fulfilled because we demanded pg(©) = pe(O + nmw) which still implies
the symmetry pe(t) = pe(—t), see also Eq. (6.4). Concluding, the network model with
homogeneous fibre distribution in azimuthal direction belongs to the transversely isotropic
symmetry group

MG ={Qz,. QL. ~T |0 < ® <27} C O(3). (6.29)
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As a consequence, the effective network behaviour, such as the energy #4, becomes a
function of the macroscopic right Cauchy-Green tensor C and a structural tensor M =
a ® @y, where the macroscopic preferred direction @ has to be collinear with the e3-axis
of the laboratory frame of reference. Furthermore, any of the invariant sets introduced in
Section (|3.5.4)) can be used as a proper integrity basis for the two macroscopic argument
tensors. Yet, as for the TSO estimate in Section the two invariant sets .#} and %]
are particularly useful, because they allow the formulation of generic deformation gradients
F* and F’ as defined in Eq. and , respectively. The two generic tensors are
each defined in coordinate systems e} and e} (i = 1,2,3) in which e} and €} are aligned
with the preferred direction of the material. Hence, F* and F’ are perfectly aligned with
the ej-coordinate system of the transversely isotropic network and can directly be used for
the fibre map in Eq. . Choosing invariant set .7}, the vector v can then be written
as

v(F0,0) = F'(F) 1t (0,0) = A sin[0] cos|®] €5 + sin[O](\; sin[®] + 7, cos[P]) €5
+ A cos[O] + 4, sin[O] cos[® — 1, ] €5 .
(6.30)

Subsequently, it is possible to formulate the deformation measures from Eq. (6.14)) in terms
of macroscopic invariants. For instance, the stretch of the vector v( reads

j‘t(fﬁtlu @7 (I)) = /_\t(j‘ga S\tu 7@7 ’_Ym QZ’)M @7 q))
= {\} sin’[0] cos®[®] + (A sin[O)] sin[®] + ¥, sin[O] cos[®])? (6.31)
+ (A¢ cos[O] + ¥ sin[O] cos[® — QZW])Q}I/2 :

Hence, the stretch of the vector vo(©, ®) can directly be expressed in terms of macroscopic
strain invariants. Note, a vector v(.#]) and the thereon based stretch A (.#) can be derived
in direct analogy. Further, if the fibre energy #()\.) is a function of the fibre stretch, the
associated stress tensor of a single fibre with respect to a general deformation F reads

R(F:0,0) = 0p¥(F5) = R(A) Y {0n A 057"} (6.32)

Jre sl

Therein, each of the five summands consists of a scalar-valued derivative 04\, and a tensor
base 0J", where J' € .#}. Explicit relations for the five tensor bases can be found in DE-
BoTTON ET AL. [92] and BLEILER ET AL. [44]. They account for the procedure of rotating
a general deformation F', together with the knowledge of the preferred direction @, into
the appropriate coordinate system of the generic tensor F*. Further, if the invariant set
#5 is used to describe the energy, such that %4, = #4(.#}), one might need to conduct
further applications of the chain rule when carrying out the derivatives 953! for 37 € #!
and J* € . Yet, they can be straightforwardly derived from Eqs (3.96|). Finally, note
that further relations for the invariant-based formulations, such as the effective stress Py
or the elasticity tensor Ly, defined in Eqs (6.20) and (6.21]), can be derived from Eq.
and further derivations by carefully addressing the required chain rules.

6.4 Numerical quadrature over the sphere

The computation of the effective network response requires to carry out the double in-
tegrals associated with the continuous averaging operator {(())e, given in Eq. (6.5). Due
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to the possibly highly nonlinear behaviour of single fibres and non-uniform distribution
functions p, it is in general not possible to obtain closed-form solutions of the integrals.
Respectively, analytical results may only be found if confining attention to some special
cases, such as done by ITSKOV ET AL. [245] by restricting to an isotropic network model
for which the averaging operator simplifies to ((-))a,, see Eq. (6.16). However, in gen-
eral the integrals have to be carried out by means of numerical quadrature schemes, which
means that the continuous averaging operation is approximated by a sum of discrete values
evaluated at N points on the microsphere surface {2, giving

Ngo

/f )dR = // f(¢) sin[@] d® dO ~ Zw, , (6.33)

Therein, w; (i = 1,..., Ng) are Ng scalar weighting factors and t' are the associated
discrete space orientation vectors. In order to be consistent with the normalisation condi-

tions ((6.16))2 and (6.17)), they have to satisfyﬂ

Ng Nq Ng

sz—l Ztizo, —Zw,t @ =1I. (6.34)
i=1

The appropriate choice of weighting factors w; and space orientations v’ is a decisive aspect
for meaningful implementations of network models in a numerical setup. An insufficient
number of quadrature points or an inappropriate scheme may lead to critical inaccuracies
of the results, which was explained in detail in the studies of VERRON [493] and ITSKOV
[242]. It can further lead to spurious material anisotropies, see EHRET ET AL. [I13]. In
theory, the accuracy of the quadrature can be guaranteed by employing adaptive schemes
in connection with an appropriate choice of numerical tolerance values. However, adaptive
methods are not optimal when it comes to computational costs and efficiency. Thus,
general applications rather demand for reliable and fast non-adaptive quadrature schemes.
A variety of different weighting and point sets has been used for microsphere models.
For instance, MIEHE ET AL. [329] used an integration scheme by BAZANT & OH [20]
with N, = 42 and obtained good results for their isotropic network model (hence, if the
averaging operator reduces to ((+))n,). ALASTRUE ET AL. [7] observed that the scheme of
Heo & Xu [200] with N, = 368 is sufficient also for highly anisotropic fibre distributions.
In general, it is particularly useful to employ quadrature schemes that offer a variable
number of integration points and allow to refine the discretisation if needed. For instance,
the very useful family of Lebedev points by LEBEDEV [279] and LEBEDEV & LAtkov [280]
offers discretisations from N, = 6 up to N, = 5810. Figure exemplary shows the
quadrature points for four different discretisations with Ny = {6, 50,230, 770}. Therein,
the values for Oy, refer to the degree of spherical harmonics which can be solved exactly
with the respective number of points. The finest discretisation, with N, = 5810, is

!Note that slightly different formulations may be found in the literature for Eqs -1 and (/6.34 -3, which
is due to the fact that the ODF p is required in this work to normalise according to Eq. . In contrast,
other works may proceed from a normalisation factor 1/(4x) in front of the integral in Eq. (6.5), such

that ( = 1 Jon( -)df2. Consequently, with the quadrature < f (V)n = fi”l w; f(r?) and as

Eq. . becomes <1>Q = 4= fQ p(©,®)d2 = 1, conditions (6.34)1 and (6.34); transform to va”l w; =1
and E 2 w; vt @ vt = I/3, respectively.
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No=6,0, =3 Ng =50, Oy, = 11 Ng =230, Op, = 25 Ng =770, Op, = 47

Figure 6.2: Lebedev-type quadrature points for different discretisations of the microsphere surface 2.

Np=9 05=2 Ngp =49, Os =6 Ny =256, Og =15 N =784, Og = 27

Figure 6.3: Sloan—Womersley-type quadrature points for different discretisations of the microsphere sur-
face 2.

able to exactly solve spherical harmonics up to a degree of Op = 131. An additional
advantage of the Lebedev points is that they are invariant with respect to octahedral
rotations of the microsphere. This is beneficial if certain symmetries of the functions to be
integrated shall be exploited. For example, due to the symmetry of the ODF, formulated
in Eq. , it suffices to perform the integration on one half-sphere and double the
results. The arrangement of the Lebedev points on the surface of the microsphere easily
allows to account for this property. Moreover, an alternative family of quadrature points
was proposed by WOMERSLEY & SLOAN [521] and SLOAN & WOMERSLEY [446]. The
Sloan—Womersley points range between N = 4 in the coarsest version and Ny, = 27556
in the finest one. Four different discretisations, N, = {9,49, 256,784} are visualised in
Figure [6.3] Therein, Og refers to the ability of the discretisations to integrate spherical
polynomials of degree Og exactly. The finest version with N, = 27556 is associated
with Og = 165. Unfortunately, the Sloan—Womersley points do not share the convenient
symmetry properties with the Lebedev points. In summary, both the Lebedev and the
Sloan—Womersley points represent excellent tools for a reliable and efficient numerical
integration of the integrals arising in a network model.
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7 The Multiscale Muscle Model

This chapter presents a microstructurally-based, two-phase, multiscale model for skeletal
muscle tissue. The aim of the model is to provide the macroscopic strain energy on the
basis of a detailed description of the mechanically relevant parts of the microstructure. The
key feature of the multiscale model is that it does not require any constitutive assumptions
or calibration on the macroscale. Many of the topics discussed in the previous chapters are
used to derive the model, in particular the explanations on multiscale methods in Part II.
Note that this chapter only provides the most necessary basic knowledge of the anatomical
and physiological structure of skeletal muscles. For a more general introduction to the topic
the interested reader is referred to the comprehensive textbooks of SCHMALBRUCH [419],
MAcINTOSH ET AL. [308], LIEBER [285], or other suitable literature on anatomy.

We remark that parts of this and the following chapter have previously been published
in BLEILER ET AL. [44].

7.1 A two-phase model for skeletal muscle tissue

A human body (and that of others, such as animals) contains three different muscle types,
which are the skeletal muscles, the cardiac muscle (the heart) as well as the smooth
muscles. We focus on skeletal muscles, which are a very important component of the body
and have the primary task of generating force and enabling (voluntary) movement. This
is based on their ability to actively contract as a response to neural stimulations. Due to
their various tasks in the body, different skeletal muscles show a great diversity in size and
shape. One could say that they reflect the architectural principle form follows function.
However, despite this diversity, different skeletal muscles are basically built the same way.
Inside the highly heterogeneous microstructure of skeletal muscle tissue, two structural
components are mainly responsible for the mechanical characteristics of the overall mater-
ial behaviour: (i) the muscle fibres, which are the muscle cells and contain the sarcomeres
(the activatable units), and (ii) the eztracellular matriz (ECM), which contains the colla-
geneous (connective) tissues with various types of collagen fibres and other proteins like
elastin. The ECM is in the literature also referred to as intramuscular connective tis-

microscale macroscale

collagen fibres

ECM BI"

N\

muscle fibre Bg - r

efn o
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Figure 7.1: Multiscale scheme for the microstructurally-based modelling of skeletal muscle tissue.
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sue (IMCT). The muscle fibres are responsible for the excitable (active) behaviour of the
muscles, while the extracellular matrix and the collagen fibres contained therein ensure
passive stiffness and stability. The extracellular matrix is organised in three different col-
lageneous layers which cover different parts of the muscle tissue. The endomysium coats
individual muscle fibres, whereas the perimysium envelops the muscle fascicles, which are
bundles of multiple muscle fibres. Finally, the entire surface of the muscle is covered by
the epimysium. This constitutes a clear hierarchical structure across the different length
scales of skeletal muscle tissue. The aim is now to describe the material at a macroscopic
material point & by means of a strain-energy function #'. As before, the material point
is parametrised by the referential position vector X. We assume that the thick outermost
collageneous layer, the epimysium, must be considered as a macroscopic heterogeneity (de-
pendent on the macroscopic position X) and should not enter the material description for
muscle tissue at the point Z2. On the other hand, muscle fibres as well as the endomysial
and perimysial layers appear at much smaller length scales and are regarded as micro-
scopic heterogeneities. Thus, we propose a two-phase model for skeletal muscle tissue and
postulate that the reference configuration, By, of the material consists of a muscle fibre
phase Bg and an extracellular matrix phase BY'. Together with a saturation condition,

compare Eq. (£.10)), we can formulatd]

Bo=|JBy =BSuB) with o= {F Mm}. (7.1)

The associated multiscale scheme of the two-phase model is visualised in Figure [7.1 In
the following, we provide some further explanations and modelling assumptions regarding
this multiscale approach.

7.1.1 The length scales and the representative volume element

The multiscale approach shown in Figure requires a meaningful definition of the in-
dividual scales. However, this is not easy when dealing with biological tissues and the
associated variability in the material structure. This is already evident in the definition
of the macroscopic length scale, which describes the size of the entire muscle. Without
including other muscle types like smooth and cardiac muscles, the human body contains
about 650 skeletal muscles (mostly occurring in pairs). The largest ones are the latissimus
dorsi and the gluteus maximus muscle, which have lengths in the range of decimetres
(10! m). In contrast to this, the stapedius muscle in the ear, which is the smallest, is
less than a millimetre (1072 m) in size. This means that the macroscopic length scale
already shows variations of two orders of magnitude. However, it is assumed that the
macroscopic variability is to some extent associated with according variabilities on the
micro- and mesoscale and that the relative proportions remain comparable. For the fol-
lowing considerations, we assume that the macroscale is in the range of centimetres, such
that lnacro ~ 1072 m, which is true for most muscles responsible for the movement of the
human body. Furthermore, we know from Section that the microscopic length licro 1S

IThe letters § and 9 are used to indicate that associated quantities refer to the muscle fibre and
the extracellular matrix. This serves to clearly distinguish such quantities from the considerations in
Chapter [p| where the letters F and M were used to describe general two-phase composites with a fibre
and a matrix phase.
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defined by the size of typical inhomogeneities on the microscale, which is here identified as
one muscle fibre with the coating layer of extracellular, collageneous tissue. As the name
suggests, muscle fibres are long fibre-like structures, which are aligned with the el-axis.
In this connection, the ef-coordinate system (i = 1,2,3) represents a laboratory frame
of reference for the description of the microstructure, see Figure [7.1} Their cross-sections
have an irregular, polygonal shape in the transverse e!-eb-plane and “diameters” of about
50 — 80 pm. This makes it easy to identify the microscopic length scale in the range of
around lpicro ~ 5-107°m. After having defined lpicro and Lyacro, We still need an appropri-
ate definition of the representative volume element and the associated mesoscopic length
scale. We recall from Section that the Z7& should be chosen such that it guaran-
tees statistical uniformity and that it should be the smallest possible volume sample of
the microstructure which represents the macroscopic material behaviour with sufficient
accuracy. As the here employed analytical homogenisation methods do not require an
actual geometrical model of the microstructure, one can say that the first requirement
is automatically met if the Z7& itself is described by mean of representative statistical
parameters of the microstructure. With regard to the second requirement, it has to be
examined how many muscle fibres the Z7#& must contain. In this context, it is useful to
consider existing literature on related micromechanical studies of muscle tissue. For in-
stance, SHARAFI & BLEMKER [434] investigated in their microscopic studies an ensemble
of about 15 muscle fibres and a size of about 200 um. MARTIN ET AL. [317] and VIR-
GILIO ET AL. [494] used for their studies about an agent-based model a similar geometry
consisting of 14 fibres and a size of about 200 um. Furthermore, SPYROU ET AL. [459)
employed in their multiscale muscle model (based on the FE* homogenisation method) a
simple Z¥& with only two fibres, whereas their follow-up work considered a much larger
HZYE with about 50 muscle fibres and a size of 350 um, see SPYROU ET AL. [460]. All in
all, lmeso ~ 107#m seems to be a suitable assumption for the mesoscopic length scale and
the magnitude of the Z7¥&. It should also be noted that this size roughly corresponds
to that of a muscle fascicle. In conclusion, the multiscale muscle model can be regarded
to well satisfy the hypothesis of separation of length scales formulated in Eq. (4.1). In
particular, the difference between meso- and macroscopic length scale is two orders in
magnitude. However, the large variability of skeletal muscle tissue must be pointed out
again. This prevents a clear and generally valid definition of the absolute length of the
scales. The principle of scale separation may require individual validation in special cases.

7.1.2 Perfect bonding between the muscle fibres and the extracellular matrix

The muscle model is based on the assumption that the muscle fibres and the extracellular
matrix are perfectly bonded at their interface. Hence, we assume that the model satisfies
geometrical compatibility according to Eq. as well as statical compatibility according
to Eq. (4.18), such that [x(X)] =0 and [T'(X)] = [P(X)|Nr(X)=o0forall X € 5 =
OBS U OBY. The reason for this is the strong interconnection between the endomysium
and a part of the muscle fibre’s cell membrane, which is called basement membrane. A
protein called dystrophin plays an important role in this. However, it must be noted that
the assumption of perfect bonding at the interface is very suitable for the description of
healthy muscle, but might be wrong and inappropriate when dealing with pathological
cases and diseased muscles. For example, one such disease is the Duchenne muscular
dystrophy, which is associated with a lack of dystrophin and thus leads to a massive
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weakening of the muscle structure. Similar consequences can be observed for a number of
other forms of muscular dystrophy.

7.1.3 Statistical description of the microstructure

Skeletal muscle tissue is a prime example for a random composite and the presence of
a multitude of possible realisations 8 € S of the microstructure. However, it is com-
pletely clear that a detailed description of characteristic functions 2 *(X,R) cannot be
realised for the entire sample space S and instead a statistical description of one rep-
resentative microstructure should be made based on the ergodicity assumption. Then,
the one-point probabilities of the two characteristic functions 2 *(X), a € {F, M}, are
described by the respective volume fractions n¥ and n™, compare Eq. . Further,
we postulate that the two-point probability p$™ can be described by means of a shape
tensor ng due to an ellipsoidal symmetry of the microstructure, see Eq. . Since
the el-axis has already been identified as the longitudinal axis of the muscle fibres, we
remain with the characterisation of the ef-el-plane transverse to it. Once again it must
be mentioned that the characterisation of the structure is strongly dependent on whether
healthy or pathological tissue is considered. In general, the e!-el-plane shows in healthy
muscle tissue a quite regular arrangement of the polygonal muscle fibres (muscle cells)
and an associated uniform distribution of their midpoints. This can be evaluated from
sufficiently high-resolution cross-sectional images and appropriate image processing tools.
An alternative and very elegant method for such characterisations is based on the simil-
arity of microscopic muscle cross-sections and artificially generated Voronoi tessellations,
which were established by DIRICHLET [97] (and thus also known as Dirichlet tessellation)
and VORONOI [497]. In particular, SANCHEZ-GUTIERREZ ET AL. [415] 416] showed that
the polygonal (cell) pattern in the el-el-plane of skeletal muscles agrees very well with
centroidal Voronoi tessellationg’ This similarity enables the generation of representative
artificial cell patterns and the determination of further statistical parameters based on
the examination of this data. In our case, the isotropic distribution of the midpoints of
the muscle fibres can be derived from this. Hence, it can be concluded that the Z¥& is
statistically isotropic in the ef-el-plane and that the shape tensor can be formulated as

Z§W2(1_62®eg)+weg®eg with w — oo, (7.2)

see also Section Moreover, it is useful to not only describe the two-point probability
of the characteristic functions, 2%, but also the average shape of the muscle fibres in
the Z7&. A reasonable approach is to assume that this can be described with the same

2In brief, the centroidal Voronoi tessellation starts with a Poisson—Voronoi diagram, based on randomly
distributed generating points (starting seeds), and proceeds with an iterative process in which the centroid
of a current Voronoi cell (also known as Dirichlet region or Thiessen polygon) is chosen as a generating
point of the next tessellation, see LLOYD [293] and DU ET AL. [I00]. Doing so, SANCHEZ-GUTIERREZ
ET AL. [416] showed that, for example, the distribution of the number of cell edges in the Voronoi diagram
correlates well with the associated frequency in the real muscle tissue after four iteration steps (resulting
in a distribution in which about 50% of the cells have hexagonal shape). Similar examples for other biolo-
gical tissues were also shown by HoNDA [227] 228] and BOCK ET AL. [49]. Moreover, in contrast to these
isotropic distributions, the generation of anisotropic Voronoi tessellations is explained, for example, in
LABELLE & SHEWCHUK [271] and DU & WaNG [I01]. This might be relevant—again—for certain patho-
logical cases. For completeness, basic considerations on the statistics of Voronoi diagrams are provided
by AURENHAMMER [I7].
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shape tensor as the distribution, leading to Z; = ng, where Z; refers to the shape of the

fibres. Such a prescription leads to the muscle material being described as a two-phase
composite with circular cylindrical fibres that are aligned along the preferred axis ef and
distributed randomly and isotropically in the plane transverse to it. This is supported by
the quite uniform pattern of the muscle fibres (cells) in cross-sectional images of the muscle
or in appropriately generated Voronoi diagrams. In this connection, TAKAZA ET AL. [470]
evaluated high-resolution images and formulated best-fit ellipses for the polygonal cross-
sections of the muscle fibres in the e!-el-plane. They observed that the average ratio
of long axis to short axis of the ellipses was about 1.65, but they did not identify any
preferred orientation of the fibres in an averaged sense. This emphasises that Eq.
also serves as an appropriate description of the shape of a muscle fibre in the Z7& in an
averaged sense.

7.2 Constitutive modelling of the phases

One of the key advantages of the presented two-phase framework is that the mechanical
behaviour of the two phases can be described separately. Doing so, the constitutive model-
ling and the application of appropriate assumptions is shifted from the macroscopic to the
microscopic scale. In the following, we introduce the constitutive material descriptions for
the two phases, first for the muscle fibre phase and then for the extracellular matrix phase.
As the extracellular matrix is the key contributor to the passive mechanical material be-
haviour, we introduce a detailed model based on the parametrisation of single collagen
fibres. The computation of the effective response of the whole ensemble of collagen fibres
will subsequently lead to equations which are in line with the ones arising in the network
models from Chapter [l Before we specify the constitutive behaviour of the two phases in
more detail, model assumptions are discussed that apply to both phases.

Hyperelastic behaviour of both phases Within this work, we assume that both
phases exhibit purely hyperelastic material behaviour. We thus ignore any rate- or history-
dependent phenomena such as viscoelasticity of the phases. Hence, the mechanical con-
stitutive behaviour of the two phases is fully described by hyperelastic potentials (strain-
energy functions) #*(F) for a = {F,M}. As already noted in Section [3.2.1] the con-
sideration of history-dependent material behaviour, such as viscosity, would require the
addition of internal variables to the list of arguments for the energies # .

Existence of an energy- and stress-free reference configuration of both phases
It was already noted in Section that the definition of an energy- and stress-free
reference configuration can sometimes be challenging when treating biological materials.
This can be due to a variety of phenomena in the microstructure of biological tissues.
Typical examples are tissue growth or osmotic effects, see the references mentioned in
Section [3.6.1] For the investigations in this thesis, we assume that both phases normalise
properly in the reference configuration, such that

W(F)|,_, =0 and P*(F)|,_, =0, (7.3)

for a = {§, M}. However, we note that the presented multiscale model offers an elegant
option for integrating residual stresses if needed. That is because they can be formulated
exactly in the phase in which they occur.
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Incompressibility of both phases and the overall muscle tissue In the continuum-
mechanical treatment of soft biological tissues, it is usually assumed that physiologically
realistic deformations are accompanied by negligibly small volumetric strains and that the
material can thus be modelled as incompressible. This is attributed to the high water
content in the tissue. In skeletal muscles, water makes up about 76-77% of the total mass,
as measured by ISERI ET AL. [240], HARGENS ET AL. [I79], and WARD & LIEBER [506].
The resulting (nearly) incompressible material behaviour of the whole muscle was shown in
experiments by TAKAZA ET AL. [471] and BOL ET AL. [53]. However, high water contents
can be found not only in the entire muscle, but also in each of the two phases themselves,
see SIOGAARD & SALTIN [444]. This suggests that in the considered two-phase model
according incompressibility assumptions can be formulated individually for both phases
on the microscale, leading to the two separate constraint functions

XY = det[F(X)]-1=0 VX €B and Z" =det[F(X)]-1=0 VX € BY". (74)

Indeed, it was shown in experiments of HUXLEY [237], ELLIOTT ET AL. [115], ELLIOTT
& MILLMAN [I16] as well as SMITH ET AL. [451] that isolated muscle fibres are practically
incompressible upon deformation, thus justifying constraint #° in Eq. 1. Moreover,
incompressibility is also a very common and reasonable assumption when modelling col-
lageneous tissues. This was shown in experiments by CAREW ET AL. [71], CHUONG &
Funa [78], and HOLZAPFEL ET AL. [222] for arterial walls, which have a similar structure
than the extracellular matrix in skeletal muscles. Hence, it makes sense to apply constraint
Z™ in the present model. The simultaneous demand for incompressibility in both phases
inevitably results in the incompressibility of the muscle tissue at the macroscale and the
corresponding constraint equation

% = det[F(X)] —1=0. (7.5)

Yet, we remark that this is a direct consequence from Eq. ([7.4)) and does not depict an
additional modelling assumption on the macroscale.

7.2.1 The muscle fibres

The muscle fibres (the cells of skeletal muscle tissue) are composed of bundles of parallel
myofibrils, which in turn contain the serially arranged sarcomeres. Individual sarcomeres
are separated from each other by the Z-discs and contain the proteins actin, myosin and
titin. The sarcomeres are responsible for the “active” behaviour of muscle tissue through
activation-triggered structural changes of the proteins actin and myosin. That is, neural
stimulations trigger the conversion of chemical energy, provided by the hydrolysis of ad-
enosine triphosphate (ATP), into mechanical energy (and non-mechanical energy in the
form of heat) and lead to a contraction of the sarcomeres. Further, the passive stiffness
of the muscle fibres is mainly addressed to titin. There is rich literature which focused
on the investigation and mechanical characterisation of individual components inside the
muscle fibre. Above all, a lot of studies treated the sarcomere dynamics and the beha-
viour of the two proteins actin and myosin upon activation, such as the ones by WEBER
& PortrzeHL [508], HUXLEY [235], HUXLEY & SIMMONS [236], LIEBER & BASKIN [286],
and many others. Comprehensive studies on the structure of titin and its contribution
to the muscle fibre stiffness were presented by, for example, LINKE ET AL. [290], PRADO
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ET AL. [386], L1 ET AL. [284], and HERZOG [203]. Moreover, GOLDSTEIN ET AL. [165],
LUTHER [304], and OGNEVA ET AL. [364] investigated the stiffness of the Z-disc. Each of
these structures contributes to the stored elastic energy in the muscle fibres during passive
deformation and/or active contraction. Thus, a comprehensive description for the energy
function #'S has to account for the energies of the individual structural elements and their
spatial arrangement in the fibre. Alternatively, it is also possible to describe the mech-
anical behaviour of the muscle fibre using a constitutive approach for the strain-energy
function and to calibrate the model to experimental data of isolated muscle fibres. Appro-
priate experiments on skinned muscle fibres (without the surrounding collaganeous tissue)
were performed by, for example, HELLAM & PopoLsky [198], GorLLapupI & LiN [166],
MEYER & LIEBER [324], SMITH ET AL. [452], and REHORN ET AL. [396]. Under non-active
conditions, MEYER & LIEBER [324] as well as SMITH ET AL. [452] exhibited nearly-linear
stress-strain behaviour of individual muscle fibres during uniaxial tensile tests. Based on
these observations and by focusing herein on the passive mechanical behaviour of muscle
fibres, we utilise an isotropic I;-based Neo-Hookean energy formulation

WF(F) = 1 (1~ 3) + 2 (]~ 1)(J — 3). (7.6)

Note that this depicts the distortional energy contribution according to the distortional-
dilatational splitﬂ from Eq. m The associated first Piola—Kirchhoff stress tensor
can be computed from the derivative P = 0p#,% or by making use of the generic form
provided in Eq. (| and the scalar derlvatlves of 7/3 with respect to invariants I; and

J which are given in Eqs (3.159), and (3.171),. The Stress tensor reads
s — S (72 -T
P)(F)=p* F+p*(J"=2J)F~". (7.7)

The here proposed Neo-Hookean strain-energy function well describes the behaviour of the
muscle fibre that is observed in uniaxial experiments. Beyond that, however, multi-axial
test data are necessary to make conclusions about the direction-dependent properties of
muscle fibre. It can be assumed that the structure of the individual muscle fibre com-
ponents can result in pronounced anisotropy, which must be taken into account in further
investigations.

7.2.2 The extracellular matrix

The mix of various types of collagen fibres as well as elastin fibres within a ground sub-
stance of proteoglycans is characteristic for the extracellular matrix within soft biological
tissues. In the following, only a rough overview of the components considered relevant
for the mechanical behaviour of the ECM will be given. For detailed insights into the
highly complex structure of the ECM, we refer to the comprehensive surveys of MAYNE

3Note that the phase energies were formulated in BLEILER ET AL. [44] by means of the deviatoric-
volumetric energy split from Sectlon Thus, the fibre energy was introduced as WS (F) = u® ([,-3)/2
based on the deviatoric part of the ﬁrst invariant, I 1, given in Eq. m The associated ﬁrst Piola—
Kirchhoff stress reads PS(F) = uSJ~2/3DF = ,ugJ_Q/‘?(F I, F~T/3), where the projection tensor D
has been defined in Eq. (3.125)). The formulations based on the deviatoric-volumetric energy split are
completely equivalent with the here presented formulations based on the distortional-dilatational split
for a muscle model that is based on the Voigt assumption, which will be introduced in Section [7.3.2]
However, phase energies based on the deviatoric-volumetric split cannot be used for the TSO estimates
from Chapter which is why the phase energies used here are based on the distortional-dilatational split.
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& SANDERSON [320], PursLow & DUANCE [390], Ki&£R [252], PursLow [388], GILLIES
& LIEBER [162], and citations therein. For the mechanical characterisation of the ECM
by means of a strain-energy function, it is commonly accepted to apply an additive split
which reads

W) = WPNE) + W (F). (7.8)

Therein, an isotropic groundmatrix part %sm accounts for the direction-independent be-
haviour of the ground substance and the elastin fibres, whereas a generally anisotropic
part #™ describes the collagen reinforcement. This additive split was first proposed by
WEIZSACKER ET AL. [512] and HOLZAPFEL & WEIZSACKER [220].

The groundmatrix The energy V/gm describes the elastic contributions from the
amorphous, gel-like ground substance of the ECM and the elastin fibres contained therein.
The ground substance is mainly composed of water and trapped molecules like pro-
teoglycan. This arrangement is typical for the ECM of soft biological tissues and is often
associated with the presence of osmotic pressures, see, for example, Lu ET AL. [303].
The presence of osmotically active constituents in skeletal muscle tissue was for example
studied by FENN [128]. Further, measurements on the “osmotically active water fraction”
in muscles and further explanations were provided in the works of HiLL [206], HILL &
KupraLov [208] as well as MILLMAN ET AL. [334]. The studies suggested that osmotic
effects and fluid flow between the ECM and the muscle fibre can particularly occur during
and after increased muscle activity, which might lead to phenomena such as swelling of the
tissue. However, such effects are not accounted for in the present analysis and we postu-
late that the contribution of the ground substance is mainly through hydrostatic pressure
due to the incompressibility constraint Z™ in Eq. 2. Next, in addition to the ground
substance, the elastin fibres are the other important component of the groundmatrix. It
is interesting to note that the arrangement of elastin fibres in the ECM is very similar to
the structure of polymer chains in rubber-like materials. Hence, elastin forms a random
(thus uniformly distributed) network of coiled fibres which leads to an entropic nature
of the network elasticity. This direct similarity to rubber elasticityﬂ has been shown by
HOEVE & Frory [217, 218], DORRINGTON & McCruUM [98], GOSLINE [168], and AARON
& GOSLINE [I]. At this point, it is interesting to recall some explanations from Chapter [6]
especially those made in the context of Eq. . There it was explained that a purely
entropic energy of a single fibre, #; = —p.o0n., and the assumption of Gaussian statistics
for the entropy 7. leads for uniform fibre networks to an effective energy reminiscent of the
Neo-Hookean strain-energy function. This is quite remarkable, since WEIZSACKER ET AL.
[512] and HOLZAPFEL & WEIZSACKER [226] also adopted a Neo-Hookean strain-energy
function for the groundmatrix contribution V/gm in connection with the split introduced
in Eq. . Hence, it is reasonable to describe the groundmatrix of the ECM by means
of the isotropic, [;-based strain-energy function

HEF) = 57 (L= 3) + 3™ (= 1)(J = 3), (7.9)

g

4WEIS-FOGH & ANDERSEN [509] made a contradictory statement and argued that there is a significant
contribution of energetic elasticity. Thus, they questioned that the theory of rubber elasticity and random
network conformation is appropriate for modelling elastin. This entailed some lively discussions and
responses by other authors, in particular by HOEVE & FLORY [218]. In the end, subsequent studies
(mentioned in the text) showed that the results of WEIS-FOGH & ANDERSEN [509] have to be adequately
taken into account, but that the assumption of the random network conformation of elastin is still correct.
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where ;™ is the ground-state shear modulus of the groundmatrix. We remark that the
derivation of the Neo-Hookean energy from a network model with Gaussian statistics would
lead to a micromechanical meaning of the stiffness parameter 1™, because it would be the
product of the number of elastin chains in a unit volume, the Boltzmann constant and the
absolute temperature. However, we assume that the Neo-Hookean part of the energy %931
does not only describe the elastin network, but may also include contributions from other
groundmatrix components and thus proceed with a more general meaning of parameter

p™. Further, the first Piola-Kirchhoff stress associated with Eq. (7.9) is given by
m _ M 72 -T
P (F)=p " F+p (J-=2J)F " . (7.10)

An experimental confirmation and some further comments on the applicability of the Neo-
Hooke energy for modelling networks of elastin fibres (and hence the groundmatrix of the
ECM) can also be found in WATTON ET AL. [507].

The collagen reinforcement The collageneous structures in the ECM of the muscle are
described by means of the elastic energy #. ™. The collageneous structures themselves are
compounds of a large number of different collagen fibre types. In skeletal muscles, one can
identify (at least) fibres of type I, IT1, IV, V, VI, VIII, XII, XIII, XIV, XV, XVIII, and XIX,
see KOVANEN [259]. The various types can vary greatly in their mechanical properties and
their structural arrangement in the tissue. The amount and the influence on the mechanical
material behaviour of the different collagen fibre types usually depends on the examined
tissue, but the most dominant one is typically the collagen of type 1. It exhibits among
the different collagen types the largest contribution to the stiffness of biological tissues,
see GELSE ET AL. [I56]. One reason for that is its very aligned characteristic. While
there are collagen fibre types which form a loose random network similar to the previously
considered elastin fibres, collagen of type I is usually arranged in a very structured, helical
manner. In skeletal muscles, the type I fibres in the endomysium form a helical wrapping
around individual muscle fibres, see Figure[7.2h, whereas a similar wrapping around muscle
fascicles is provided by the perimysium, see PURSLOW & TROTTER [391] and PURSLOW
[389]. The whole muscle is accordingly coated by type I fibres in the epimysium, which is
not taken into account here.

In the following we present a modelling framework that allows the consideration of
different collagen fibre types and their individual properties, such as orientation and dis-
tribution. After these more general introductions, we will focus on the contribution of the
collagen fibres of type I. Starting point is a geometrical model of an idealised muscle fibre
that represents the shape of the polygonal fibres in the Z7& in an averaged sense. A
suitable formulation was presented in Section by defining the average muscle fibre
by means of the shape tensor Z; = ng, given in Eq. . Hence, the geometrical model
for an average (idealised) muscle fibre in the Z7& is defined as a cylinder of which the
longitudinal axis is aligned with the ef-axis and the cross section in the e!-el-plane is
circular. This is exemplary shown in Figure . Further, as the energy #™ has to
account for the collagen fibres in the endo- as well as in the perimysial layer, we postu-
late that an idealised muscle fascicle can accordingly be described by such a cylindrical
geometry. We assume that the different collagen fibre types form planar networks on the
surface of the muscle fibres/fascicles. This is supported by corresponding studies on the
endomysial layer by TROTTER & PURrRsLow [486] and PURsLOW & TROTTER [391], and
on the perimysial layer by PursLow [387, 388]. Next, we say that the fibre network on
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Figure 7.2: a) High resolution image of the endomysial layer and the collagen fibres contained therein.
The muscle fibre has been extracted. Figure from PURSLOW & TROTTER [391] with permission. b) An
average (idealised) muscle fibre based on the shape tensor Z; with helically wrapped collagen fibres and
the respective (tangential) unit vectors ag and by on an infinitesimal surface element. The polar angle ©
defines the angle between the fibre unit vectors and the longitudinal axis of the muscle fibre, ef.

the surface element of the idealised fibre/fascicle may contain two (mechanically equival-
ent) fibre families (clock- and counter-clockwise), which are parametrised by the two unit
vectors
ay(0, ®) = — sin[O] sin[®e’ + sin[O] cos[®]el, + cos[O]e
bo(O, ®) = +sin[O] sin[®]e] — sin[O] cos[P]el, + cos[O]el

by means of a polar angle © € [0,7) and an azimuthal angle ® € [0,27), see Figure [7.2p.
To account for the statistical orientation and dispersion of the individual collagen fibre
types in the ECM, we assume the existence of an individual orientation density function

(ODF) for each of them and that they read

p<(ag) = pS(by) = p&(0) p3(2). (7.12)

Therein, the superscript ¢ indicates the collagen fibre type and we implied that both fibre
families of the same fibre type have an identical ODF. Further, we assume that the ODF
can be split into a polar part p%(@) and an azimuthal part p5(®). It is reasonable to
postulate for the azimuthal distribution a homogeneous relation, pfb =po = 1/(27), since
the planar fibre network should be uniform around the surface of the muscle fibres, see also
HorowiTz ET AL. [231]. The possibility to include two fibre families of the same fibre
type is particularly useful for the description of the helical arrangement of type I fibres.
In contrast, for the description of fibre types with random distribution it is sufficient to
consider one fibre family. At this point it should be mentioned that the formulations
presented here for the planar fibre network on the surface of the idealised muscle fibre
are in line with the seminal studies on planar, two-dimensional collagen fibre networks by
LANIR [275] and LOKSHIN & LANIR [294]. Furthermore, it is obvious that the two unit

(7.11)
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vectors, ag and bg, exhibit a clear similarity with the unit vector vy that was introduced
in the context of the microsphere model in Chapter 6] This was already indicated by
the choice of the angles © and ® in the parametrisation of the vectors ay and by, which
correspond to the polar and the azimuthal angle in the spherical e}-coordinate system,
respectively, see Figure [6.Ip. These similarities allow us to consider the two vectors, ag
and by, in the e}~ instead of the el-coordinate system and thus in the idealised model of
the microsphere. Accordingly, all of the concepts introduced in Chapter [6] can be applied
directly to the collagen fibre networks examined here. It is thus consequent to describe
the elastic energy of a collagen fibre that is idealised by a unit vector ag or by by means of
individual hyperelastic potentials V/Cfc for each collagen fibre type. Further, the kinematics
of the two fibre families are defined by the maps

FS(0,0): ay — a*=FSay; and F$(0,®): by — b = F¢ by, (7.13)

which transport the referential vectors ag and by to their counterparts a¢ and b¢ in the
actual configuration, respectively. With this, deformation measures like the ones defined
in Eq. (6.3) can be defined accordingly. For instance, the actual stretches read

X(0,0) = [a| = Vas-a¢ and X{(O,P) = [b¢| = Vb - bC. (7.14)

To quantify the reorientation of individual vectors (and thus collagen fibres) it is useful
to refer to some fixed coordinate axis. For instance, the reorientation of ag and by with
respect to the longitudinal axis of the muscle fibre, el = €5, is measured by the difference
of the referential polar angle © and the actual polar angles 6$ and Qg, which are computed

from the relations
coslfS] = (A) ey = (A9 Ma§ and  cos[6f] = (AS) BE - € = (A) 6§, (7.15)

compare Eq. (2:18). The distinct second-order tensors F¢ and Fy in Eq. allow for
individual, non-affine deformations for each collagen fibre type. In general, those deform-
ations have to be computed from the energy minimisation principle defined in Eq. .
It should be noted in this connection that what was referred to in Chapter [6] as the mac-
roscale of the fibre network here represents the microscale of the muscle. This means that
the macroscopic deformation of the collagen fibre network is not the deformation gradient
F at the macroscopic position X, but the deformation gradient Fyy at a microscopic local
position X € BY". One could therefore say that the individual collagen fibres are defined
on a further length scale below the microscale, which can be denoted as nanoscald’] In
this work, however, we assume instead of individual non-affine kinematics for each collagen
fibre type affine deformations within the collagen fibre network. This leads to formula-
tions as provided in Section . Hence, the mapping tensors F and F;f coincide with
the deformation gradient, Fyy, of the surrounding ECM tissue at the microscopic local
position X € B, such that

FS=F° = Foy. (7.16)

5We recall from Section that the prefixes of the three length scales—micro, meso, and macro—do
not refer to absolute sizes, but put the scales in relation to each other. Therefore, the nanoscale does
not necessarily refer to the nanometre range (although this fits well in the present case), but is generally
introduced as a length scale below the microscale. Based on the meaning of the Greek word ndnos, the
nanoscale is accordingly a dwarf-scale.
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This implies that associated deformation measures become independent of the collagen
fibre types, such that a¢ = a, 6¢ = b, S = A, Ag = Xp, 05 = 0,, and GE = bp.
It was noted in Section as well as in Section that the assumption of uniform
deformations can serve as a good prediction if justified by experimental evidence. In this
connection, CHANDRAN & BAROCAS [75], JAYYOSI ET AL. [248], and KRASNY ET AL.
[260] carried out detailed studies and compared results based on the affinity assumption
with real deformations in collagen fibre networks observed from high resolution images.
They observed that collagen fibre networks generally show non-affine deformations, but
that the deviations resulting from the affinity assumption are often in an acceptable range.
In addition, pronounced non-affine effects often come into play during deformations which
are far from the physiologically sensible range for muscles.

As a last remark in relation to the kinematics of the fibre network, we note that the
interaction of the two fibre families can be accounted for by means of appropriate strain
measures, such as the one which is usually referred to as Jg-invariant. It is obtained by
formulating structural tensors M, = ag ® ay and M = by ® b, for the two fibre families
and introducing the scalar measure tr[M,MCyn| = (a ® ag) - (b ® bg) = cos[20]a - b,
where Coy = Fyh Fyn and ag- by = cos[20)], see SPENCER [457]. This strain measure can be
used as an argument for a correspondingly introduced interaction energy, as it was done,
for example, in the works of HOLZAPFEL & OGDEN [223] and NERURKAR ET AL. [353],
see also CHAGNON ET AL. [74]. However, we do not use such formulations in this work.

To obtain the effective response of the collageneous network, averaging operators are
introduced for each fibre type via

() = %/ﬁpé(@) ()de, (7.17)

where we recall from Eq. (6.5) that df2 = sin[©]dOd® € 2 describes an infinitesimal
area element on the microsphere surface (2. Further, we obtain formulations reminiscent
of the ones in Section [6.3] since we assumed a uniform fibre distribution in the azimuthal

orientation space. Accordingly, the normalisation condition for the remaining polar parts
of the ODF reads

/ " po(0)sin[0]dO = 1. (7.18)

It was further noted in Section that the polar ODF must be a univariate, m-periodic
function. A suitable formulation for the description of collagen networks is the von-Mises
distribution function, which is also presented in Appendix [B.2] It reads

ex CCOS — <
pS(0) = plb 271'[]20((2) @mm, (7.19)

where 69, is the mean of the distribution of a specific collagen fibre type, b is a parameter
for the spreading around the mean, and [ is the modified Bessel function of first kind of
order zero, given in Eq. (B.32)). After a consistent normalisation due to Eq. (7.18)), the
resulting polar ODF is given by pg(0) = pg(©)/I¢, where IS = [ pe,(O) sin[O] d6.
Finally, the resulting energy #™ for the collageneous part of the extracellular matrix
phase is obtained by the sum of the effective network responses of all accounted collagen
fibre types. The contribution of each collagen fibre type will be taken into consideration



7.2 Constitutive modelling of the phases 155

by introducing volume fractions n¢ for the individual collagen fibre types, along with the
saturation condition ZC n¢ = 1. With that, we obtain the transversely isotropic energy

W (F) =Y 0t (i (ha) + #5 (M) (7.20)
¢

For collagen fibre types that only consist of one fibre family, the second summand is
omitted. Further, by exploiting the structure of the vectors ay and by, it becomes clear
that they equally contribute to the average network quantities and that any difference in
orientation of the two fibre families will be averaged out. Hence, it suffices for fibre types
that consist of two fibre families to account for the contribution of one fibre family twice.

The predominant collagen fibres in the extracellular matrix of skeletal muscles are of type
I and III. These two types add up to a volume fraction of about 95% of the total collagen
amount in the endomysium, reported by DUANCE ET AL. [102], LicHT & CHAMPION
[288], and LISTRAT ET AL. [291]. As it is known that especially collagen of type I plays
a key role for the mechanical behaviour of biological tissues, see GELSE ET AL. [156], we
restrict ourselves to the consideration of type-I fibres, resulting in ¢ = {I}. We therefore
also omit the contribution of type-III fibres, which are much more compliant than fibres
of type I, see ASGARI ET AL. [14], and form a more loose, non-aligned mesh of fibres, see
KOVANEN [259]. Combining all arguments and definitions from above finally leads for the
anisotropic network energy to the compact form

W (Fo) = 200 (M) ) (7.21)

where n! is the volume fraction of type-I collagen in the ECM. For the sake of a compact
notation, we omit from Eq. onwards the superscript I for the strain energy V/C%, for
the ODF pg, and, accordingly, for the ODF parameters ©F and 0!, as well as the average
operator ((+))5,. Further, it has been tacitly assumed in the course of these explanations
that the fibre energy #;; depends on the stretch A\q. Such a formulation is employed in the
following, but can be generalised in a straightforward manner to include additional deform-
ations measures, such as the ones defined in Eq. , see also Section . Consequently,
a stretch-based formulation for the fibre energy entails for the first Piola—Kirchhoff stress
of the collagen reinforcement

PC )\u
PY(Fy) = 0, W™ = 20 <# a® a0>0 , (7.22)
where P = 0\, #4; is the scalar fibre stress, compare Eq. (6.18). The stiffness tensor L
is accordingly obtained from Eq. (6.21). In order to complete the modelling part on the
ECM, we remain with the specification of the fibre energy % of a single collagen type-I
fibre. That is the focus in the next section.

7.2.3 Modelling of collagen fibres

It has already been pointed out before that collageneous structures are important com-
ponents in biological tissues and that collagen fibres of type I play a decisive role in the
mechanical behaviour of the ECM. In turn, the mechanical properties of collagen fibres,
here expressed in form of the hyperelastic potential #;, are determined by their hierarch-
ical microstructure and the shape of the fibres themselves. We mention here again that
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A > Ay

Figure 7.3: Crimped and uncrimped state of a collagen fibre with initial waviness Ay .

only a brief overview on the physiological characteristics is given and we refer to the stand-
ard textbook of FRATZL [134] and the references contained therein for a deeper insight
into the topic. Starting on the smallest (considered) length scale, collagen fibres consist
of triple helical tropocollagen molecules with a diameter of about 1.5nm (1072 m) and a
length of about 300 nm. Multiple molecules are arranged in staggered arrays and form col-
lagen fibrils with diameters of about 50-250 nm. The molecules interact on the fibril-level
through intermolecular covalent cross-links (between two molecules) and so-called weak
bonds. Finally, bundles of densely packed fibrils form the collagen fibre. However, it should
be noted that the distinction between fibril and fibre is sometimes a little vague. Collagen
fibres usually appear in a crimped (curled, wavy, crinkled) form in the unloaded reference
configuration. The same applies to many of the substructures of collagen fibres, such as
the intermolecular cross-links. These properties have a major influence on the shape of the
stretch-stress curve that arises when the collagen fibre is subjected to a tensile force in its
longitudinal axis. Namely, this entails a classical J-shaped stretch-stress curve which con-
sists of a flat toe region at lower stretches, an intermediate heel region and a quasi-linear
region at higher stretches. In the toe region, the collagen fibre is crimped and the resist-
ance against tensile load is mainly due to a straightening of the collagen fibre itself as well
as to according straightening and alignment of underlying microstructures like the colla-
gen molecules. A large proportion of the elastic energy in this stretch range is entropic in
nature and stems from the removal of disorder in the molecular microstructure, see MISOF
ET AL. [336] and BUEHLER & WONG [64]. As the stretch increases, one can identify a
threshold stretch Ay, at which the collagen fibre itself becomes fully straightened, as de-
picted in Figure [7.3] Beyond this point, the elastic energy is mainly energetic in nature
and stems from the elongation of the collagen molecules and intermolecular sliding. This
means that the strain energy of a collagen fibre results from the stretch-induced changes
of the entropy 7 and the internal energy e and is given by % = pejo(ecf — 1)), compare
Eq. . Comprehensive multiscale models which take into account entropic and ener-
getic mechanisms during collagen stretching were proposed by, for example, BUEHLER [63],
TANG ET AL. [474], MACERI ET AL. [306, 307], and MARINO & VAIRO [313]. These mod-
els are based on a detailed description of the underlying microstructure and subsequent
upscaling and homogenisation steps. They rely on microstructural parameters, such as
the cross-link stiffness, and can be particularly helpful when modelling pathological cases
which go along changes of associated structures. Since these multiscale approaches are
often associated with considerable additional computational effort, MARINO ET AL. [311]
investigated how the microstructurally-based parameters correlate with the parameters
of generic strain-energy functions such as the exponential-based model from Eq. .
However, instead of employing multiscale models, one may proceed with a rather con-



7.2 Constitutive modelling of the phases 157

stitutive, structural-based approach by postulating that the energy of a fibre can be split
via

W\ = HEO) + H5(0). (7.23)

Therein, the contribution V/C}? accounts for the bending stiffness of the crimped collagen
fibre (and associated entropic effects in its microstructure) whereas #;; accounts for the
stretch-based elasticity of the uncrimped fibre. The first contribution may be obtained
by assuming specific geometrical forms for the fibre and formulating according structural
models. By doing so, a helical spring model was formulated by FREED & DOEHRING
[136] and GRYTz & MESCHKE [I72], an elastica-based model by GARIKIPATI ET AL.
[150], and a crimped beam model by MARINO & WRIGGERS [314]. Ultimately, the energy
contribution V/CF, associated with the toe region, is very small compared to the stretch-
based contribution #; and a reasonable assumption is to omit the first term in Eq. .
Hence, by setting %}3 = 0, the energy is fully specified by the stretch-based term, such

that # = #;. Subsequently, a simple but very useful prescription for the energy reads

1 2 :
S (A= Ay)7 ifA> Ay
%MM:{Qf

0 else ,

(7.24)

which has been proposed in the classical works of LAKE & ARMENIADES [273], LANIR
[275] and DECRAEMER ET AL. [93]. This formulation is similar to the quadratic potential
in Eq. , but it was added a case distinctionﬂ to exclude fibres which are not stretched
beyond the initial waviness \,,. Hence, we postulate that collagen fibres only store energy
when they are fully uncrimped and that they have no compressive stiffness. The derivation

of Eq. (7.24]) with respect to the stretch yields the scalar stress

A= Ay) if A > Ay

else ,

Py(X) = () = {g* (7.25)

which is required to compute the stress P™ in Eq. . We clearly see that Py de-
scribes a linear stretch-stress relationship for stretches beyond the initial waviness Ay,.
This is an advantage of this model, since strain-energy functions like the exponential one
in Eq. tend to overestimate stresses at higher stretches due to their highly nonlinear
nature. The same applies to the frequently used worm-like chain model. It was previously
noted that this model describes entropic elasticity, which, when used for collagen fibres,
leads to an unphysical inextensibility at high stretches, see MACERI ET AL. [306, [307].
Here, we can proceed with a further derivation of the stress P which yields the scalar
stiffness

(7.26)

0 else .

e IEA> Ay
Lg(\) = 5 #5(0) = { f

Hence, the scalar stiffness represents a piecewise constant step function, where the step is
at Ay and has the value of the fibre stiffness ji.

It is remarked that strain-energy functions of the form given in Eq. are often
accompanied with a distribution function for the initial waviness \,, denoted by p,,. This

6Such a case distinction can also be formulated by means of Macaulay brackets (also known as Féppl
symbol) ((-)) = [(-) +|()]]/2, such that #;(A) = pes(A — Aw)?/2. However, this entails a risk of confusion
with the averaging operators that are also defined via angle brackets and is therefore not used here.
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is based on the assumption that a vector (a space orientation) describes not only one single
fibre, but an entire population of fibres with different degrees of crimp. This generally
leads to an integral formulation for the strain-energy function of one space orientation.
We provide some further details and remarks on this aspect in Appendix[B.3] Moreover, we
formulate closed-form solutions for the case that p,, take the form of Beta and triangular
distributions. In the following, however, we proceed with formulation (7.24]), which is
equivalent to choosing a Dirac delta function for p,, .

Finally, it is interesting to compare the material model for the ECM formulated in
Sections [7.2.2] and [7.2.3] with the modelling assumptions for fibrous tissues that were
formulated in the seminal work of LANIR [276]:

(L1) FEach fiber is thin and perfectly flexible. It has no compressive strength and if con-
tracted will buckle under zero load.

(L2) The effect of the matriz flow during deformation is that of a hydrostatic pressure.
The flow stops at the point when the forces binding the matriz to the fibers counteract
the effect of the pressure.

(L3) FEach fiber is subjected to a uniazial strain which is the tensorial transformation of
the overall strain in the fiber’s direction (affine deformation).

(L4) The kinematics of the fiber vector [...], correspond to that of a straight fiber and are
subject to the assumptions [...][(L1)-(L3)]. Thus a stretched fiber coincides with its
vector.

(L5) The unfolding of the fiber during deformation squeezes the fluid matriz. The matriz’s
reaction 1s through hydrostatic pressure.

We may refer to them as Lanir’s assumptions for fibrous tissues. Accordance with these
assumptions is not really a must, but they provide a good overview of the most important
phenomena in fibrous tissues that should be taken into account and are therefore good
indicators for the suitability of the model. In our case, (L1) is taken into account by the
energy function selected in Eq. for individual collagen fibres and (L3) is covered
by the affine deformation prescription in Eq. . (L2) agrees with the here made
assumption that the contribution of the ground substance of the ECM is mostly through
hydrostatic pressure in order to maintain the incompressibility of the tissue. (L4) and
(L5) were added by |LANIR for tissues with crimped collagen fibres. (L4) is fully in line
with the basic principle of the microsphere model which states that fibres are idealised
by a straight vector that connects the end points of the fibre, see Section [6.1] Finally,
concerning (L5), the model does not directly include the effect of the matrix squeezing
during fibre uncrimping (unfolding), but accounts for the hydrostatic pressure of the matrix
upon deformation in a general sense.

7.3 The effective behaviour on the macroscale

In this section we formulate the effective strain energy at the macroscopic point & which
occurs due to a macroscopic deformation F. Two approaches for this will be presented in
the following. The first one formulates an estimate for the macroscopic energy by means
of the tangent second-order homogenisation method presented in Chapter |5, The second
approach is based on the Voigt assumption and therefore postulates that the deformations
in the microstructure are uniform. In both cases, the model assumptions made up to
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this point and the constitutive modelling of the two phases on the microscale lead to
an incompressible, transversely isotropic material behaviour on the macroscale. In turn,
this entails that the macroscopic material response becomes a function of an appropriate
transversely isotropic set of macroscopic strain invariants, which serves as integrity basis
for the macroscopic Cauchy-Green strain C and the structural tensor M, where the
latter indicates the direction of the muscle fibres. The transverse isotropy results from
the statistical considerations in Section [7.1.3] in particular the definition of the shape
tensor ng, and from the description of the two phases. In turn, the transverse isotropy
of the energy #.™ is a direct consequence of the shape tensor Z;, which describes the
average shape of the muscle fibres in the Z7#&. This means that the material symmetry
on the macroscale follows directly from the composition of the microstructure and the
arrangement of the two phases. Changes in these statistical descriptions would directly
result in corresponding material symmetries on the macroscale.

7.3.1 The effective behaviour based on variational homogenisation

Appropriate estimates for the effective macroscopic strain energy of the multiscale muscle
model can be generated by means of the TSO homogenisation method from Chapter 5| It
takes into account the microstructural composition (described by the characteristic func-
tions 2°*) by means of one- and two-point probabilities through the volume fractions
and the microstructural P-tensor, which in turn depends on the shape tensors ng and
Z;. This means that the TSO estimate accounts for the shape and the orientation of the
fibres (the inclusion) and their distribution. The TSO estimate for the effective macro-
scopic strain-energy function of a two-phase composite with fibrous microstructure and
incompressible, transversely isotropic phases is given in Eq. and reads

W(F) = n [#3(Fy) + 1 (F — Fy) - B3, (Fy, )] +n™ [#(Bw) + L(F - F) -am<1(«;m>]7),

2

where P;fp = P/f + oS FS’T. The macroscopic deformation gradient F' in expression
is formulated in the generic form (5.83), along with (5.84), whereas the fibre deformation
F; is given by Eqs and (5.87). The matrix deformation Fiy is expressed in terms
of F; by utilising the overall average condition . Consequently, the computation of
the energy # demands to solve for four scalar unknowns. These are the three unknown
coefficients of the average fibre deformation Fj, hence, the longitudinal shear 7z, the
transverse shear 7z and the coupling measure gggw, and the constraint pressure 3. The
required four scalar equations are the (1,1)-, (2,2)-, (3,1)-, and (3,2)-components of the
tensorial equation (5.79). Further, the macroscopic first Piola-Kirchhoff stress tensor
P = apiﬂvcan be computed from Eq. , along with the associated remarks.

7.3.2 The effective behaviour based on the Voigt assumption

We have to assume that a heterogeneous deformation field on the microscale based on a
variational energy minimisation is the most accurate solution we can obtain. However, it
has already been mentioned a few times in this work that the assumption of homogeneous
microscopic deformations may be a suitable approach if it can be justified by further con-
siderations. For the specific case of skeletal muscle tissue, Funa [145] provides arguments
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motivated through its underlying physiology why the relative motion of the two phases
might be of minor importance. He states that

“[...Jthe muscle cells and the surrounding tissues are so well integrated that their
relative motion has probably little significance.”

Thus, FUNG| does not deny heterogeneous deformations per se, but he considers their
influence on the mechanical behaviour of the overall muscle to be negligible. The reason for
this is a somewhat broader interpretation of the importance of the protein structures, such
as dystrophin, that has already been mentioned in Section [7.1.2] Instead of only assuming
perfect bonding at the interface between muscle fibre and ECM, FUNG/s postulate goes a
step further and states a more general, very close interconnection of the two phases. Based
on these explanations, it seems sensible to suggest an alternative uniform prescription

F(X)=F (7.28)
for the microscopic deformations. This entails the Voigt estimate
W (F) =n® #3(F) +n™ #(F) (7.29)

for the macroscopic strain-energy function. It was noted in Section that pathological
changes in muscle tissue can weaken the internal structure and question the assumption of
perfect bonding at the interface of the two phases. Of course, this applies all the more to
the affinity assumption made here for the entire microscopic deformation. This means that
the use of the Voigt estimate should be restricted especially to the modelling and
simulation of healthy muscle tissue. Further, it was noted in Section that the Voigt
estimate generally takes into account the microstructure only by means of the volume
fractions, which describe the one-point probabilities of the characteristic functions 2.
However, in addition to this explicit consideration of the microstructural statistics, it is
very interesting to note that the energy in Eq. also contains an implicit dependence
on the shape tensor Z; through the strain-energy function #.™. This means that the Voigt
estimate takes into account the shape and the orientation of the muscle fibres. Finally,
the macroscopic first Piola—Kirchhoff stress tensor based on the Voigt estimate reads

Py(F) =05y — o JF T =03 PY(F)+n™" P (F) - g JF ", (7.30)

Therein, 8p7ﬂ_v constitutes the macroscopic extra stress and ¢ is a macroscopic Lag-
range multiplier which comes into play because of the macroscopic incompressibility con-

straint ((7.5]), compare Eq. (3.27)).



161

8 Parameters, Results and Discussion of the
Multiscale Muscle Model

8.1 Model Parameters

The constitutive modelling of the two phases in Section [7.2| results in an overall model for
skeletal muscle tissue with eight model parameters. Table[8.I]summarises these parameters,
classifies them as material or structural parameters, and describes the microstructural
meaning. The three material parameters uS, p™, p are directly connected to stiffnesses
of the microstructural components, whereas the two volume fractions n™, n! refer to the
microstructural composition of the material and the three remaining parameters Ay, Oy,
b characterise the structure of the collagen type-I fibre network. It becomes obvious that
especially the collagen network plays a key role within this new modelling approach. The
choice of specific model parameters is a crucial step towards a meaningful material model,
thus, we aim to give a broad overview over literature data and variations of the three
material and the five structural parameters in this section.

8.1.1 Material parameters

As shown in Table 8.1} the proposed model contains three material parameters related to
the stiffness of microstructural components. One of the parameters describes the stiffness
of the muscle fibres while the other two describe stiffnesses inside the extracellular matrix
structure.

Muscle fibre The choice of a Neo-Hookean energy for the description of the muscle fibres
was motivated in Section by the nearly-linear stretch-stress relationships observed
by MEYER & LIEBER [324] and SMITH ET AL. [452]. Consequently, the data of SMITH
ET AL. [452] are used for the estimation of the material parameter ;5. Therein, the relevant
experiments are performed on isolated muscle fibres of human gracilis and semitendinosus
muscles. Taking the reported averaged sarcomere slack length of 2.31 um, see SMITH
ET AL. [452], as the stress-free reference configuration, a standard least-squares fitting
routine yields the parameter ugrac = 12.452kN/m? for the gracilis muscle data and ;8 ; =

’ parameter ‘ classification ‘ meaning ‘

n™ structural volume fraction of the ECM

n! structural volume fraction of type-I collagen fibres inside the ECM
us material (passive) stiffness of the muscle fibre

u™ material stiffness of the isotropic groundmatrix of the ECM

fef material stiffness of type-I collagen fibres/fibrils

Aw structural waviness of the type-I collagen fibres

Om structural mean preferred orientation of the type-I collagen fibres
b structural spreading/dispersion of the type-I collagen fibres

Table 8.1: Summary, classification and meaning of the eight model parameters for the presented skeletal
muscle model, which result from the constitutive modelling of the two phases in Section
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ECM groundmatrix stiffness
study [kN/m?] (& SD) specimen
[226] 61.046 abdominal aorta rat
9.5852 tail artery
[222] 0.3 adventitia layer rabbit carotid artery
3 media layer
[225] 15.12 4+ 9.32 adventitia layer human coronary artery
2.54 +£1.26 media layer
55.8 £21.18 intima layer
[109] 0.5 nucleus pulposus | human intervertebral disc
950 annulus fibrosus

Table 8.2: Collection of stiffness values for the Neo-Hookean material parameter describing the ground-
matrix part of the extracellular matrix in different biological tissues. The data from HOLZAPFEL &
WEIZSACKER [226] and HOLZAPFEL ET AL. [225] result from own experiments, whereas the model of
HOLZAPFEL ET AL. [222] was fitted to experimental data by CHUONG & FuNG [77] and the model of
EHLERS ET AL. [109] was fitted to experimental data by IATRIDIS ET AL. [238]. (SD=standard deviation)

14.440 kN /m? for the semitendinosus muscle data. Utilising both muscle data in a single
optimisation step, an averaged parameter for the muscle fibre of u¥ = 13.446kN/m? is
obtained. This is equivalent to the mean between 4f,,. and pS .. Recalling that the
muscle fibre stiffness is of less influence on the overall muscle stiffness and the fact that
113 e and S . differ only moderately, we proceed with u¥ = 13.446 kN /m? to describe the
mechanical behaviour of the skeletal muscle fibre.

Extracellular matrix The constitutive description of the ECM in terms of the energy
#™ contains the two material parameters 4™ and g, which account for the stiffness of
the ECM groundmatrix and the collagen type-I fibres, respectively.

As explained in Section the groundmatrix energy part %sm and its material para-
meter ™ account for the non-collageneous parts of the extracellular matrix, which are,
for instance, the elastin fibres and proteoglycans. A collection of reported values for the
Neo-Hookean stiffness parameter ™ is given in Table . Obviously, the summarised
stiffness values show a very broad variation not only between the different types of spe-
cimen but also between different subjects of the same tissue type, observable from the
standard deviations in the experiments of HOLZAPFEL ET AL. [225]. In general, these
variations make it very difficult to find an appropriate and reliable parameter for the
ECM groundmatrix, especially for materials where the ECM occupies large portions of
the tissue, like in the specimen used in the reported experiments. In muscle tissue, how-
ever, the groundmatrix of extracellular matrix content is small. Further, the elastin fibres
in the groundmatrix have an about 1000 times smaller stiffness than collagen fibres, see
GOSLINE ET AL. [167], which means that the contribution of the collagen fibres clearly
dominates the passive mechanical behaviour of the tissue. Given the range of reported
numbers, for example by HOLZAPFEL ET AL. [225], the groundmatrix stiffness parameter
is chosen herein as y™ = 40kN/m?, which is a reasonable choice given the overall range
of reported parameters.

The second material parameter related to the ECM is the stiffness p of a collagen type-
I fibre. Due to its importance for the mechanical behaviour of many different biological
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tissues, there exist a comprehensive body of literature about the properties of type-I
collagen fibres. The general stretch-stress relation of collagen fibres can be described by
a flat toe region at the beginning that eventually evolves to a nearly-linear stretch-stress
curve after the initially crimped fibres have been uncrimped at higher stretches. Thus,
most studies report on the constant stiffness of the linear stretch-strain region in the form
of a scalar modulus, which is sometimes also referred to as Young’s modulus. However,
Young’s modulus is no suitable term for a stiffness quantity in the finite deformation regime
and the scalar modulus (or an incremental Young’s modulus) has to be properly defined.
For instance, a scalar nominal tangent moduli can be formulated as Fp = 0\P = 8?\27/
and, analogously, a scalar Cauchy tangent moduli might be introduced as E, = di,5 0, see
MinAl & GORIELY [333]. From the previous consideration, we are already familiar with
the nominal description and we identify P = 0,\# as the scalar nominal stress, whereas
o = AO\# is a scalar Cauchy stress (X is of course the stretch parameter). With these
considerations and the definition given in Eq. (7.24)), the parameter i is identified as a
constant nominal tangent modulus. From experimental studies, however, the nature of the
moduli provided in these studies is not always clear and care needs to be taken. Moreover,
experiments based on methods like indentation do not necessarily provide information
on the required tensile stiffness due to the anisotropy of the collagen fibres, see WENGER
ET AL. [513]. Further, the experimentally observed collagen stiffness seems to be dependent
on the surrounding conditions (for example, ambient or in solution), see VAN DER R1JT
ET AL. [40I]. Nominal moduli for the tensile stiffness of collagen type-I fibrils/fibres
were reported by, for example, SASAKI & ODAJIMA [418] and GENTLEMAN ET AL. [159].
SASAKI & OpAJIMA [418] reports a value of 43 GN/m? and GENTLEMAN ET AL. [159]
fibre-diameter-dependent values ranging between 26.97 GN/m? and 48.47 GN/m?. In both
of these studies, the collagen was extracted from the bovine achilles tendon. SHEN ET AL.
[436] measured moduli in a range of 860 + 450 MN/m? for collagen extracted from the sea
cucumber dermis. These magnitudes were also reported in the studies of VAN DER RIJT
ET AL. [401], which were used by GINDRE ET AL. [163] in their simulations.

8.1.2 Structural parameters

In addition to the material parameters, the proposed model also requires the specification
of the five structural parameters associated with its microstructure, which are the two
volume fractions n™ and n!, and the three parameters )\, ©,, and b describing the col-
lageneous network, see Table [8.1] Assuming experimental muscle tissue specimen sizes in
the millimetre or centimetre range, the specimen contain representative amounts of muscle
fibres and muscle fibre bundles. Thus, to compare model predictions with experimental
results, structural parameters for endo- and perimysium need to be taken into account by
appropriate adding or averaging, see also GINDRE ET AL. [163].

The volume fractions n® and n™ The volume fraction n™ accounts for the amount

of connective tissue and is obtained by the sum of the perimysial content n™® . and the

peri
: m .
endomysial content n; ,,, hence:

n™ = n?ﬁri +n2 . (8.1)

For bovine muscles, PURSLOW [389] reported values in the range of 0.43% — 4.6% for n)q

and 0.47% —1.2% for n™, . In general, they observed higher variations for the perimysium
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amount of dry connective tissue amount of collagen type I
w.r.t. to total dry muscle w.r.t. to the sum of types I and II1
perimysium endomysiurn perimysium endomysium
muscle per1 [%] endo [%] perl [%] endo [%]
a) 1.4 0.5 56.8 44.8
b) 1.7 0.3 75.5 46.7
c) 4.7 0.3 59.3 41.5
d) 6.4 0.1 58.3 43.6
e) 7.0 n.d. 63.5 41.4
f) 3.3 0.5 59.5 41.9

Table 8.3: Experimental data on the microstructural composition of the perimysial- and endomysial
layers for six bovine muscles extracted from data published in LIGHT ET AL. [289]. a) Psoas major, b)
Longissimus dorsi, ¢) Pectoralis profundis, d) Semitendinosus, e) Gastrocnemius, f) Sternomandibularis.
(w.r.t.= with respect to, n.d.=not determined)

than for the endomysium. LIGHT ET AL. [289] presented an extensive study on six different
types of bovine muscles and reported 1.4% —7.0% for n2%; and 0.1% — 0.5% for nl;,. The
experimental results of LIGHT ET AL. [289] are summarlsed in Table [8.3] For the volume
fraction n™ (without distinguishing between peri- and endomysial contribution), LIEBER
ET AL. [287] found a value of 5%.

The volume fraction n! The volume fraction n' can be calculated by a weighted mean

between the peri- and the endomysial tissues via

m coll I&IH coll 1&ITT
’I’LI o nperi nperi nperl perl + nendo Mendo Mendo Tendo (8 2)

+nM

perl endo

coll coll

Therein, ny; and ngyj, account for the amount of collageneous tissue inside the respect-
ive connective tissues, while n}fggl and n'I describe the amount of collagen type-I & -I11
fibres inside the respective collageneous tissues. Based on the works of LiGHT & CHAM-
PION [288] and LIGHT ET AL. [289] coll is 95.3%, nl is 42.4%, and ni¥Il s equal to

perl endo peri

nM¥land 95%. Table hsts Ny and nl g for six bovine muscles. For the semitendi-
nosus muscle, for example, nl is 0.52 and for psoas major, n' is 0.43. This coincides with

the range of values reported in LISTRAT ET AL. [291].

The waviness parameter )\, For the waviness parameter \,,, we refer to a recent study
of MOHAMMADKHAH ET AL. [339]. They comprehensively investigated the waviness of
collagen fibres in chicken and porcine skeletal muscle tissue for the undeformed and for
various deformed states. MOHAMMADKHAH ET AL. [339] experimentally determined for
the reference configuration a A, between 1.12 and 1.17. For completeness, we also refer
to the images in the works of ROWE [410] and TROTTER & PURsLow [486], where the
crimped state of the fibres is depicted very nicely and which can serve as a basis for an
image-based estimation of the waviness parameter.

The mean orientation ©,, The mean orientation ©,, of the collagen fibre type I fibres
in the perimysial layer is frequently reported to be around 55 degree, see, for example,
Rowe [410] and PursLow [387, 389]. In the endomysial layer, ©,, is found to be around
59 degree, as reported by, for example, PURSLOW & TROTTER [391].
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The collagen dispersion b Further, the parameter b describes the spreading/dispersion
of the collagen type-I fibres around the mean orientation ©,,. Figure shows the 7-
periodic von Mises probability density function pg for some exemplary values of b. Com-
paring these probabilities to experimentally measured distributions for the endomysial
layer by PURSLOW & TROTTER [391], it can be concluded that in endomysium b ranges
around 1 and thus shows a rather wide distribution over the polar orientation space. Yet,
the study of PURSLOW & TROTTER [391] refined the understanding of the collagen dis-
tribution in the endomysial layer, which before was commonly assumed to be completely
randomly oriented, such as in TROTTER & PURSLOW [486]. In contrast, the collagen
fibres in the perimysial layer are much more aligned around the mean orientation ©,, and
form well-ordered sheets of criss-crossed arrangement, see, for instance, ROwWe [411] or
PursLow [387]. Unfortunately, there are no experimental studies reporting on the colla-
gen orientation in the perimysium in the form of detailed distribution diagrams. However,
from Figure it can be concluded that a value for the parameter b around 10 might
well describe the aligned characteristic of the perimysial collageneous tissue. A reasonable
range for the spreading parameter b describing endo- and perimysium in an averaged sense
might thus be given between around 1 and 10.

For completeness, we remark that if distinct values are given for the peri- and the
endomysium, the network quantities Ay, O, b are derived by the weighted averaging

m m
Nperi Fperi + Mendo Pendo

m m
peri + Nendo

r= (8.3)

n

between the peri- and endomysial quantities, e and Iengo, for I' = { Ay, O, b}.

8.2 Results and Discussion

In this section, results for the previously introduced muscle model are presented and
discussed. We focus on the microstructure-originated characteristics of the presented con-
stitutive description rather than on an extensive calibration of the model parameters to
macroscopic experiments. Further, the following examples shall depict the capabilities of
the new model to predict macroscopic properties without explicitly assuming them in the
form of macroscopic constitutive assumptions. In this sense, it suffices in the following to
consider the Voigt estimate #4; as the macroscopic strain energy of the muscle tissue. We
first present in Section results for the collagen fibre stretch in order to demonstrate
that the microstructure exhibits distinct reactions if subjected to different macroscopic
deformations. Moreover, we will show that a few microscopic model parameters are suffi-
cient to capture with the new model the experimentally-observed anisotropic mechanical
behaviour of skeletal passive muscle tissue, in particular if the tissue is subjected to uni-
axial tension experiments in muscle fibre direction (Section and transverse to the
muscle fibre direction (Section [8.2.3). The dependence of the new model on the full set of
transversely isotropic invariants will be highlighted in Sections [8.2.4] and [8.2.5 where it is
shown that the I,- and Js-dependencies are direct consequences of the presented multiscale
modelling framework without the need of calibrating any according macroscopic material
parameter. Remark that the simulations in Sections to [8.2.5] are performed using
a self-written MATLAB code, which allows to compute the integrals involved in the aver-
aging operation ((-))g for the energy #.™ and the stress P™ of the collageneous tissue by
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means of the build-in adaptive quadrature function integral2, see SHAMPINE [431], [432].
The accuracy of the integration is ensured by setting the tolerances of integral2 to 107°.
However, such adaptive quadrature schemes are not optimal with respect to computa-
tional efficiency and appropriate quadrature schemes with a fix number of suitable chosen
discrete points as introduced in Section should be considered for scenarios where the
simulation time becomes a critical factor.

8.2.1 Macroscopically-driven collagen fibre stretch

First, we investigate the potential of choosing a comprehensive description for the collagen
fibre kinematics as introduced within this model. The deformation of the collagen fibres on
the microscale is driven by the macroscopic deformation, F', and comprises a length change
and a reorientation of the collagen fibre end-to-end axis. Thereby, the collagen kinematics
follow in the presented model from the detailed description of the microstructure and
are not artificially introduced as a macroscopic constitutive assumption. This clearly
distinguishes the proposed model from other microstructurally-based muscle models like
the ones by GINDRE ET AL. [163] and SPYROU ET AL. [459, 460]. For a fibre which is
parametrised by vector ag, see Eq. , length changes due to a general macroscopic
deformation, described by the generic tensor F*, are given by

Mo 36, 050, ®) = (A sin?(©] sin?(®] + (A, /2 sinf@] cos[®] - 5 sin[6] sin[®])?

+ (A cos[O] — 4 sin[O)] sin[® — ,])2} 2.
(8.4)
Therein, we made use of the incompressible formulation for F", such that A\,
becomes a direct function of the four macroscopic strain invariants {\;, i, %, 157} Now,
we investigate the microscopic collagen fibre stretch as a consequence of applying certain
specific macroscopic loading conditions. This is achieved by subsequently simplifying
Eq. for the cases of pure uniaxial stretch (5, = 4, = 0), longitudinal shear (A, = 1,
4, = 0), and transverse shear (A, = 1, 4, = 0). To illustrate the fibre stretch A, over the
range of © and ®, we make use of an azimuthal equidistant projection plot. In such plots,
the upper half of a three-dimensional unit sphere is projected onto a two-dimensional
plane, see Figure 8.1 The restriction to the upper half sphere (© € [0, 7/2]) is justified by
symmetry and entails a clearer visualisation of the results. Further, since the investigations
in this section are purely kinematical, no model parameters have to be specified.
For uniaxial stretch in the preferred direction (3, = 4 = 0), relation for the
collagen stretch can be simplified to

Nl o = /(X cos2[] + sin?[]) /X (8.5)

and the stretch becomes independent of the azimuthal angle ® and the coupling invariant
.. A collagen-stretch model of form (8.5)) was also proposed by PURSLOW [387] and serves
as full kinematical description for the collagen fibres in, for example, GINDRE ET AL. [163]
and SPYROU ET AL. [459] [460]. However, in those works, relation is constitutively
obtained by considering the change in length of the diagonal of a rectangle, where the
latter depicts the unwrapped surface of an incompressible cylinder subject to a stretch
M¢. In contrast, in the proposed model Eq. is directly obtained from the microscopic
descriptions of the collageneous structure. This rigorous microstructural approach will
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Figure 8.1: Illustration of the azimuthal equidistant projection over the upper half of the unit sphere.
The azimuthal angle of the three-dimensional space, 1, is depicted in the two-dimensional projection as
angular /azimuthal angle, while the polar angle © is depicted in radial direction and ranges from 0 to 7/2.
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Figure 8.2: Projection plot of the collagen fibre stretch A\, due to a) a uniaxial tensile stretch A, = 1.675
in preferred direction @, b) a uniaxial compressive stretch A, = 0.539, c) a longitudinal shear deformation
¥ = 1.0 with 1/;7 = 0 and d) a transverse shear deformation 4, = 1.0. The range of values is Ay €
{0.773,1.675} for a), Aq € {0.539,1.362} for b), and A\, € {0.618,1.618} for c) and d).

fibre stretch \q

a) b)

especially prove to be beneficial when the collagen fibres are subjected to general and
more complex macroscopic deformations.

Figure depicts the resulting projection plot for the collagen stretch A\, for a macro-
scopic stretch of Ay = 1.675. The plot exhibits radial symmetry due to the ®-independence
of relation . Moreover, the maximum value for the collagen stretch occurs at © = 0
and is equal to the applied macroscopic stretch )\, whereas the minimum value at © = 7/2
is exactly the transverse stretch 1 /\/5\—@ The stretch A, = 1.675 is chosen such that the
axisymmetric shear 7, is 1.0.

Figure [8.2b shows the distribution of the collagen fibre stretch for a macroscopic com-
pressive stretch of Ay = 0.539, which corresponds to 7, = —1. The plot is radial symmetric
like Figure 8.2h. However, the minimum value of the collagen stretch now occurs at © = 0
and equals the applied macroscopic stretch )y, while the maximum value is observed at
O =7/2.

For a longitudinal shear deformation (A, = 1,% = 0), Eq. simplifies to

)‘“|Xg:1,m:0 = \/Sinz[@] — (% sin[O)] sin[® — ¢,] — cos[O])2. (8.6)
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Figure 8.3: Projection plot of the collagen fibre stretch A\q due to a combined stretch and shear loading
with Ay = 1.675, ¢ = 4y = 1.0, and four different values {0, 1,2,3} of the coupling invariant t.,. The
range of values over all four cases is Ay € {0.359,2.110}.

In contrast to Eq. of the previously investigated uniaxial loading case, the collagen
fibre stretch is now dependent on the azimuthal angle ® and the macroscopic coupling
invariant 1;7. However, the dependence on zﬁv only phase shifts the collagen stretch with
respect to the azimuthal orientation and does not alter the averaged results after the
integration over the range ® € [0,27) within the operator ((-))p. Hence, the network
energy #.% is for the longitudinal shear independent on the choice of @EW. This confirms
the statement that 1% can be chosen arbitrarily whenever 74,4, = 0, see Section m
The collagen stretches resulting from 4, = 1.0 and "457 = 0 in Eq. are plotted in
Figure [8.2c.

For transverse shear, the collagen stretch is given by

/\a|/—\l:1ﬁe:0 = \/COS2 [©] + sin’[O] (sin®[®] + (cos[®] — ¥ sin[®])?) . (8.7)

This relation is independent of the coupling invariant 1% as expected. The result for a
transverse shear 7, = 1.0 is shown in Figure 8.2d. As for the longitudinal shear, the
dependence on the azimuthal angle ® indicates that this projection plot does not obey
radial symmetry.

In order to highlight the generality of Eq. , we also want to investigate the scenario
of combined axisymmetric, longitudinal and transverse shear deformation with A\, = 1.675
(corresponding to 7, = 1.0) and 9, = 4 = 1.0. Under these conditions, the collagen
stretch A\, additionally depends on the coupling invariant @Ew- Figure exemplary shows
the collagen stretch for four different values v, = {0,1,2,3}. From Figure , one clearly
observes that the four different loadings not only cause a phase shift but also affect the
results of the integration when evaluating the averaging operation ((-)), and, hence, the
network energy #. ™.

Concluding this section, we want to emphasise that the comprehensive description for
the collagen fibre kinematics within the presented model results in distinct fibre-stretch
distributions for different macroscopic deformations. By recalling the case distinction
in the collagen fibre energy as defined in Eq. , it becomes clear that the detailed
knowledge about the stretch distribution is essential for the exclusion of fibres which are
not stretched beyond the waviness threshold, hence for fibres with \q < A, which should
not contribute to the network energy. This switch is very important in collageneous tissue,
as discussed, for example, by HOLZAPFEL & OGDEN [224]. The present model includes the
switch for general macroscopic loadings in a natural way without the need of computing
critical angles or any other additional procedure.
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Figure 8.4: a) Collection of tensile experiments on skeletal muscle tissue. The blue and red shaded areas
depict the standard deviations of the results of CALVO ET AL. [67] and TAKAZA ET AL. [471], respectively.
The experiments of HAWKINS & BEY [I90] and CALVO ET AL. [67] were performed on rat tibialis anterior
muscles, whereas MORROW ET AL. [344] used rabbit digitorum longus muscles and TAKAZA ET AL. [47]]
used pig longissimus dorsi muscles. b) Collection of simulation results for uniaxial tension and different
combinations of model parameters. Lines without and with markers depict volume fractions according
to longissimus dorsi and semitendinosus, respectively. Solid and dashed lines define the different collagen
stiffnesses 5 = {300,500} MN/m?, and the line colours {blue, red, yellow, purple} stand for the different

wavinesses Ay, = {1.05,1.1,1.15,1.2}.

8.2.2 Uniaxial tension in muscle fibre direction

Most mechanical tests on skeletal muscle tissue are tension tests in the direction of the
muscle fibre orientation, for example, in HAWKINS & Bey [190], CALvO ET AL. [67],
MORROW ET AL. [344], and TAKAZA ET AL. [471]. Figure shows the results of these
experimental studies in one graph. This figure impressively demonstrates the large inter-
tissue variations, since HAWKINS & BEY [190] and CALVO ET AL. [67] performed experi-
ments on the rat tibialis anterior, MORROW ET AL. [344] on the rabbit digitorum longus
muscle, and TAKAZA ET AL. [471] on the pig longissimus dorsi muscle. Noticeable are the
different shapes of the stress-strain relations, which strongly indicates microstructural al-
terations in the specimen. In addition, Figure shows the large intra-tissue variations,
visible through the large standard deviation in the experiments of CALVO ET AL. [67].
This suggests that microstructural variations are also present among specimen of the same
muscle type.

In what follows, we demonstrate the ability of the proposed model to capture such vari-
ations by varying the model parameters for ranges reported in literature and summarised
in Section [8.1] Note, it is not the aim to calibrate the model to macroscopic experimental
data. The macroscopic behaviour should be a consequence of microstructurally changes
and not the microstructural material parameters a consequence of macroscopic behaviour.
A description based on macroscopic calibration does not make sense within the context
of this work, as we aim to clearly follow a bottom-up approach and to investigate how
changes in the microstructural components effect the macroscopic behaviour.

To demonstrate the model’s ability to capture microstructural variations on the mac-
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stress

stretch

Figure 8.5: Schematic diagram of the main influence regions of the model parameters on the strain-
stress-curve of skeletal muscle tissue subject to uniaxial tension in muscle fibre direction.

roscopic scale, we assume n™ € {0.02,0.065} and n! € {0.63,0.52} (hence, the values for
the longissimus dorsi and semitendinosus given in Table . The values for the colla-
gen stiffness are p; = {300,500} MN/m? and four distinct waviness parameters, A, €
{1.05,1.1,1.15,1.2}. The remaining parameters are p¥ = 13.446 kN /m?, ;™ = 40kN/m?,
O = 55°, and b = 5. The amount of parameter combinations was chosen such that indi-
vidual stretch-stress curves can still be distinguished and linked to the according paramet-
ers. Further, the deformation gradient is given by F = \, 1/2 (e1®@e+ey;®ey)+ M es@es
and @ = e;. We want to remark that for these unlax1al (axisymmetric) deformations,
the deformation field in the microstructure is indeed uniform and the Voigt assumption
in Eq. ( - 7.28)) depicts an exact result for the considered classes of materials. This means

that the energy #4 is identical to the TSO-based energy W from Eq. - Moreover
the collagen fibre kinematics under this loading condition are according to Eq. (8.5)). The
stress responses for A\, € [1.0,1.4] are shown in Figure . By comparing those results
with the experiments in Figure [8.4h, one observes that the range of simulation results
qualitatively matches the experimentally measured stress curves. Individual character-
istics and shapes of the experimental curves, for example shorter or longer toe region,
can be represented by the model by altering the respective microstructural parameters,
for example the waviness \,,. The exact correlation of the model parameters on specific
regions of the stretch-stress-curve would require an appropriate sensitivity analysis on the
parameters, which is not the scope of this paper. However, a schematic diagram for the
main influence regions of the model parameters during uniaxial stretch can be provided in
form of Figure [8.5] where it is especially highlighted that the amount and the stiffness of
collagen type-I fibres influence the slope of the curve at higher stretches.

A quantitative comparison between experimental results and our proposed approach
does not make sense, since none of the existing experimental studies report on the re-
quired microstructural components that are needed for our proposed approach. Moreover,
the workflow from cutting, freezing, thawing to testing of tissue specimen encompasses
many challenges and even small changes within the prepared tissue may alter the experi-
mental results. Hence only a qualitative comparison is possible. On the other hand, one
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Figure 8.6: a) Stress responses Py and P due to a uniaxial stretch \; transverse to the muscle fibre
direction or a uniaxial stretch A, in muscle fibre direction, respectively. b) Hencky-type Poisson’s ratios
vl and vi} due to the stretch \; transverse to the muscle fibre direction. The shaded area indicates the
stretch range in which TAKAZA ET AL. [471] measured nearly constant values for vi! and vi}.

can alter material parameters and hence systematically investigate how the variation of
individual components alter the macroscopic behaviour using well-defined in-silico exper-
iments. Furthermore, we have already pointed out that a common issue in modelling soft
biological tissue is the identification of the stress-free reference configuration. This is a
particular challenge for materials with a prominent toe region at low stretches, as it is
the case for skeletal muscle tissue. This uncertainty in defining the stress-free reference
configuration can cause large shifts in the stretch-strain curves and differences between
simulations and experiments.

8.2.3 Uniaxial tension transverse to the muscle fibre direction

Next, we consider uniaxial tensile deformation transverse to the muscle fibre direction. To
do so, we assume that @y = ez and that a stretch Ay is applied in e;-direction. Then, with
the deformation gradient F = \j e1 @ €1 + Ay €3 @ ey + \3e3 @ es, the incompressibility
constraint resulting in Ay = (A )\3)_1, and the boundary conditions Py, = P33 = 0 for
the stress tensor coefficients of the unloaded directions, one can compute the remaining
unknown stretch A3, see MERODIO & OGDEN [323]. Moreover, we choose from the previous
section a fixed subset of parameters, which will be used here and in the following examples:
n™ = 0.065, n' = 0.52, pg = 300 -10° N/m? A, = 1.1 and p¥ = 13446 N/m?, p™ =
40 - 10> N/m?, ©,, = 55°, and b = 5. Figure depicts the stress response Py in e;-
direction due to the stretch A;. For comparison, the plot also contains the stress response
P; if a uniaxial extension ), is applied in muscle fibre direction. The results reveal that
the tissue is much stiffer in its transverse direction than in fibre direction. This effect
was also experimentally observed by, for instance, NIE ET AL. [354], TAKAZA ET AL.
[471], MOHAMMADKHAH ET AL. [338], and WHEATLEY ET AL. [515]. These matching
findings in simulation and experiments also strongly suggest that muscle tissue should not
be modelled as a fibre-reinforced material on the macroscopic scale, since the muscle fibres



172 8 Parameters, Results and Discussion of the Multiscale Muscle Model

do not necessarily reinforce the material but just lead to an overall transversely isotropic
structure.

Further, the differences between the stretches Ay and A3 in the unloaded directions can
be described in terms of Hencky-type Poisson’s ratios v;i = —In[)\;]/In[\{] for i = 2,3.
Therein, v}l depict the extensions of the classical linear Poisson’s ratio to the finite-
deformation regime, as explained by MIHAI & GORIELY [333]. They are based on the
logarithmic Hencky strain, introduced in Section [2.1.5] which for the given diagonal form
of the deformation gradient simply reads Ey = In[\;] e; @ €1 +1n[\;] es @ ey +1n[)3] es @ es.
The results for ¥4} and v} are shown in Figure 8.6b. While the mechanical behaviour ex-
hibits isotropic behaviour for low stretches, hence, vi = vi = 0.5 for small \;-stretches,
an anisotropic material behaviour can be observed at higher stretches. In this case, the
ratio v, which is related to the muscle fibre direction, significantly increases if compared
to i1, which is related to the plane that is transverse to the muscle fibre direction. Note,
due to the tissue incompressibility, &} + 15 = 1. For the considered deformation scenario,
TAKAZA ET AL. [471] experimentally measured v} = 0.28 and vi} = 0.74. MoHAM-
MADKHAH ET AL. [338] reported i} = 0.17 and v} = 0.83. In order to compare these
constant values with the results obtained from our approach, we first need to specify the
stretch range in which the experimental values were observed. TAKAZA ET AL. [47]]
as well as MOHAMMADKHAH ET AL. [338] preloaded the tissue specimen before testing.
Taking into account the preloading, TAKAZA ET AL. [471] observed a nearly constant
Poisson’s ratio for 1.22 < \; < 1.27. This range is shaded grey in Figure 8.6b. One can
observe from Figure that the simulation predicts in this range quite constant Poisson
ratios with vi} € [0.14,0.18] and v} € [0.82,0.86]. Further, the simulation results for
this stretch range also agree very well with the experimental results of MOHAMMADKHAH
ET AL. [338].

8.2.4 Simple shear deformation

For a transversely isotropic material with preferred direction @ = e3, we know that one
has to distinguish between a longitudinal (out-of-plane) simple shear F=1I+ Ve es @ ey
and a transverse (in-plane) simple shear ' = I + 4, e, ® e;. Further, one can further
consider an axisymmetric shear deformation, achieved by applying the uniaxial tension
F = 5\;1/2(61 ® e+ e ®ey) + \es ® es, in which the stretch ), is defined in terms
of the axisymmetric shear value 7,. The model parameters are chosen as previously (see
Section .

Figure shows the results for three shear modes, hence, axisymmetric, longitudinal
and transverse shear deformations v; € [0,1] with j = {a,1,t}. Therein, the results are
presented in terms of the nominal stress quantities P; = (97].7/_]- for j = {a,1,t}. The stiffest
response is observed for the longitudinal shear, while the axisymmetric shear shows the
lowest stress response. The greater stiffness of longitudinal shear modes compared to
transverse ones has also been observed in experimental studies by means of shear wave
elastography by PAPAZOGLOU ET AL. [368] (see also, for example, GENNISSON ET AL.
[157] and SINKUS ET AL. [443] for anisotropy measurements of muscles and soft tissues via
elastography). Note, the collagen fibre stretches, which are due to the three shear modes
and which are described by Eqs , , , are visualised in Figures , , ,
respectively. It has to be pointed out that the distinct stress responses of the three different
shear modes are direct consequences of the detailed kinematical description of the collagen
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Figure 8.7: a) Comparison of the stresses P,, P, and P resulting from axisymmetric, longitudinal and
transverse shear deformations, respectively. b) Normalised strain energies %'/ 7/|¢7:0 for four different

combinations of coupled shear deformations.

fibres described in Eq. . In contrast, a model that models collagen solely based on the
muscle fibre stretch, ), as, for example, used by GINDRE ET AL. [163] or SPYROU ET AL.
[459], neglects any collagen contribution during longitudinal and/or transverse shear (due
to A\¢ = 1). Moreover, being able to capture different mechanical responses for longitudinal
(7¢) and transverse shear (%), together with the previous reported link between invariant
sets #! and 7, see Eqs (3.93)) and (3.96]), allows one to conclude a clear dependency of the
new model on the macroscopic Js-invariant. As a consequence, the proposed macroscopic
model naturally depends on invariants J, and J5; and not, like for most macroscopically-
based muscle models, only on the .J-invariant. It is also worth mentioning that the
advantage of the presented model is not only that it includes a Js-dependence, but that
the multiscale framework and the microstructural parameters completely define how this
dependency appears on the macroscale. In contrast, BLEMKER ET AL. [47] considered
a Js-dependence and thus different longitudinal and transverse shear stiffnesses in their
phenomenological model, but set them equal at last because of the lack of macroscopic
experimental data to which the model should have been calibrated.

8.2.5 Coupled shear deformation

Similarly to the investigation of the Js-dependence in the previous section, we now in-
vestigate the influence of the Io-invariant on the overall energy of the new model. With
Eqgs 5 and ([3.98)5 in mind, this dependency is examined by considering coupled shear
deformations and varying the coupling invariant 1.,. The influence of 1), on the collagen
fibre stretch Ay has been shown in Section and Figure 8.3l Now, to investigate the
influence of the coupling invariant 1., on the overall energy # , the following four different
deformations will be considered herein: Coupled longitudinal and transverse shear with
(i) % = % = 0.5 and (ii) 7, = 44 = 1.0, as well as the coupling of all three shear modes
with (iii) %, = 9 = % = 0.5 and (iv) 7, = 7 = 9 = 1.0. Model parameters are chosen
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as previously (see Section . The results for the macroscopic strain energy 7/_(&7)
normalised to 7/7\%:0 are shown in Figure . The results reveal a pronounced depend-
ency on the coupling invariant 1%, however, the magnitude shows to be dependent on
the applied deformation. From the strong @W—dependency, it follows that the new model
exhibits strong emphasis on the macroscopic I-invariant. We want to stress again that
this dependency is also a direct consequence of the microstructural settings and the choice
of the microstructurally-based model parameters and does not require any calibration on
the macroscale.

8.2.6 Future investigations

The focus in this chapter was to show whether the new multiscale muscle model is able to
qualitatively represent typical characteristics of skeletal muscle tissue and its anisotropic
properties. Further possible investigations should primarily focus on examining further
direction-dependent properties of the material model and comparing them to experimental
data. In particular, the model should be investigated for compressive loading scenarios
and the associated direction-dependent stress states. Very interesting experimental stud-
ies on such scenarios were carried out by PIETSCH ET AL. [371] and BOL ET AL. [53].
The simulation of compressive loadings is also of interest when examining a characteristic
to which MOHAMMADKHAH ET AL. [33§] referred to as tension-compression-asymmetry.
They mean by this that they observed that the tensile stress of muscle tissue is about two
orders of magnitude higher than the stress under compressive deformations. However, it
is very difficult to produce reliable experimental results for this setup, especially because
a preload /prestretch is often applied to tissue samples before the tensile test, which com-
plicates the subsequent comparability with the compression tests (which are usually not
preloaded). The preloading step before the testing heavily influences the stretch-stress
curve because of the flat toe region at lower stretches. Finally, it would be interesting
to consider simple shear deformations with regard to the Poynting effect, see POYNTING
[385]. In this context, DESTRADE ET AL. [96] observed that, depending on the orientation
of the tissue sample, simple shear deformations of biological materials can be associated
by a negative or a positive Poynting effects. Appropriate investigations would give further
insights into the anisotropic characteristics of muscle tissue and could represent a further
validation of the here presented muscle model.
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This work dealt with continuum-mechanical methods for the multiscale modelling of mater-
ials and the subsequent formulation of a novel microstructurally-based multiscale material
model for skeletal muscle tissue. After a detailed discussion of the principles of con-
tinuum mechanics and constitutive material theory, the work provided a comprehensive
introduction of the basic concepts of scale transition and homogenisation concepts. These
approaches are particularly necessary when classical single-scale modelling approaches are
not applicable, either because there is insufficient large-scale data available or more in-
sights into small-scale effects of the material are desired. This is especially the case when
considering (soft) biological tissues and in particular for skeletal muscle tissue.

The concluding remarks in this chapter primarily focus on the two most important
results of the present work. This is firstly the formulation of novel analytical estimates
for the effective strain energy of two-phase materials and secondly the introduction of a
multiscale approach for the modelling of skeletal muscle tissue.

An analytical estimate for hyperelastic two-phase composites In Chapter [5] of
this thesis, a novel estimate for the effective stored energy of a two-phase composite with
aligned fibrous microstructure and hyperelastic, incompressible, anisotropic phases was
derived. The estimate is based on the tangent second-order homogenisation method pro-
posed by PONTE CASTANEDA & TIBERIO [382]. The method is consistently adapted for
scenarios that are particularly important for the modelling of biological soft tissue, which
in particular includes the case that the phases are anisotropic and incompressible. To
take into account the incompressibility of the fibre phase, we performed an asymptotic
analysis of the deformation field in the fibre phase, which resulted in a consistent con-
straint equation for the phase average of the fibre and an additional constraint pressure
term. By doing so, the constraint pressure induces in the fibre phase an additional hy-
drostatic stress component and provides a replacement for the volumetric terms, which
would become indeterminate in the incompressible fibre limit. Further, we performed an
asymptotic analysis to get regular expressions of the underlying equations in the incom-
pressible matrix limit. To obtain the resulting estimate for incompressible and generally
anisotropic phases requires one to solve for siz scalar unknowns, which are the five un-
known coefficients of the average fibre deformation gradient Fy and the constraint pressure
©. This can easily be done numerically. If the two phases exhibit transversely isotropic
behaviour and the preferred directions are collinear to the alignment of the fibrous inclu-
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sions, then the number of unknown coefficients of Fy reduces from six to four. Further, if
the phases are described as augmented isotropic materials with anisotropic Js-dependent
contributions, then one can additively split the overall effective energy and homogenise the
Jy-dependent anisotropic phase energies with a simple Voigt-type averaging. This result is
quite remarkable and useful for most fibre-embedded materials that are typically modelled
by superimposing a mildly nonlinear isotropic part with a highly nonlinear J4-dependent
anisotropic contribution. For such materials, the homogenised nonlinear term can be effi-
ciently obtained by employing an easy-to-handle Voigt-type averaging. Besides exhibiting
a high degree of accuracy for most of the relevant scenarios, the biggest advantage of
the proposed TSO method is probably its relatively simple and handleable structure and
its applicability to very general phase properties. This generality is very important, in
particular, for applications to biological tissues.

A multiscale framework for the modelling of skeletal muscle tissue One main
goal of this thesis was the detailed introduction and discussion of a multiscale continuum-
mechanical modelling framework for the description of skeletal muscle tissue. The key
feature of this model is that the macroscopic material response is entirely based on the
mechanical description of the material characteristics and composition on smaller scales. In
detail, a two-phase model was proposed and the two phases were identified as the muscle
fibres and the extracellular matrix (the collageneous tissues). Differentiating between
muscle fibre and extracellular matrix has the advantage that the mechanical (or other)
properties of the two phases can be described individually, as opposed to a macroscopic
single-scale modelling approach. This is beneficial as there often exist more comprehensive
and higher quality experimental data for microscopic constituents than on the macroscale.
The descriptions of the phases and the application of analytical homogenisation schemes
entailed a constitutive muscle model for the macroscopic behaviour of skeletal muscle tissue
with eight model parameters. The key advantage of this approach is that the paramet-
ers have direct microstructural meanings. Moreover, this novel modelling approach does
not require any calibration on the macroscale, on which data obtained from experiments
are rather uncertain, limited, simplified, and error-prone. This clearly differentiates the
proposed model from single-scale material models, in which the material parameters are
obtained (and limited) through extensive macroscopic calibration to experimental data.
Five of the eight model parameters are structural parameters and can ideally be determ-
ined by utilising image-based methods, which means that no material tests are necessary.
The remaining three material parameters in the new model are directly related to the stiff-
ness of microstructural components, for which extensive and reliable data is available in
the literature. Further, as a consequence of the multiscale approach, macroscopic material
characteristics like incompressibility and transverse isotropy follow directly from the mi-
croscopic considerations and are not added as constitutive assumptions on the macroscale.
In this sense, the presented results focused on emphasising the model capability of predict-
ing macroscopic characteristics directly from the microstructural settings. For instance,
it was shown that the transversely isotropic framework relies on all five strain invariants,
while for macroscopic single-scale muscle models the dependencies have to be included in a
constitutive fashion. The results presented in this thesis are based on a Voigt assumption,
which means that the deformation in the microstructure is assumed to be uniform. This
is an appropriate assumption for healthy muscle tissue and sufficient to demonstrate the
qualitative capabilities of the model. However, the microstructure and the composition of
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living tissues can undergo severe changes and the assignment of modelling assumptions is
a highly dynamic process. For example, the consideration of diseased tissue, in which the
strong integration of the microstructural components is no longer given, requires that the
microscopic deformation is calculated on the basis of a variational minimisation principle.
Such an approach was introduced in this work by means of an estimate based on the also
presented T'SO homogenisation method.

The new modelling framework offers great potential for a variety of applications, in
particular for scenarios where the microstructure of the muscle tissue undergoes morpho-
logical changes. Such structural changes are often associated with diseases and patholo-
gical conditions and can be directly included in the model through the adaption of the
respective microstructurally-based model parameters. The advantage in connection with
the multiscale model is that there is rich literature and a large number of studies that deal
in detail with the accompanying changes in the microstructure and provide much data that
can be used for the model. Diseases and phenomena that were considered in such a way
are for example immobilisation by HIBINO ET AL. [204] and JALAL ET AL. [246], cereb-
ral palsy by SMITH ET AL. [452], abberant repair and development of fibrosis by MANN
ET AL. [309], botulinum neurotoxin therapies in patients with spasticity by THACKER
ET AL. [476], and stroke by JALAL ET AL. [246]. The model can also be combined with
studies on remodelling processes in the collageneous structures, such as those of KUHL
ET AL. [267] and MENZEL & WAFFENSCHMIDT [321]. The same applies for problems
such as failure and rupture of single collagen fibres, see CACHO ET AL. [66] or VERES &
LEE [492]. A very promising extension would also be the combination with agent-based
models, such as the ones by MARTIN ET AL. [317] or LEE ET AL. [282], to be able to
simulate growth and atrophy processes in the tissue or phenomena like wound healing.
Some of the mentioned applications may require appropriate extensions of the presented
model and it has to be investigated whether this only affects the energy formulations of
the two phases or even requires the addition of a third phase. For instance, pathological
cases which are accompanied by high volume fractions of intramuscular fat might require
the formulation of three-phase models and the consideration of appropriate constitutive
models for fat tissue, see MIHAI ET AL. [332].

An indispensable part of future studies is the further investigation of the mechanical
structure of the muscle fibre and respective extensions of the multiscale muscle model.
The here considered experimental data set a solid foundation for assuming a nearly-linear
behaviour of the muscle fibre in this work. Yet, possible anisotropy and more distinct
nonlinearity of the muscle fibre, as observed by, for example, LINKE ET AL. [290], should
be investigated. Without a doubt, however, the incorporation of active contractile effects
is the most important upcoming extension of the model. Ideally, this is done by directly
describing the elastic energy in the sarcomeres, especially in the actin, myosin and titin
proteins. This way, the active behaviour can be directly integrated into the multiscale
model by describing the increased elastic potential of the activated muscle fibre.

Finally, it should be noted that an extended multiscale model may lead to considerable
additional computational effort and can only be used to a limited extent for some applic-
ations, such as for the implementation in finite-element software. In such cases, it could
be helpful to utilise surrogate models, as proposed by WIRTZ ET AL. [520], or to correlate
the microstructurally-based model parameters with those of generic and easy-to-handle
strain-energy functions, such as shown by MARINO ET AL. [311].
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Epilogue

Some comments on the concept of phenomenology

If one deals with multiscale modelling and the corresponding literature, one inevitably
comes across the concept of phenomenology. Unfortunately, however, the term is often
given a negative connotation when used in the context of continuum mechanics. In many
cases it is employed to describe models that are not based on multiscale approaches, often
with the addition “only”. Such comparisons are intended to show the superiority of any
kinds of special models over such which are “only phenomenological”. The author does
not know when this became common in the continuum-mechanical community (maybe it
is also elsewhere), but it must be said that I unfortunately also used such terms myself.
That was before I was made award!] that phenomenology is not just a loose term but a
philosophical school that is concerned with the structures of experience and consciousness.
It is particularly connected to the Austrian-German philosopher and mathematician ED-
MUND GUSTAV ALBRECHT HUSSERL (1859-1938). On the contrary, I am (clearly) not
a philosopher, but I believe that I have understood the basic ideas of phenomenology to
such an extent that I can say that the use of the term in continuum mechanics should be
enjoyed with more caution. To explain this briefly, we have to note that the concept of
observable phenomena is (obviously) the central construct of phenomenology. This can
be, for example, an experimentally measured stress-strain curve (hence, an observed ma-
terial behaviour). The observation of such phenomena is thereby regarded as a decisive
step for gaining knowledgeE]. Applied to the basic problem of continuum mechanics, which
is finding appropriate constitutive formulations, this means that the description of the
phenomenon “stress-strain curve” by means of suitable mathematical tools is a proper
phenomenological approach. If this is done correctly, this approach cannot be wrong or
insufficient. A phenomenological approach guarantees an unbiased and objective view on
the things as they are and it does not require any further subjective opinion of the observer.
However, problems may arise if the procedure is not based on the description of observed
phenomena. An example for this comes from skeletal muscle modelling: For a long time,
experiments on muscle tissue were mainly (if not even exclusively) performed in a uniaxial
manner along the muscle fibre. This would be sufficient for the description of the material
behaviour exactly for this deformation state. Yet, in a three-dimensional setting, one needs
to describe the material behaviour also for other loadings and, for instance, requires the
stiffness of the material across the muscle fibre, too. The existence of fibres in the material
has led some researchers to assume that muscle is a fibre-reinforced material and that the
stiffness of the material in the transverse plane would be lower. However, a number of
recent experiment{f] led to the generally accepted assumption that the transverse direction
is even stiffer. A critical statement now would be that the incorrect modelling was due to
the “inadequate phenomenological models” and that better models were needed. This is
of course wrong. The falsity of the assumption that muscle is a fibre-reinforced material is

1One of the reasons was reading the novel Schlafende Sonne by Thomas Lehr.

2A beautiful German word for this is Erkenntnisgewinn and describes what should always be the upper-
most maxim in (not only, but most of all) scientific research.

3See the references in the main text.
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because of a lack of proper phenomenology in the modelling process. In order to describe
the material behaviour transverse to the muscle fibre, one should observe the correspond-
ing phenomenon first, namely a proper experimental stress-strain curve for this type of
loading. The observation that muscle tissue contains fibres a priori has nothing to do with
the objective assessment of the transverse mechanical behaviour. However, of course, it
can help to deduce the material symmetry properties of the material and to perform the
necessary material testing.

Now, to jump forward a little bit, I want to comment on the fact that multiscale mod-
elling approaches are often considered as a superior alternative to phenomenological ap-
proaches. I do not agree with that. Using multiscale modelling approaches does not (must
not!) prevent from following the ideas of phenomenology. It is in fact ridiculous to think
that a multiscale approach would be non-phenomenological. Even if a model includes
smaller scales, like a continuum-mechanical microscale (for instance in the range of mi-
crometres), it is in a physical sense still “macroscopic” and relies on phenomenological
concepts like pressure, volume, temperature, heat, and work (or even mass). Further,
the constitutive modelling is in multiscale approaches just shifted from larger to smaller
scales, but is of course still necessary. In turn, this modelling step still demands for a
proper description of the experimentally derived stress-strain curves (phenomenal) of the
phases on smaller scales.

This short excursion may provide some clarifications for the classification]] of different
methods and models in continuum mechanics. The author thinks that an attempt should
be made to avoid incorrect use and the associated discrediting of an entire philosoph-
ical study. For a lot of applications in continuum mechanics, for instance, the pairing
“multiscale models and single-scale models” seems to be a better distinguishing feature
than the misleading pairing “multiscale and phenomenological”.

To conclude the present thoughts and to emphasise the importance of the term phe-
nomenon once more, we quote Clifford Truesdell [490]:

“The task of the theorist is to bring order into the chaos of the phenomena of nature,
to invent a language by which a class of these phenomena can be described efficiently
and simply.”

A comment on the law of parsimony in multiscale modelling

The modelling of materials by means of a multiscale approach may possibly result in a
large set of model parameters. This is because the properties of a variety of small-scale
structures and their interactions have to be included and accounted for. In this work, for
instance, the multiscale muscle model contains eight model parameters, see Table 8.1} T

4In biomechanics, one also finds the pairing “phenomenological versus biophysical”. This is also not
fully appropriate. In addition to the fact that a model cannot be non-phenomenological, a model which
aims on describing a biological material (or system) that is not biophysical would be very poor. To
see this, we have to consult the definition of biophysics that is provided by the Biophysical Society:
“Biophysics is the field that applies the theories and methods of physics to understand how biological
systems work.” (https://www.biophysics.org/what-is-biophysics). Any kind of model should be based on
physics (for example the physical balance relations) and the term “biophysical” is not completely suitable
to distinguish it from other methods. For example, also a simple Neo-Hookean material model can be
named biophysical if it properly describes the behaviour of a biological material.
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made the experience that this number of parameters makes some people think that the
modelling would conflict with the law of parsimony and ideas like Occam’s razor. However,
this objection is inappropriate. The set of model parameters that results from a modelling
ansatz across several scales usually does not have the meaning of “fitting parameters”,
whose only task is to ensure that an existing stress-strain curve is exactly reproduced.
The multiscale approach is therefore not in competition with a simpler (single-scale) con-
stitutive material description, since it does not have the task of being calibratable to
the macroscopic behaviour, but rather provides further insights and relationships between
small-scale structures. LOKSHIN & LANIR [294] formulated a very descriptive explanation
and clarification in the context of their model:

“A common objection is that under high number of parameters, a model can fit to a
wide spectrum of behaviors merely by virtue of the high number of adjustable para-
meters. While this is a valid objection, especially in phenomenological models, the
present case of structure-based formulation is different, and for several reasons: first,
the parameters represent entities having well defined structural or mechanical signi-
ficance which are key determinants of the tissue’s response. Hence the parameters
are not mere mathematical factors, as is the case in phenomenological models.”
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A Tensor calculus

This appendix provides some basics and explanations on tensor calculus. The notation
used in this work mainly follows the book of DE BOER [51] and the thereon based lecture
notes of EHLERS [107]. Important parts of DE BOER/s book [51], originally in German,
can also be found as English translation in the appendix of DE BOER [52]. We refer the
reader to these very comprehensive works for a more general introduction to the field of
vectors and tensors and the very basics of tensor calculus, like distributive or commutative
properties of tensor multiplications, fundamentals of vector and tensor analysis as well as
integral theorems and further topics. Further extensive explanations can also be found
in the book of ITskov [243], wherein however the notation might differ to the herein
employed. In this appendix, we will give a rather pragmatic overview specialised to the
needs of this work. Calculation rules may be introduced without a proof and we refer to
the mentioned literature for further details.

A.1 Basics

With few exceptions, we denote scalars (zeroth-order tensors) by light small letters
{a,b,c,...} € R or Greek letters {«, 3,7,...} € R. Yet, especially Greek letters might
have fixed meanings for specific quantities. Vectors (first-order tensors) are usually de-
noted by small boldface letters {a, b, c,...} € R", where n stands for the dimensionality
of the vector, which is a three-dimensional Euclicdian space in this work. Their index
notation is given by a = a; e;, where a; is a vector of coefficients, e; is the Cartesian
basis, and 7 ranges from 1 to n such that ¢ = 1,2,3 for n = 3. With some abuse of
the convention, some vectors are indicated by capital letters to highlight their referential
representation in contrast to their actual one. Second-order tensors are mostly denoted
by boldface capital letters {A, B,C,..., o/, B,6,...} € R"®". Their index notation
reads A = A;;e; ® ej, where (mostly) 4,5 = 1,2,3. The dyadic product “®” defines
an outer product, such that, for instance, two vectors result in a second-order tensor
a®b=abje ®e;. Two vectors can as well be connected by a dot product “”, such
that a - b = a;b;. Therein and elsewhere, the occurrence of double indices demands the
usage of the Finstein summation convention, which means that, for instance, a;b; serves
as a shorthand notation of the sum Y ", a;b;. In this work, the dot product always
defines an inner product with a scalar as result, hence, a - b = (a,b). When applied to
higher than first-order tensors, this means that the single dot does not indicate a simple
contraction. Multiplications between second-order tensors can be a scalar dot product
A-B = (A B) = A;;B;;, cross and double cross products as defined in Section ,
a tensor product (simple contraction) AB = A, By, e; ® e;, or a dyadic (outer) tensor
product A ® B = A;;Bj,e; ® e; ® e, ® e;. Therein, the simple contraction as well as
contractions in general are carried out by utilising the Kronecker delta symbol, as defined
in Eq. . HGHCB, AB = (AZJ e X Ej) (Bkl (S0 el) = A,-jBkléjk e, e = Aiijl e X e;.
Moreover, fourth-order tensor are usually denoted by blackboard bold capital letters
{A,B,C} € R"®"®"@"  Their index notation is given by A = Ajue; ® e; ® e @ e,
where the four-dimensional coefficient matrix is designated by an upright capital letter (in
contrast to italic capital letters for second-order tensors). Furthermore, the rather rarely
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used third-order tensors are written as A3 = Al%k
read A8 = Az%’k:lst e,Re; Ve, e ®e; ®e. Products of tensors of equal order result
in tensors of the same order. This settles the required number of contractions, hence,
AB = C (simple contraction) and AB = C (double contraction). If a tensor is applied
on a tensor of lower order, the order difference of these two defines the order of the result-
ing tensor and the required number of contractions, hence, Aa = b (simple contraction)
and AA = B (double contraction). Finally, the transposition of second-order tensors
gives AT = Ajie; ® e; = Aj;e; @ e;. Any second-order tensor A can be decomposed
into a symmetric part sym[A] = (A + AT)/2 = sym[A]T and a skew-symmetric part
skw[A] = (A — AT)/2 = —skw[A]”, such that A = sym[A] + skw[A]. In turn, a tensor
A is symmetric if skw[A] = 0. Transpositions of third and higher-order tensors require
an indication such as A%4, where the transposition consequently denotes an interchanging
of the i-th and j-th basis. Remarks on the different symmetry properties of fourth-order
tensors are provided in Section [A.7.2]

e; ® e; ® ey, whereas sixth-order tensors

A.2 Fundamental tensors

The introduction of an important set of fundamental (identity) tensors relies on the defin-
ition of the Kronecker delta:

1 i
by=4 (A1)

0 ifi#j.
This means that in a three-dimensional space, where 7,57 = 1,2,3, the only non-zero
combinations are d;; = 099 = d33 = 1. Based on the Kronecker delta, the following

quantities are introduced:

e The second-order fundamental (identity) tensor:

ITu=u . .
I=¢je®e;: {IA 4 identical map (A.2)
e The fourth-order fundamental tensors:
IA=A
_ Tos . .3 :
[=(I®I)*: {]IA A : identical map
Iy = (I ®I)™: Ip A= A" . transposing map]]| (A.3)
I,=I®I : L, A = tr[A]T : tracing map
Liym = %(]I +17) : Isym A = sym[A] :symmetrising map?
e The sixth-order fundamental tensor
I = (I®I®I)™)™, I° B2 = B® :identical map (A.4)

!'Note that the transposing and the symmetrising maps become identical maps in the space of symmetric
second-order tensors, meaning that Iy A =I,y,m A=TA=Aif A € SYM(3).
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Another class of fundamental tensors relies on the introduction of the Levi-Civita symbol

1 even permutation
€ijk = 0 double indexing (A.5)

—1 odd permutation.

This means that the only non-zero combinations are €153 = €931 = €319 = 1 and €391 =
€213 = €133 = —1. Based on the Levi-Civita symbol, we obtain the following quantities:

e The third-order fundamental (permutation) tensor

uxv=EuURv) : vector cross product

Ax B=E(ABT) : tensor cross product (A.6)

E=¢jre, Qe Qe: {

e The sixth-order permutation tensor:

ES = (((E ® &)T1m)Tss)T2s, AxB =E%A® B) :tensor double cross product

(A.7)
A.3 Selected rules of tensor calculus
Selected rules for the trace, transpose, inverse, determinant and cofactor:
trlA] = AT (A.8)
trffAB]=AB-I=A" - B=A-B" (A.9)
(AB)' = BTA" (A.10)
(AB)'=B'A"! (A.11)
tr[AB] = AB-I=A" -B=A-B" (A.12)
det[AT] = det[A] (A.13)
det[aA] = o® det[A] (A.14)
det[AB] = det[A] det[B] (A.15)
det|A + B] = det[A] + cof[A] - B+ A - cof[B] + det|B]| (A.16)
cof[AB] = cof[A] cof [ B| (A.17)
cof[AT] = (cof[A])T = cof[A]T (A.18)
cof[aA] = o cof[A] (A.19)

Selected rules for the divergence operator:

Div[Au] = A" - Grad[u] + Div[A”] - u (A.20)
DiV[AijUj el-] = Aijum- + Aijﬂuj ’
Div[u ® A] = u ® Div[A] + Grad[u] AT (A21)
DIV[UZA]k e ® €; & ek] = (uiAjk’k + ui’kAjk) e X €; ‘
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Div[A ® u] = A ® Div]u| + Grad[A]u (A.22)
DIV[A”Uk e X €; X ek] = (Aijuk,k + Aij,kuk) e X €; .
Div[(A ® u)™] = A ® Grad” [u] + Div[A] @ u (A.23)
DlV[AZkU,] e X €; X ek] = (Aikuj,k -+ Aik,kuj) e X €; '
Selected integral theorems:
/ Grad[u]dV = u® NdA (A.24)
v v
/ Diviju|dV = / u- NdA (A.25)
v v
/ Div[A]dV = ANdA (A.26)
% v
/ Div[A2]dV = | A2NdA (A.27)
v av

A.4 The (outer) tensor double cross product

The (outer) tensor double cross product between two second-order tensors A € R3®3 and
B € R33 is introduced in terms of the sixth-order permutation tensor £ in Eq. (A.7).
The double cross product preserves the order of the two input tensors and results in a
second-order tensor as well. In index notation, it reads

AxB = Akl Bst €ksi €ltj e; X ej , (A28)
where € is the Levi-Civita symbol that has been defined in Eq. (A.5). The double cross

product is related to the vector cross product via
(AxB)(u xv) = Au x Bv — Av x Bu, (A.29)

where u € R? and v € R? are two arbitrary vectors. Some basic calculation rules of the
double cross product are

AxB =BxA, (A.30)
(AxB)" = A"xB", (A.31)
(AxB)-C=(BxC)-A=(CxA)-B. (A.32)

Some useful identities in terms of the trace operator are given by

Ax B = (tr[A] tr[B] — tr[AB))I — tr[A]BT — tr[B]AT + ATBT + BTAT | (A.33)
Ax A = (tr[A]* — tr[AT)T + 2(AT — tr[A]T) AT, (A.34)
AxI = tr[A]T — AT (A.35)

The double cross product offers a very pleasant notation for operations like the cofactor,
the determinant, and the inverse of a tensor and allows to write them in a compact and
closed-form way. Doing so, for an arbitrary second-order tensor A these quantities read

3ATx AT

. 1 ‘ -1_ 04 RA
cof[A] = 3(AxA), det[A] = 5(AxA)-A, and A (AxA)- A’

(A.36)
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respectively. In (A.36]), we used the relation A~' = det™'[A] cof[A?] in order to obtain
the expression for the inverse. Furthermore, the principal invariants of a tensor A are
given by

I =tr[A], I =tr[cof[A]], I3 = det[A], (A.37)

see also Eq. (3.73)). The relations (A.36); and (A.36)2 allow to express these principal

Invariants as

IP=YAxI)- I, I=%iAxA)-I, I#=1%iAxA) A. (A.38)

1 1
2 6

Using Eq. (A.34]), we find the alternative identities
I = LA —[A%), I = i(tr[A] — 3tr[A] tr[A%] + 2tr[A7]) (A.39)

for the second and third invariant, respectively. Further explanations on the beneficial
implications of the double cross product notation in continuum mechanics can be found
in DE BOER [51] and BONET ET AL. [55].

A.5 The eigenvalue problem and the null space of tensors

The eigenvalue problem of an arbitrary second-order tensor A € R3®3 is given by
Ab = b & (A—)\AI)b:(), (A40)

where A4 denotes an eigenvalue and b € R? the associated eigenvector of A. For non-
trivial solutions b # 0, it is demanded that the characteristic polynomial, defined as

pa = det[A — Aa1], is equal to zero. With Eqs and , the evaluation of the
characteristic polynomial delivers
pa = det[A — AaT]
= det[A] — cof[A] - Aa + A - cof[-Aal]| + det[—Aal]
= det[A] — Mg cof[A] - T+ 3 A-T— )\
= I — Al + D411 - N

(A.41)

Hence, pa = 0 represents a cubic function for the three eigenvalues A4. It can easily be
shown that the characteristic polynomial and, consequently, the eigenvalues are invariant
with respect to a rotated tensor AT = QAQT where Q € SO(3). This follows from
ph = det[AT — AT

= det[QAQT — N\, I] (A.42)

= det[QAQ"] — N} cof[QAQ"] - I + (\})’QAQ" - T — (\})°
and an investigation of the determinant

det[QAQ"] = det[Q] det[A] det[Q”] = det[A], (A.43)

the cofactor

cof[QAQT] - T = cof [Q] cof[A] cof [Q"] - T = Q cof[A|QT - T

. (A.44)
= cof[A]Q" Q- I = cof[A] - I,
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as well as
QAQT T=AQ"Q - I=AT. (A.45)
It directly follows from these considerations that
Ph=pa = Ai=2Xa. (A.46)

It is remarked that the identities in Eqs (A.43)), (A.44]), and (A.45) are no surprise, since

these three expressions are nothing else than the principal invariants of A, which are of
course invariant with respect to transformations QAQ .

Moreover, the tensor A € R*®3 has full rank, denoted by rank[A] = 3, if none of the
eigenvalues A4 is zero or, equivalently, if det|A] # 0. However, if these conditions are not
satisfied, then rank[A] < 3 and there is a null space or kernel

ker[A] = {n € R*| An =0} . (A.47)

Therein, n is (are) the eigenvector(s) associated to the zero eigenvalue(s). The dimension
of the null space ker[A] is defined as the nullity, denoted by nullity[A]. For instance,
nullity[A] = 1 if exactly one eigenvalue is zero. Further, the nullity and the rank of a
tensor are related through

rank[A] + nullity[A] = dim[A], (A.48)

where dim[A] = 3 for A € R3®3.
Now, we apply the previously outlined principles to the eigenvalue problem of a fourth-
order tensor A € R3®39393 and formulate

AB=MB & (A—MDB=0. (A.49)

Therein, A, is an eigenvalue of A and B € R3®? denotes the associated second-order
eigentensor. In analogy to the eigenvalue problem for second-order tensors, one has to
proceed with the formulation of a characteristic polynomial

Pa = det[A - )\A H] =0. (A50)

This expression demands for the calculation of a determinant of a fourth-order tensor,
which is not as straightforward as for second-order tensors. Valuable investigations on the
treatment of this problem and some solutions can be found in the fundamental works of
BETTEN [33 34] and BETTEN & HELISCH [35]. They outlined the idea of introducing
two-dimensional matrix representations of the coefficients of fourth-order tensors. This
concept is also followed and explained by ITskov [241]. Here, we introduce suitable
matrix representations for fourth-order tensors and the associated vector representation of
second-order tensors in Section [A.7.2] Doing so, the 3* = 81 coefficients of a fourth-order
tensor are arranged as R%*%-matrix. This allows for a straightforward computation of the
determinant and, consequently, of the eigenvalues Ay. The R®*°-matrix form suggests
that a fourth-order tensor generally has nine eigenvalues. Hence, a full-ranked fourth-
order tensor A has rank[A] = 9. In analogy to the previous considerations, the respective
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eigentensor that is associated with a zero eigenvalue depicts a null space of the fourth-order
tensor and we can write

ker[A] = {91 € R*** | AT = 0} . (A.51)
Subsequently, a similar relation to Eq. (A.48)) is formulated as
rank[A] + nullity[A] = dim[A], (A.52)

where dim[A] = 9 for A € R3®393®3,

A.6 Tensor analysis

Some selected derivatives in the field of tensor analysis are given in this section. Further
basic relations can be found in EHLERS [I07], whereas the focus here is on providing
derivatives that involve fourth-order tensors.

The derivatives of the principal invariants read

oIf  ulA]

94~ o4 1L (4.53)
oIf _ AxI = tr[A]T — AT (A.54)
0A

oIf*  det[A] B
A" A - 5AxA = cof[A] (A.55)

Selected product rules for time derivatives of vectors:

(a-b) =a-b+a-b (A.56)
(@xb)=axb+axb (A.57)
Some selected derivation rules:
0A
A
g—A = Ty ifFlA € SYM (A.59)
0A~! -1 —T\Tos3
DA =—(AT A (A.60)
oA~ T -7 —T\Tos
5A =—(AT7"T A (A.61)
acgiA] = det[A](AT® A7) — (AT AT)™) (A.62)
d(aA) O 0A
oC —A®%+C¥% (A.63)
8(A-B)_ OANT 0B\T
“oc =(e) B+ (5e) A (A.64)
A 0A;;

2If A € SYM belongs to the group of symmetric tensors, the derivative G4 = oA € ®e; Qe ®e
as to be minor symmetric, such that A T Ay = oA (see Section and Table for more
details on the symmetries of fourth-order tensors). It is easy to see that I is not minor symmetric, since

I712 = 754« = [ # I. In contrast, ]IST}}EH = 11;‘";1; = Lsym-
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(A 4] A7) = S oo

OB 0B " 5BL
%:A®g—g+a% :(A,-jkl%+a%ﬁi’:)ei®ej®ek®el®em®en
o= (o)) w56 - (Bt 4 g Y v saenve,
o= (([(Ge)™)T=)")" + [a56]) = (Ga B + A g om0 evacense

Muo0) (20 0)™) 4w 22 (2w ) o cesa

o = ((GeeB)")" 4y (25 gy 4 4, 2P ey m e m e en se,
AASE™ (%46 5)™YY & (as B)™ — (2, 1 4, D) oesmasense,
AASD™ (240 B)™)*)" + (40 )" (2 g, 4 4, Yoo 0ememe,ce,
e = ((Gaeuey) )" (Ao ggen))" + asus

Table A.1: Some selected tensor derivation rules. Therein, (-)¢ represents an incomplete mapping and
1 indicates the order of the resulting tensor. The incomplete mapping requires to carry out a sufficient
number of inner contractions, see EHLERS [107].

(A.65)
(A.66)
(A.67)
(A.68)
(A.69)
(A.70)
(A.71)
(A.72)
(A.73)

(A.74)
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A.7 On fourth-order tensors

A.7.1 Derivation of the nominal stress and elasticity tensors

For the derivation of nominal stresses and elasticity tensors of an invariant-based strain-
energy function of a transversely isotropic material, it is essential to formulate the deriv-
atives of the invariants with respect to the deformation gradient F'. Those quantites are
called tensor generators. For the set .}, they read

opl, =2F, Opl,=2F(LI-C), 0pJ=JFT,

(A.75)
OpJi=2FM ., OpJ;=2(FCM + FMC).

Accordingly, the first Piola-Kirchhoff (nominal) stress tensor associated with a strain-
energy function
W =W(I5) =W (L, 1z, J,Ji, J5) (A.76)

is given by
P=0pW =20,W F +20,# F(LI -C) + Jo;# F~ "

ATT
+20,# FM +20,,% (FCM + FMC). (AT7)

The second derivative of # with respect to F' requires repeated use of the chain rule and
leads to some lengthy expressions for the stiffness tensor L. For the sake of brevity, we
therefore restrict attention to a strain-energy function # (11, J, Jy, J5) which results in the
stiffness tensor

L =0pP =0%pW
=200, W I+ 40 W FQF +Jo, W (F o F T —(FToF )™
+ 20N FT@F T 429, (1@ M)™ +40%# FM ® FM
+20,# (I@CM)™ + (I MC)™ + (FF" @ M)™ + (FMF" @ I)"™
+(Fo FM)™ + (FM @ F)™) + 495, M @ M
+2J0; W (FQF T+ FTQF)+40; ,# (F® FM +FM @ F)
+40} N (FOM+MeF)+2J0%,# (F"®FM+FM® F")

+2J2, W (FToM+MeF ") +49%, W (FM®M + M ® FM),
with the abbreviation M = FMC + FCM. If one considers isotropic, geneﬁaAliZS(i
Neo-Hookean materials # (I, J), the stress and the stiffness tensor reduce to
P=20, W F+Jo,WF " (A.79)
and
L=20n,W1+40p# FOF +2J0;,# (FRF '+ F ' ®F) (A80)
+(JOHW + POV F TF T —Jo,w (FTeF 1)k

respectively. If one further neglects coupling between I; and J one obtains the stiffness
tensor

L=20,#1+ 40%% FQF +(JOsW + W) F T F T

A.81
—Joy W (FT @ FT)l (A.81)
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A.7.2 Matrix representations of fourth-order tensors

Fourth-order tensors frequently arise in the field of continuum mechanics and a lot of
situations require the computation of the inverse or the determinant of these tensors.
In theory, such operations are well defined and straightforward extensions of the theory
of second-order tensors. However, fourth-order tensors have a four-dimensional coeffi-
cient matrices, which is a little bit cumbersome in practical use. For example, dealing
with fourth-order tensors in numerical codes (for example in commercial software like
MATLAB) has the drawback that a lot of standard operations and functions available
for two-dimensional matrices cannot be directly used for fourth-order tensors and their
four-dimensional coefficient matrices. Thus, it proves useful for a variety of applications
to introduce a specific two-dimensional matrix representation, denoted by A, for the 81
coefficients A;jp; of a fourth-order tensor A = A e, ® e; ® e, @ e (i,4,k, 1 = 1,2,3)
and, accordingly, a vector representation, denoted by B, for the 9 coefficients B;; of a
second-order tensor B = B;;e; ® e;. Such formulations were for example proposed by
ITskov [241] and BALZANI [24]. Here, we suggest a representation where coefficient pairs
17 and kl are transformed according to

1] —=0f, 12 =2, [B8] =3, [21] =14, [22]- ],

23 6, (31— (7, (32— [8) (33— 9], (A82)
which results in the two-dimensional matrix forms
(A1 Atz Ars Ansr Ao Anizs Ansr Aqse Aqiss | [ Bi1]
Ao Asgiz Awzis Avsar Anaze Arzes Avasi Auaze Agoss By
Azt Aiziz Awzis Aigar Ausze Auses Aigsi Ausse Ausss B3
Aoiir Aoz Aotz Aoior Agize Agiaz Agizi Agize Agiss Boy
A= | A Acsin Aoz Agoor Aosas Agsaz Agozr Aogga Agss| , B = |Bx
Aozt Agziz Agsis Aszar Agsoe Agsas Asssi Agsza Agsss Bas
Azt Asiie Asiis Asior Asize Asies Asisi Asgize Asiss Bs,
Asorr Asaiz Asais Assor Asgaze Aszes Asssi Agaze Asass Bsy
| Assir Asziz Assis Assar Assze Assss Assgt Asgsy Assss) _3(33_ )
A.83

Thus, A is represented as a R°*%-matrix, whereas B becomes a R%*!-matrix (vector).
With these representations at hand, the coefficients of the tensor product AB can be
simply calculated by the standard matrix-vector multiplication AB. Consequently, the
main advantage of the representations is that they easily allow to calculate, for
example, the rank, determinant, or null space of a fourth-order tensor by using numerical
codes and functions written for two-dimensional matrices. Furthermore, the coefficients
of the fourth-order inverse A=! are obtained by calculating the two-dimensional inverse
A=Y since the matrix multiplication A=A equals the 9x9-identity matrix. Also note
that (A.83)); makes clear that a fourth-order tensor in the three-dimensional space has
dim[A] = 9 and that, in turn, rank[A] = 9 holds for a full-ranked fourth-order tensor A.
A major symmetry of the tensor A, described by A = AT = (AT13)T24 shows up through
the symmetry of the matrix representation A. Hence, this leads to the common procedure
of dropping out the lower diagonal of the matrix as independent coefficients and there
remain 45 independent coefficients. If a fourth-order tensor A exhibits minor symmetry,
accompanied with A = ATz = A3 alternative matrix representations prove useful, such
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’ symmetry ‘ rule independent coefficients ‘
none A 31 =81
major A=AT () =45
minor A= ATz = AT 6% = 36
major and minor (super) A= AT = ATiz = AT (5) =21
total (complete) A=AT = ATiz = ATss = AT G)=0 =15

Table A.2: Overview on the different symmetry rules of fourth-order tensors and the associated number

of independent coefficients. Therein, (Z) = ﬁlk), is the binomial coefficient and ((Z)) = ("+Z_1) is

the so-called multiset coefficient, which are valuable tools from the field of combinatorics and allow for a
straightforward derivation of the number of independent coefficients.

as the prominent Voigt notation, see VOIGT [496]. Since a minor symmetric fourth-order
tensor only has 36 independent coefficients, this representation is given by a R5*6-matrix
and reads
(A Anze Anss Anss Ains Ano
Agorr Agzor Agozs Aszaz Aosiz Agoro
[ Aijkl]v _ Aszzir Aszszzn Asszzs Aszzas Asziz Aszie ' (A.84)
Agsir Aozor Aozzs Aosaz Aoziz Agsio
Auzin Auzzz Aizzs Aizaz Auziz Auzio
Ao Auzoz Agazs Arzez Az Adoig)

Minor and major symmetry of a fourth-order tensor is expressed by the symmetry of the
matrix representation [A;;y]Y and the number of independent coefficients consequently
reduces to 21. This is also referred to as super symmetry. A fourth-order tensor which in
addition to the super symmetry also holds the condition A = A% is totally symmetric.
This is also called complete symmetry, because a fourth-order tensor is then completely
symmetric in all indices. In the theory of continuum mechanics, the various symmetry
conditions arise, for instance, in the different formulations of the fourth-order elasticity
tensors. Major symmetry immediately follows from the occurrence of a hyperelastic po-
tential and holds for all of the discussed elasticity tensors in this work. In addition, minor
symmetry is given when the associated second-order stress tensor is symmetric. Hence,
the large-strain material formulation C as well as the small-strain version Ly, are super
(major and minor) symmetric, as a result of the associated symmetry of the stress tensors
S and oy, respectively. In the theory of linear, small-strain elasticity, one can observe
total symmetry of the elasticity tensor in the so-called rari-constant theory, while the far
more frequently employed super symmetry of the elasticity tensor is associated with the
multi-constant theory, see, for example, LOVE [300] or CAMPANELLA & ToONON [68]. In
this context, the additional symmetry condition A = A’ is referred to as Cauchy rela-
tion. Furthermore, total symmetry arises when a fourth-order tensor is composed of the
dyadic product of four equal vectors. This is the case, for example, for the dyadic product
M®@ M =ay® ag® ag R aqg of the structural tensor M.

An overview on the different symmetry conditions and the resulting number of inde-
pendent coefficients of a fourth-order tensor in the three-dimensional space is given in
Table [A2l

For completeness, we provide the matrix representations of the subspace tensors {A}
and {BY, which are employed in Chapter . In this subspace, fourth- and second-order
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tensors are defined by {A =A; e, ®e; @ e, ® e} and {B = Bije; ® e, P, respectively,
with 7,k =1,2,3 and 5,/ = 1,2. The associated matrix representations are given by

Allll A1112 A1121 A1122 A1131 A1132 Bll
A1211 A1212 A1221 A1222 A1231 A1232 Bl?
b _ A2111 A2112 A2121 A2122 A2131 A2132 b o BQI
{AY = |\ o0 e o o o o, By = . (A8Y)
2211 2212 2221 2222 2231 2232 BZQ
A3111 A3112 A3121 A3122 A3131 A3132 B31
| Azorr Asziz Asaor Asozs Aspst Asosg | B3 |

which means that {A} becomes a R%*-matrix. However, this matrix form must not be
confused with the Voigt notation which results in a R®*S-matrix as well.

A.7.3 On the representation of transversely isotropic elasticity tensors

The elasticity tensor of transversely isotropic, linear-elastic materials can be represented
as a linear combination of six elementary fourth-order tensors El* = Egﬂl eRe;Re,Re,
a=1,2,3,4,5,6, which were proposed by WALPOLE [499] 500]. Further details are also
provided by PONTE CASTANEDA [378]. The six elementary tensors are strongly related
to the two structural tensors M and D = I — M, which were introduced in Eqs
and (3.88)), respectively. A linear combination aM + bD, with arbitrary a,b € R, of these
two tensors gives a formulation of a general transversely-isotropic, second-order tensor.
Consequently, the definition of the six elementary fourth-order tensors is based on the
various possible dyadic (outer) products between M and D and the originally provided
index notations read

1
Egj}kl = % D;j Dy
2
By = Mi; M
8%, = 1 (DaDy + DDy~ D,Da),

4 _ 1 (A.86)
Eiw = 3 (Milek + DyMj, + My Dy + Diijl) 7
Eﬁkl = M;; Dy ,
Eﬁkl = D;j My, .
A reformulation in absolute tensor notation gives the expressions
E'=1(D® D)),
EZ = pr ® M,
EP =} (D@ D)™+ (D® D)™ - D® D), .
E =l (M@D+DeM)™+(M&D+DeM)™), |
EB — pr ® D,
E¥=De M.

As the structural tensor D is a combination of the identity tensor I and the structural
tensor M, we can also formulate the six elementary tensors as combinations solely of I
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and M:

EN=1I@I-TeoM-MeI+MeM),

El =Moo M,

E¥ =1 (-I®@I+I®M+M®I+MeM+
+IRI-TOM-MI)™ +(II-IoM-MeI)™), (A8

El—l(IToM+MeoD™+ITeoM+MaI)™) —2Meo M,

El=M®I-MeoM,

El=ToeM-MoM.

The first four tensors are idempotent projection tensors and fulfil the relations EME =
El) and EPMEP = O for o, = 1,2,3,4 and o # (. They are in fact an additive
decomposition of the symmetrising map, which is easy to deduce from Eqgs (A.88]), hence,

EM4+EE 4B 4+ EY = L (T )™ + (I® D)™ =Ly (A.89)

In contrast, the two tensors EP! and El are nilpotent, hence, EPIEP! = EFEI = Q. They
are involved in a sum which yields the tracing map:

Further projection tensors appear by certain combinations of the six elementary tensors.
For instance, an axisymmetric projection tensor can be formulated as

Elal — %(E[ll + 2EP — EBl — g6y (A.91)

It is idempotent, ERER = El  and obeys “orthogonality” with the projection tensors
EB and EM| such that EREFl = EFIER = O and EREM = EMER = 0. Two further
projection tensors are
J=10EM +EP +EF + E9) =11, and K=EF +EF +E¥, (A.92)
which satisfy the relations J + K = Lym, JJ = J, KK = K, and JK = KJ = O.
Note, for completeness, that a slightly different set of elementary tensors was given by

WALPOLE [501]. However, it can be shown that the tensors therein are just rearranged
forms of the ones presented here.
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B Further mathematical explanations and details

B.1 The Legendre transform

Basics Consider a scalar- and finite-valued, differentiable function f(X’). The general-
ised argument X may be a scalar X € R (f : R — R), vector X € R3 (f : R® = R),
second-order tensor X € R3®3 (f : R3®3 — R), or higher-order tensor. The function f
is assumed to be convex in X, see, for example Eqs for corresponding convexity
conditions if X € R3®3. We say that the derivative of f with respect to its argument X’
is given by Y = Oy f. Obviously, the dimension of ) is equal to the dimension of the
argument X'. For scalar-valued X', the derivative ) is nothing more than the slope of the
curve f. Now, the Legendre transform of f is defined as

1) = (X, D) = f(X) (B.1)

where the original argument X has to be replaced by solving Y = Oy f for X and sub-
stituting it into f*()’). The expression (X,)) stands for the inner product of X and Y,
which is a simple multiplication of X and ) for a scalar X and an appropriate scalar dot
product for vector- and tensor-valued X. The function f* is called dual to the original
function f and it is dependent on ). The interesting feature of the Legendre transform is
that the derivative of the dual function with respect to the new argument ) is now given
by dyf* = &X. This connection motivates the designation of {X’, Y} as a so-called conjug-
ate pair. The concept of the Legendre transformation can be generalised to non-convex
functions f(X), if we replace the definition of f* in Eq. by

F1(¥) = sup{(&, Y) = F(X)}, (B-2)

which is referred to as the Legendre-Fenchel transformation or convexr conjugate. In
Eq. (B.2), sup is the supremum. The Legendre-Fenchel transform is not only a gener-
alisation of the Legendre transform to non-convex functions f, but it can even be used
for non-smooth f which are not continuously differentiable. In that case, one may have
several subgradients ) € Oy f as elements of the subdifferential dy f instead of a derivat-
ive ) = Oy f. However, independent of the convexity and smoothness properties of the
function f, its dual function f* is always convex. Furthermore, the two functions f and
f* are related through the Fenchel inequality

(X, V) < f(X)+ f7(V) V&Y. (B.3)

With the knowledge that the dual function f* is always convex, it becomes clear that the
Legendre-Fenchel transform (f*)* := f** of the dual function is convex as well. Thus, the
double transform f** cannot be the involution of f if it is a non-convex function. In this
case, f** rather has the remarkable property that it depicts the convezr envelope Cf(X)
of the function f. This is also referred to as convexification. If f is convex, however, the
double transform f** it the involution of f, which leads us to

f(X) if f(X) is convex

. . (B4)
Cf(X) if f(X) is non-convex.

[(X) = St)l}p{Pf, V)= ()} = {
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In any case, we have the inequality

(X)) < f(X). (B.5)

Now, we want to introduce a generalisation of the classical Legendre transformation,
which proves very useful in this work. This generalised transformation is defined by

F1(V) 1= stat{(X, ) — f(X)} (5.6)

and the difference to the previously introduced transforms is indicated by writing f*
instead of f*. The generalised Legendre transform f* is defined in Eq. by means of
a stationarity operation. It is performed by formulating the stationarity condition

(X, V) = f(X)} =YV = 0xf(X) = V=0xf(X), (B.7)

solving it for X and inserting the result back into Eq. to get the transform f*()).
This is essentially the approach of the original Legendre transformation, as defined in
Eq. . However, the applicability of the generalised Legendre transform is extended
to non-convex and non-smooth functions. This makes it similar to the Legendre-Fenchel
transformation, however, there are important differences. The Legendre-Fenchel transform
f*, defined by Eq. , seeks for a supremum. That means that if there are multiple
solutions of the stationary condition Y = Odx f(X), one proceeds with the solution which
maximises the transform f*. This optimisation step is the reason for the convexity of f*.
In turn, the generalised Legendre transformation does not perform such an optimisation
and, based on that observation, we note that the transform f* is not necessarily convex.
This means that the generalised Legendre transform f* can be multi-valued, whereas the
Legendre-Fenchel transform f* is single-valued. In short, we can conclude that f* contains
more information than the supremisation-based f*. This has implications on the double
transform (f*)* := f**, which is found to always give the original function f, regardless
of the convexity properties of f. Hence, we can write

72 (%) = st (X, 9) — [*(9)} = (). (B3)

Example The concept of the Legendre- and the Legendre-Fenchel transformation shall
be briefly shown here based on a one-dimensional function f : R — R, defined by

fl@) =a* — . (B.9)

Hence, the general argument X simply becomes a scalar variable z € R. A visualisation
of the function f(z) over z is provided in Figure [B.1h. With this, we directly see that f
is non-convex and that it is not differentiable at z = 0, which is caused by the absolute
value function |z|. However, as we noted above, we can formulate a subdifferential 0, f
at x = 0. This subdifferential contains all possible subgradients, which essentially means
that it depicts a range of values determined by the limit values of the derivative from the
left and from the right. For the given function f, it is easy to compute the limit values
lim,_,o- 0,f = 1 and lim,_,o+ 0, f = —1. The subdifferential at z = 0 is thus given by
O.f = [—1,1]. Together with the derivatives at x # 0, we have

20 +1 ifzx<0
Ouf(r) =4 [-1,1] ifz=0 (B.10)
20 —1 ifx >0,
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a) b) c)

Figure B.1: Visualisation of the generalised Legendre transformation. a) The original function f(z) =
x? — |z|, b) the derivative 0, f(z) of f for z # 0 and the subdifferential of f at z = 0, ¢) the swallowtail-
shaped generalised Legendre transform f*(z*).

see Figure[B.1Ip. Now, Eq. for the generalised Legendre transform and the associated
stationary condition read

f(z*) = st;mt{xx* — f(z)} and 2" =0,f(x), (B.11)

respectively. Hence, the dual variable ) is now denoted by z*. Subsequently, the station-
arity condition (B.11]); is solved for 2 by making use of Eq. (B.10)), yielding

(" —1) ifa* <1
if 2% € [~1,1] (B.12)
(x*+1) ifz*>—1.

8
I
pim O

Obviously, there are multiple values for x in the range x* € [—1, 1] due to the non-convexity
of f. However, we keep all these solutions and substitute them into Eq. (B.11))s to get the
generalised Legendre transform

(z*—1)% ifa* <1

if * € [-1,1] (B.13)
(z*+1)2 ifaz* > —1.

fHa") =

N e RN

By looking at the visualisation of f* in Figure |B.1lc, we directly see that the generalised
Legendre dual of the non-convex function f is non-convex and multi-valued and that the
curve of f* has a so-called swallowtail shape. For instance, the curve of f* intersects the
axis at * = 0 three times. Recalling that z* is the derivative (or subdifferential) 0, f, this
tells us that the curve of f has three extrema, which are of course the two global minima
at x = +1/2 and the local maximum at z = 0. Subsequently, we can apply the generalised
Legendre transformation on f*(z*), giving

£ (@) = stat{as” — f*(2)} = 2% — |a] = f(2). (B.14)

Therein, we note that the stationarity condition reads x = 0, f*, which highlights the
duality of the conjugate pair {z,2*} once more. We note that the double transform f** is
identical to the original function f, as expected.
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fr(@) O f*(27) = (@) = Cf(X)
. / \ |
0.5 0.5 \
1 1 1 1 > * \ ) )
: : - x* —-0.5 ‘3‘\ ;—»
~1 1 / N/
\ NS
QM%%
a) b) c) PORRS

Figure B.2: Visualisation of the Legendre-Fenchel transformation. a) The dual function f*(z*) of f, b)
the derivative 0.« f* of f* for * # 0 and the subdifferential of f* at z* = 0, c¢) the double Legendre-
Fenchel transform f**(x) and (in grey) tangents on f**. The convexity of f** is elucidated since none of
the tangents is above the curve f**, which is essentially the second convexity statement 2.

Now, we compute the Legendre-Fenchel transform f* of f to show the difference to the
generalised Legendre transform f*. From Eq. (B.2)), we know that

f(z") = sgp{mm* — f(z)} and 2*=0,f(x), (B.15)

where the latter equation is the stationary condition and we denote the conjugate variable
with x*. The stationarity condition is the same as for the Legendre transformation and
results in expression for the variable x by replacing * with x*. However, instead of
keeping all solutions for z, we only proceed with those ones which maximise the expression
xa* — f(x) for a given z*. This is the essence of the supremum. The Legendre-Fenchel
transform is then obtained as

—~
8
>*
|
—_
~—
[V

if 2 <0

B.16
(" +1)% ifz* >0, (B.16)

—
%
—~
8
N
Il
—
NN

see Figure B.2h. We observe that the graph of f* is identical to f* above the point where
f* intersects itself. However, f* misses the part below this point and therefore represents
a convex and single-valued function. At x* = 0, the curve of the dual function f* is non-
differentiable, but we can find the subdifferential 0, f* € [—1/2,1/2]. This is plotted in
Figure [B.2p, together with the derivatives at 2* # 0. Recalling the fundamental duality
relation between x and z*, we know that x = 9,« f* and observe from Figure B.2p that
there is a one-to-one relation between x* and its conjugate argument x. Thus, we lost the
information about the non-convex part of the original function f. Computing now the
double Legendre-Fenchel transform gives the convex envelope of f:

2+ ifq;<—%

o) =swplert — )= {4 Wee-Lilp=cix).  (BID)
’ 22—z ifz> %
Hence, the non-convex part of f between x = —1/2 and x = 1/2 is replaced in f** by a

straight line with slope 0, f** = x* = 0.
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B.2 Fundamentals on probability theory

Probability density functions are a fundamental mathematical tool for the statistical de-
scription of continuously distributed variables. In the continuum-mechanical context, those
variables may represent any kind of field, such as deformation or stress fields. However,
particularly useful are probability density functions for the description of structural char-
acteristics of a material, especially in multiscale studies, as explained in Section[4.2] In this
section, basics and examples are presented for the description of a scalar variable X € R.
Yet, most of the concepts can be generalised to higher dimensions in a straightforward
manner.

Basics The probability Bt that a continuously distributed variable X ranges in the
interval [a,b], with {a,b € R;a < b}, is described by means of a univariate probability
density function (PDF) pyx in terms of the relation

Pr(X € [a,5]) = / px(r) dr (B.13)

The support of the PDF is given by Ry = {r € R : px(r) > 0}. Hence, the PDF has an
infinite support Ry = R = (—00, 00) if the variable X is distributed over the whole range
of R, whereas the PDF has a finite support Ry = [¢°, ] if the variable X is distributed in
a closed interval [¢*,z¥]. The PDF is zero outside of Rx. Further, it is straightforward to
formulate the cumulative distribution function (CDF)

B0 = Pelx <o) - [ " px(u)du, (B.19)

where the lower bound can be replaced by v* for PDF with finite support. Since it is reason-
able that the overall probability Pe(X € Ry) is one, we have the limit value lim, o, §x = 1
for infinite supports and Fx|,— = 1 for finite supports. Next, it is useful to consider the
moments of a PDF in order to describe the distributions in a statistical sense. The first
(raw) moment defines the mean value f, which represents the expectation value of the
distribution. It reads

Ii= E[%]Z/m rpx(r)de. (B.20)

With this, it is possible to distinguish between raw moments with respect to zero and the
central moments with respect to the mean. The n-th central moment is defined as

E[(X - E[X])"] = /m (r—1)"pxdr. (B.21)

It is easy to see that E[(X — E[X])°] = 1 and E[(X — E[X])'] = 0. The second central
moment is defined as the variance

ol = E[(X — E[X])?] (B.22)

and its square root denotes the standard deviation o,. In addition to the moments, it
is also possible to further characterise the distribution in terms of other measures. For
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Px

a) -4 -3 -2 -1 0 1 2 3 4 b) -4 -3 -2 -1 0 1 2 3 4

Figure B.3: Visualisation of the normal (Gaussian) distribution. a) The probability density function px.
b) The cumulative distribution function Fx. N (0,0.25) solid black, N'(0, 1) solid gray, N'(—1,0.5) dashed
black, N'(1,2) dashed gray.

instance, the mode t™ is the most likely value of the distribution. Hence, it depicts the
argument of the maximum (peak) of the PDF, such that

¢ = arg max px(r) . (B.23)

This means that the CDF has an inflection point at ™. We recall that if the structure of
a material shall be described, one usually has to proceed from such statistical measures
and does not have the full knowledge on the continuous distribution of a variable X. In
turn, one has to choose a suitable PDF which can be constructed on the basis of values
such as the mean or the variance. Four examples of such functions are discussed in the
following.

Examples

e Normal (Gaussian) distribution

XN, () = g oxp| ) g = L1t [EE]) B2y
' \/2mo} 202 2 /207

Therein, X ~ N(t,07) means that the variable X has the probability distribution of

N(&,07). The normal distribution is dependent on two parameters, which are the mean

and the variance. It is symmetric with respect to the mean and has infinite support. The

support, mean, mode and the variance of the normal distribution as well as the following

distributions are summarised in Table [B.I] Further, the CDF contains the error function

erf[z] = % /_x exp[—t?] dt, (B.25)

which entails the typical sigmoidal shape for this function. The Gaussian distribution is
visualised in Figure (B.3)) for four different parameter combinations.

e Beta distribution

Pl (1 =)
X ~ Beta(fy,082), px(zr) = Bl Bl . $x(r) = L[5, 5o (B.26)




B.2 Fundamentals on probability theory 205

distribution support Ry mean ¢ mode ™ variance af
N(&, 07) (—00, 00) 3 I ol
B1 p1—1 5182
Beta(51, 52) (0.1) B+ Bi+B2—2 (B1+52)? (Bi+B2+1)
b . b .t But+Bar®  (Bi—Drf+(B2—1)¢ B1B2 (tF—r")?

Beta(ﬁlu 627 r,r ) (; & ) B1+ B2 B1+P2—2 (B1+B2)2 (B1+B2+1)

. by .m_y .ff #_ .by2 #_ .m)2 m_ ..b)\2
Trl(xb’xm’;ﬁ) (Pbyxﬁ) r +x3 +r o =)+ ;6) +@™ )

Table B.1: Selected properties of the normal, Beta, four-parameter Beta and the triangular distribution.
For the Beta distributions it is assumed that 57 > 1/2 and 3 > 1/2.

,' - )
7 - : ! L
—_—— : : - r ==

a) —;4 -3 -2 -1 0

3 4 b)

-4 -3 -2 -1 O0

Figure B.4: Visualisation of the (four-parameter) Beta distribution. a) The probability density function
px. b) The cumulative distribution function §x. Beta(—3,3,1, 1) solid black, Beta(—2,2,1,5) solid gray,
Beta(—2,2, 10, 10) dashed black, Beta(—5, 4,8, 2) dashed gray.

Therein, the Beta function B[f;, 2] and the incomplete Beta function B, |31, 52] are given
by

1 T
8[51,62]:/0 =1 (1 —¢)271dt  and Bz[ﬁl,fg]:/o (1 — )Pt de. (B.27)

Further, Z, = B.[f1, 52]/B[f1, B=] is the incomplete regularised Beta function and entails
the sigmoidal shape of the CDF. The Beta distribution has finite support ¢ = [0, 1] and
relies on two parameters, $; and (,. Further characteristics of the Beta distribution are
discussed in the context of the four-parameter Beta function in the following.

e Four-parameter (scaled and shifted) Beta distribution

B el
px(r) = (tf — )P 81 B[B,, Bo]

where 7, = (r — 1’)/(x* — 1’). The four-parameter Beta distribution scales the support
from the interval [0, 1] to the interval [¢’, ¥], which is very practical in many applications.
The scaled Beta distribution is visualised in Figure for four different parameter
combinations. From there, we see that it allows to describe very different distributions.
For instance, 1 = f» = 1 results in a uniform distribution of the values between ¢* and
t¥. Another special case (not shown here) is given when 3, = £, = 1/2, resulting in an
Arcsine distribution that has two modes at the boundaries of the support. In general, the

X~ Beta(ﬂla 627 Iba Iﬁ) )

Sx(x) = Ir; [51752] (B-28)
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Px

a) -4 -3 -2 -1 0 1 2 3 4 b) -4 -3 -2 -1 0 1 2 3 4
Figure B.5: Visualisation of the triangular distribution. a) The probability density function px. b) The

cumulative distribution function §x. Tri(—2,0,2) solid black, Tri(—2,1,2) solid gray, Tri(2,3,4) dashed
black, Tri(—4, —3,1) dashed gray.

Beta distribution is symmetric with respect to the mean (which is provided in Table [B.1))
whenever 81 = (5. Yet, distinct choices for the two parameters allow to describe very
general asymmetric distributions.

e Triangular distribution

2 -0 " b m
s ifre M,
X~ T 2™ "), px(r) = (ﬂ;iz(i 9 ) (B.29)

G- 'C (e,

The triangular distribution provides an easy and very good way if only very few statistical
measures are given and a more detailed description by means of a Beta distribution may
not be sensible. It is defined in terms of three parameters and has the finite support [z”, ¥
Despite its simple structure, the triangular distribution is very flexible, as highlighted in
Figure [B.5] It allows to describe symmetric as well as asymmetric distributions around
the mean. Further, the expressions for the ODF and the CDF (not displayed here) only
contain simple polynomials, which are easy to implement and to evaluate. This can be

an advantage in comparison to the Beta distribution, which demands the evaluation of
different forms of Beta functions.

Directional statistics The probabilistic description of a variable Xy on a repeating
periodic interval (such as a variable on a circle) requires the consideration of directional
statistics, which is also referred to as circular or spherical statistics. A comprehensive
overview on this field is given in the textbook of MARDIA & JupP [310]. The key difference
to the standard treatment discussed so far is that the ODF now has to account for the
periodicity of the probability with which events may occur. For instance, if the variable
Xy is defined on the circle, which means on the interval between 0 and 27, any probability
p(Xy+2nm), n € N, should be identical to p(Xy). However, it is easy to formulate suitable
2m-periodic wrapped orientation density functions via

pu(X) = 3 p(Xy +2rk) (B.30)

k=—o00
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Figure B.6: The m-periodic von Mises orientation distribution function. a) m-Mises(0,10) black, -
Mises(w/2,1) gray. b) ¥ = 0 and b = {0,1,2,5,10}.

where one can apply any standard ODF p. Thus, we can formulate, for example, wrapped
versions of the normal or the Beta distribution. Yet, this might result in tedious expressions
because of the sum from minus to plus infinity. As an alternative to a wrapped version of
the normal distribution, one can use the 27-periodic von Mises distribution, defined as

- exp|bcos[t — T
%9 ~ MISGS(I07 b) ) p:{G (P) - |:27TIO[(b) GH

(B.31)

where
1

Iy(z) = — /07r exp [z cos[t]]dt (B.32)

™

is the modified Bessel function of first kind of order zero. The von Mises ODF contains
two parameters. These are the mean ry and a parameter b that describes the dispersion

of the probability around the mean value. Moreover, if a variable Xy is rather described
on an interval [0, 7], Eq. (B.30]) can accordingly be defined as

Pu(Xo) = > p(Xg+7k). (B.33)

The m-periodic version of the von Mises ODF reads

Xy ~ m-Mises(rp, b),  Ppx,(z) = exp b ersl[i(b?) —10)]]

(B.34)

The periodicity of this function becomes clear from looking at Figure [B.6h. Further, the
influence of parameter b is shown in Figure [B.6p. If b — oo, the von Mises distribution
becomes a Dirac delta function at z.

B.3 Population-based modelling of space orientations

The network models from Chapter [0] rely on the definition of a strain-energy function %,
for each space orientation, which in turn was described by a vector vy. This analogously
holds for the network model for the collageneous network in Section where a space
orientation was described by a vector ag or by. If the energy of one space orientation,
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A

Figure B.7: A space orientation which represents a population of fibres with different degrees of crimp.

say to, is described by a strain-energy function of the form introduced in Eq. (7.24), one
might conclude that the vector vy either describes exactly one single fibre with specific
waviness A, or that the vector vy describes a whole population of fibres which all have
the same waviness. In relation to the latter, however, it seems reasonable to assume that
the fibres have different degrees of crimp, as shown in Figure [B.7] and to accompany the
energy formulation with stochastical descriptions for the distribution of the waviness Ay
in terms of a undulation distribution function. The distribution function shall be denoted
by p,,,. Alternative terms in the literature are waviness or crimping distribution function.
FAN & SAcks [124] referred to it as fractional ensemble fiber recruitment, whereas the
early work of SOONG & HUANG [454] called it a collagen arrival density. Regardless of
how the distribution is named, the resulting strain-energy function for a space orientation
is given by the integral formulation
A
H) = [ A0 b ) A (8.35)
where A’ is the lower bound of the distribution. A physically meaningful requirement for
the lower bound is A, > 0, since stretches are always non-negative (see Section .
Interestingly, this constraint allows the occurrence of fibres that are uncrimped and store
elastic energy in the reference configuration. Of course, this contradicts the assumption of
an energy- and stress-free reference configuration and rather leads to a residually stressed
material. In turn, requiring an energy- and stress-free reference state of # leads to A%, > 1.
There is no similar constraint for the upper bound ¢, but it makes sense to postulate
that the waviness of the curliest fibre is still finite. Hence, the function p,, should be
chosen from the set of continuous, univariate probability distributions with support on
a bounded interval [X’,, A\{]. One such function is the four-parameter Beta distribution,
which was introduced in the previous section. A distribution A\, ~ Beta(S31, 32, A2, A%)
for the waviness of the fibres has been used in the studies of, for example, SVERDLIK &
LANIR [467], LOkSHIN & LANIR [294], CHEN ET AL. [76], FAN & SAcks [124], FATA
ET AL. [125], WEISBECKER ET AL. [510], and AVAZMOHAMMADI ET AL. [I§]. However,
also probability distributions with support on a semi-infinite interval [\’ oc] have been
used in the literature, such as the Gamma distribution by SACkS [413] and BISCHOFF
[36] and the Weibull distribution by HURSCHLER ET AL. [234]. The early works of LAKE
& ARMENIADES [273], DECRAEMER ET AL. [93], and LANIR [276] considered a classical
Gaussian normal distribution, which however may include unphysical non-zero probabil-
ities for negative threshold stretches A, due to its unbounded support and should thus be
avoided.
By looking at Eq. , we see that the incorporation of such probability functions
naturally leads to an integral formulation for the energy of one space orientation. This
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eventually leads to some cumbersome expressions in combination with network models,
since this leads to triple integrals for the resulting network quantities. It would therefore be
very practical if the integral in Eq. could be solved analytically. This is done in the
following for a Beta-distributed waviness as well as a triangularly distributed waviness by
utilising the computer algebra software MATHEMATICA. Before presenting these results,
however, it must be noted that the direct calculation of analytical solutions for the integral
in Eq. is not possible. Instead, the expression has to be reformulated into the
convolution

We(A) = W(A)  pa, (A) . (B.36)

Strictly speaking, this convolution is equivalent to the integral in Eq. with integ-
ration boundaries from —oo to A, but since the value of the integral from —oo to A’ is
zero, the results are completely equivalent. With this convolution-based expression, it is
possible to find closed-form expressions for the energy #;. For a Beta-distributed fibre
waviness, meaning that A, ~ Beta(3y, 2, A, L), we obtain

(0 ifA< N
W) = 4 ha QLX) (A—A&)“ﬁ{lﬂi[ggﬂ 2F1[B1,1-B2,3+B1,71] A e (AN, (B.37)
" <ﬁ%+ﬁl)<H€v>2+22f;/13§223(x1€v+>2;2§)>+<5%+/32><***?v>2 if Ae (A, A\,
\
where
T = ﬁ and oFi[a,b,c,d] = W (B.38)

Therein, oF; is the Gaussian hypergeometric function and I'[c] = (¢ — 1)! is the Gamma
function. Further details on such (a little bit exotic) mathematical functions can be
found in the mathematical handbook of BRONSHTEIN ET AL. [60] and the comprehensive
overview by OLVER ET AL. [366] on all kinds of mathematical functions. Subsequently, the
scalar stress P, and the scalar stiffness L, can be obtained by means of a simple derivation
of Eq. with respect to stretch . Yet, instead of directly deriving the quite lengthy
expression @, it is useful to compute P, and L, by means of the relations

PN) = O4() = DuH4(N) % pa, () = Py(N) # pa (V) (B.39)

and
Le(A) = OzPe(A) = Oz Pi(A) % pa, (A) = Leg(A) * pa, (). (B.40)

This is because P and L become gradually simpler expressions, see Eqs ((7.25) and (7.26]),
and the calculation from Eqgs (B.39) and (B.40]) usually leads to a more compact appear-
ance of the results. In any case, the stress P, is given as

0 if A<\
)\5,,7)\2‘, 7'161 1—71)8 .
Pt<)‘) = Hoef <T2 ITI [51752] + ( (61+5)2)B[(51,52}) 2) if Ae (/\ZW /\gv] ) <B41)

Hef T2 lf)‘>)‘€v7
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where

ﬁl()\_)\gv)‘i‘@()\—)‘zv)‘

" B1+ B2 (B42)
The stiffness is given by the compact expression
0 if A<\
Le(N) = pgZn (B, Ba) if X € (N, AL], (B.43)
Hef if A > M

In Egs and , Z.,[B1, B2] is the incomplete regularised Beta function which was
introduced in the context of Eq. (B.26). We directly see that the stiffness L, is nothing
else than the CDF of the Beta distribution scaled by the collagen fibre stiffness ;. Hence,
the step function that describes L is transformed to a sigmoidal curve for L.

The strain-energy function #; for triangularly distributed initial wavinesses A, ~
Tri(A%,, A=, M\E) can be formulated by an analog evaluation of the convolution-based ex-
pressions and reads

(0 A<\
A=A)* . b \m
1 T if A e (A, Am],
We(A) = (B.44)

AL —N)4 A-Aw)2 40\ . m
Fef <_12()\5V(7)\;3)(;&,7)\';v) T . ) if e (A, AL,

(A=A )2+02 .
[ S if A >\

where A, = (A}, + A2 + A\%)/3 is the mean, A is the mode, of is the variance, see
Table [B.1] The nice feature of the triangular distribution is that the resulting expressions
only contain simple polynomials, which allows a very simple implementation. To complete
these investigations, the scalar stress is given by

(0 if A<\
A=AL)? ; b \m
Hef o if A e (A, Ay,
Pt()\) — 3()‘w AZV)(/\W /\zv) (B45)

fie (3(/\“ Db - )\W> if A e (A AL

L—am)(AL -z

L g (A= Ay) if A > AL

and the scalar stiffness reads

(0 i A< A
(A=A3)? : b m
Hej 33 _ m_ if A S <)\W7 )\W] )
Lt()\) — (/\w A?N)(Aw )‘\bzv) (B46)

f_y\2 . m
e (1—%) if A€ (AW, AL,

A -AL) W
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C Further remarks and results of the TSO estimates
from Chapter

C.1 Macroscopic stress tensor

The first Piola-Kirchhoff stress tensor is derived from the macroscopic potential # by a
derivation with respect to the macroscopic deformation gradient F', see Eq. (4.5). Accord-

ingly, the effective stress tensor associated with the TSO estimate # defined in Eq. ([5.15)
is derived as
1}

—Z “[FTP(B) + 41~ ENP(B) + EIL(R)(F - B))] (o

Q

P —0p¥ = 0p{ Zna[wm +L(F — F)- P*(

_ Z Lno[(1+FL)P*(E,) + F'L(B)(F — F,)] .

[0}

In this process, one has to utilise the tensor derivation rule (A.64). The stress tensor P
contains not only the phase averages F,, but also their derivatives with respect to the
macroscopic deformation gradient, defined by the fourth-order tensors

F, := O F, . (C.2)

Hence, in order to calculate the macroscopic stress tensor P for a two-phase composite,
one has to solve for the 2 x 81 = 162 unknown coefficients of Fr and Fy;. To do so, we
first note that 81 scalar equations can be obtained from a derivation of the overall average
condition (5.18)) with respect to F', giving

GF{F_’:nFFF+nMFM} = T=n"Fp+nMFy. (C.3)

With this, the 81 coefficients of Fy; can be expressed in terms of Fg. In turn, the remaining
81 coefficients of Fy are obtained by accordingly deriving the tensorial equation ([5.26]) with
respect to F', hence

ap{F—FF — P[IM(F — F) —nMAP]}. (C.4)

To exploit this expression, one has to utilise the derivation rules provided in Ap-
pendix , in particular the ones associated with fourth-order tensors, such as
Eqgs (A and ( - Further, one has to be careful with the elasticity tensor IM of
the matrlx since calculating the derivatives in Eq. (C.4) will result in terms LM(F), eval-
uated at the overall deformation gradient, and terms LM(Fy;), evaluated at the phase
average Fyr, which arise from the derivative Op PM (FM)

Two-phase fibre composites In Section . we put the focus on two-phase compos-
ites with fibrous microstructure, which entalled that the (i, 3)-coefficients (i = 1,2,3) of
the phase averages Fy and Fy; are uniform and equal to the respective coefficients Fj3 of
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the macroscopic deformation gradient, see Eq. ( . The remaining unknown coefficients
are computed by means of the subspace equatlon - Accordingly, the computation of
Fr has to separated. The derivative of Eq. - ) with respect to F directly provides 27
scalar equations:

813{(17%),-3 = Fz3} = (Fr)iast = Lizst = 0is0a1 - (C.5)
The remaining 54 scalar equations have to be derived from Eq. (5.32)) via
Op{{[P~" ~LY|(F - Fy) + n AP =0} }, (C.6)

which has to be solved for the 54 unknown coefficients (Fg)jse = Op,,(Fr)q; for i,s,t =
1,2,3and j =1, 2.

Incompressible two-phase fibre composites For fibre composite with incompressible
phases, an estimate for the macroscopic energy # was derived in Section in terms
of Eq. (5.64]). The associated first Piola-Kirchhoff stress tensor is given by

Or Wy, :aF{Z” %(

S et [+ FD)BN(E) + FILL(F)(F - E)

~F)-BXE)] + " (F - F) - o' F; "}

eS|

+ " [ -FR B + (Fr " © 0pe” — o' FR(F " @ B 1)™) (F - F )]
(C.7)
Of course, we know from Section that P constitutes in the context of macroscopic
incompressibility the extra stress which has to be supplemented by a term @F~T that
includes the Lagrange multiplier ¢ in order to satisfy the macroscopic incompressibility
constraint - The term GF~ T thereby replaces the stress contribution PA(F) =
8F7/A( F') = AooJ(J —1)F~7 from the overall energy spht (5.59), which in the macroscopic
incompressible limit contains an indeterminate form “oco x 0”7 because the macroscopic
Lamé constant A, tends to infinity and (J — 1) tends to zero. Moreover, the stress
tensor P in contains in addition to the two fourth-order tensors Fy and Fy; also
the second-order tensor Oz, which denotes the derivative of the constraint pressure
(Lagrange multiplier) o with respect to F. Hence, 81 + 81 4 9 scalar unknowns have to
be solved to determine the stress tensor P. As before, we still have 81 scalar equations
from Eq. and 27 scalar equations from Eq. . Further, 54 equations are obtained
from
lim aF{{[IPH —IM|(F - Fy) + nM AP, = o}b} . (C.8)
M 00
This means that it proves useful to first calculate the derivative of Eq. and sub-
sequently the limit as AM — oo. This is simpler than directly calculating the derivative
of Eq. . Finally, the remaining 9 equations have to be constructed from appropri-
ately addressing the incompressibility constraint in the fibre phase and the resulting
constraint upon the tensor Fg.
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C.2 Implications of augmented isotropic phases with J,-based
anisotropic parts

For the considered fibre composites with collinear orientation of the cylindrical inclusions
and the phase’s preferred direction, together with phase energies of the form as given
in (5.93)), it can be shown that the Js-dependent anisotropic phase energy terms do not
alter the microscopic deformation tensors F,. As stated in Section , this is because
the solution of Eq. becomes independent of the Jy-based energy terms. This fact is
explained in the following in more detail.

We first note that the matrix energy enters Eq. by means of the elasticity tensor
]L})f and the microstructural tensor {Xo¥. Further, both phases contribute to Eq.
through the stress tensors P,*. Hence, we have to show that each of these quantities does
not alter the solution of Eq. . For matrix energies as given in , the associated
dilatational part of the elasticity tensor is

L, (C, M) = Lig (I, ) + Lo (Ja) + 1,7 (1), (C.9)

where the anisotropic Jy-dependent term is given by
Liico = Opp Y aniso = 205, W o (I © M)T23 + 4P W o FM @ FM . (C.10)
Making use of the expanded form (C.9), ./, in 2 can subsequently be formulated as
o, = ((L lbo)T23€)€ + ((Efmbo)T%E)ﬁ + (L)) ™>€)€. (C.11)

Now, inserting ((C.10) in and recalling the collinearity of the axis of transverse
isotropy of the matrix phase and the cylindrical inclusions, one can observe that the J,-

dependent tensor bases of LM . are

(T @M)™) )€ =6 Muyé&e;®e; =0 and
((FM@FM)T23E)€ = Fin Mok, En Mnlfkfl e ®e; = 0.

This holds since M = e3 ® e3 and & = 0. Hence, it can easily be shown that the
dilatational part .e, of the acoustic tensor does not contain any Js-dependent terms.
From this, one can conclude that Py, P;, P, as well as {XO}b are also independent of any
Js-dependent part of WM

Next, we investigate how the anisotropic elasticity tensor LM . given by (C.10)), and the
anisotropic stress tensors Pg ... = 0¥ o = 205, W 0 FM enter Eq. (| - T herefore
we note that the dilatational elasticity tensor Ll\f and the stress tensors P} in Eq.
only occur in the subspace form. Subsequently, we can observe that for the Js-dependent

tensor bases of the elasticity tensor,

Tos

(C.12)

{(I@M)T23 = iijl€i®€j®ek®el :©}b

) (C.13)
{FM®FM:EmMijannlei@)ej@ek@el:(O)},
and for the Jy;-dependent tensor base of the stress tensor,
{FM: Fzm Mmj €i®€j = 0}b (014)

holds since {M = 0. Hence, for the considered class of composites with phase energies
as defined in ([5.93)), the solution of Eq. ((5.79) is independent of any anisotropic parts of
the two phases.
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C.3 Estimates for composites with a matrix phase described by
an isotropic Neo-Hookean part augmented by a
Jy-dependent anisotropic energy term

In Chapter |5, general TSO results were provided for composites with incompressible and
transversely isotropic phases. In this connection, estimates for the effective strain energy
are obtained by solving Eq. , subject to condition , and substituting the results
into expression ([5.64). Further, setting up Eq. requires the computation of the
integrals in 2. Therein, the integrands are dependent on the elasticity tensors I[}X[
and I} of the matrix phase through Eqs —. Typically no closed-form solutions
can be found for the integrals 2 and, in turn, there exist no closed-form expression
for the effective energy W for general loading conditions and general nonlinear matrix
behaviour. However, it is possible to simplify the results and to obtain closed-form relations
if the strain-energy of the matrix phase is described by an isotropic Neo-Hookean part
augmented by a Jy-dependent anisotropic energy term. This is the focus of this section,
which subsequently proceeds from matrix energies of the form

WL 0 00) = S (1= 3) + W () + 5 (T = 1)(T - 3). (C.15)

Note that this formulation is still anisotropic and the transversely isotropic term #M
can be a highly nonlinear, Jy-dependent strain-energy function.

C.3.1 Explicit representation of the microstructural tensor {X,}’

First note that, for the class of matrix energies defined by (C.15]), the second derivative
(9122 %M equals zero. This substantially simplifies the expression for the elasticity tensor
1

Ll\/f and, subsequently, the tensors %B,, 98B, and %B,, which are needed for the computation
of {XoF, see . Moreover, as stated in Section and shown in , the tensors %,
A, and B, are independent of any transversely isotropic (potentially highly nonlinear)
Jy-based contribution #M_ of the matrix energy. Thus, by further making use of an
overall deformation gradient tensor F of the form (5.83), it is possible to calculate the
integrals in (5.72))o analytically and to obtain explicit expressions for the microstructural
tensors Py, Py, Py. These explicit expressions enable us to find an analytical solution for
the pseudoinverse G = P' and to identify the resulting ten non-zero coefficients of the

tensor {X, ), namely,

(Xo)u = (L4 Ao+ 227 X) M /(AT Ae), (Ko)azan = (24 AT A (1+ )
(Xo)1122 = (Xo)ao11 = (Ae — 1) ™, (Xo)1221 = (Xo)an12 = ™,
(Xo)iziz = (2+ Ao/ A1) ™, (Xo)a121 = (24 A1/ A) pM
(Xo)3131 = (Xo)3232 = 2NM,

(C.16)

where \; and )y are determined by Eqs (5-84). The compact forms of I[}X[ and {X,)
result in a significant simplification of Eq. (5.79)). In particular, the (2,2)-component of
Eq. can now be used to obtain an analytical expression for the constraint pressure
©". In turn, this expression can then be substituted into the (1,1)-component and "

drops from the set of unknowns. Moreover, it can be shown that the dependence of the
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overall energy on the overall coupling invariant ¢7 completely vanishes. Subsequently, the
fibre phase invariant ¢a7 can be identically set to ¢7, that is, ¢7 ¢ow = (0. This means
that the (3,2)-component of Eq. (5.79) is of no further use. As a consequence, the (3,1)-

and the (1,1)-components of Eq. represent the two scalar equations for the two
unknown shear measures gy and ﬁpt, respectively They remain coupled only through the
first invariant IF' = A2 + 2\, ' + 42, + 42,, which may occur in the first derivatives ont*

and 0z 7" in the term APW Whenever the overall longitudinal or the transverse shear
is zero, the two equations for the unknowns g, and Jg; become fully uncoupled, leading to
~Are = 0 for 7, = 0 and gy = 0 for 4, = 0. Concluding, a matrix energy of the form ((C.15])
reduces the homogenisation to determining the two unknown shear measures {7p¢, ¥t },
or, equivalently, {¥r¢, A1 }. Further, the effective energy becomes a function of only three
macroscopic invariants, that is,

W:%S\&f?&ﬁt) :%71’j4’j5>. (C17)

where the Ir-independence directly follows from Eq. . In order to provide some
specific results but at the same time avoiding lengthy expressions, we show in the following
explicit results for two specific loading scenarios for composites with I>-independent fibres.
Subsequently, we present estimates for general loading conditions for composites where the
isotropic part of the both phases is described by a Neo-Hookean energy.

C.3.2 Estimates for combined axisymmetric and longitudinal shear

Based on the previous findings, we first investigate the case of combined axisymmetric and
longitudinal shear loading, i.e. 4 = 0. The average longitudinal shear g, of the fibre can
then be directly calculated from the relation
_ 27, M
=0, C.18
weT (8117/ ( J4,JF) +>\2 3J57/F( J4,jF)) ( +TLF) IUM ( )

where IT = M2 42\, ' +72,, Jy = A2, and JF = M\2(A\2+42,). Tt is clear that the derivatives
ar, V/F and 0y, V/F may, because of IF and JI, still be a functlon of Ary. Hence, the
poss1b1hty of ﬁndlng closed-form solutions for 4g, from Eq. (C.18)) generally depends on
the chosen strain-energy functions 7%, #.5.,, and #., - EXphClt results for the case

that the isotropic part %, of the fibres exhibits Neo-Hookean behaviour will be presented

in Section [C.3.4] The effective energy for combined axisymmetric and longitudinal shear
is given by

[ YUY Jas J5) + (e = Awe) Ao O A, (LT, Jay JE) + X 05, W5 (1T, T, j?))}
+n [% PMOZ + 207+ A0 = 3) + Paniso (1) + 5 (e — Tnte) Tuae MM} ;
_(C.19)
where Yy, = (50 —n"7r¢) /nM. Note that for this loading scenario it holds that det[Fy] = 1,

entailing that the J-dependent part %,/ of #,™ vanishes.
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C.3.3 Estimates for combined axisymmetric and transverse shear

For a combined axisymmetric and transverse shear deformation, i.e. 4, = 0, the ho-
mogenisation reduces to determining the unknown stretch Ap; by solving the following
equation

1
(M)2 AT ARy A7
+ M (”F (M= Ae)? A2 (A1 + Aen) + ()P AT (A A7 = 1)
M2 (= ) e 8 4 M) + A (2 X &) + X2 Am A (14238, 4)])] = 0.
B (C.20)
Recalling that the relation between the stretch Ag; and the shear parameter g, is given
by Eq. (5.87)1, the equation above can also be formulated in terms of yg;. However, using

Ar1 leads to more compact expressions. The effective energy for combined axisymmetric
and transverse shear deformation is obtained by

20 0 (I, Ty J5) 23 (1= Xy )

W(/_\fai/t)
M o/, Fy 3 Fy
_ Py PR 7T M| A (AT AR AR AN
=n W, (I}, Ja, J5) +n [ 5 <(—nM ) + <—HM)\1)\5)\F1> + ;-3
n" (A2 + M%) + 2 (1 = 3n" + (n")?) A\ Apy u
oAy (A e )+ #a)

(C.21)

( ) F 3372 (Y214
2 (nM)3 XIN A2 [2 7, (17, T, J5) ()P AT (A7 Ay — 1)

P (= 0RO = Ae)® o+ Ae) + ()53 (1= A2AE)
)*

()2 (= Aen) (e = A = XX = A (2= R0 +238,09)] )]

In Eqs (C20) and (C.21), the arguments of the fibre energy #," and its first derivative
O W} are given by IT = A7+ 27" + 32, = A7 + My + (Adpn) 2, Jy = A7, and J5 = AJ.

C.3.4 Estimates for general loading conditions and composites with a fibre
phase exhibiting neo-Hookean behaviour for the isotropic part of the
energy

Now, we consider composites that exhibit for the isotropic part of the matrix phase as well
as for the fibre phase Neo-Hookean behaviour. The energy of the fibre is then given by

5 (L T, ) = gt (1= 3) + 50" (T = 1)(J = 3) + Wpiso(Ja, J5) - (C.22)

Of course, the J-dependent term %,/ does not contribute to the energy due to the in-
compressibility condition ([5.45)). However it has to be kept in expression (| - to be
consistent in the derivation of the stress tensor P¥. The longitudinal and transverse shear
modes become fully uncoupled for composites with phase energies described by ((C.15]) and
- In this case, the shear values g, and gy (or, equivalently, the stretch )\Fl) can be
determined independently from each other. This is true for general loading conditions.
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The average longitudinal shear 4g, in the fibre phase is now calculated from

_ 2, M
T AN (W 207 05 o (T, T)) + (14 ) i

aniso

~0. (C.23)

This equation is obtained by making use of 9, #," = ¥ /2 in Eq. . For a general non-
linear behaviour of the anisotropic energy part %EISO, Eq. ( - depends on g explicitly
as well as implicitly through JE = A\2(\2 +42,). However, by dropping the Js-dependence
and assuming a Jy-dependent anisotropic behaviour of the fibre phase (9, #.F. = 0),
Eq. reduces to the explicit relation

27, M
nMpF 4+ (1 +nF) M-

Vre = (C.24)

Hence, for a composite where both phases are described by Neo-Hookean isotropic en-
ergies augmented by anisotropic, Jy-dependent contributions, the effective strain energy

is given by
p L\?
PO 77) = [7 (2t (55) —9))]
)\1 —nNn )\Fl 5\1;*1 — nFXl 2 12
[ « )*(muggm>+%‘3
" o (PM)2X 0w )?
n® (/_\1 — Ar1) F/ M\312 /31214
+ 2 (nM)3 X2X3 2 [:“ (n™)7 AL (A7 Apy — 1)

+ M (- ané (M = Ar)® (O + Apn) + (BM)PX2 (1 — N2AE,)
+(n")

(C.25)
where J; = A\? and Ap; has to be calculated from Eq. ( - with 8117/F = ¥ /2. Further,
the effective longitudinal shear modulus, fi, is provided by Eq. -2

In conclusion, Eq. - provides an expression of the effective energy for general
combined deformations. It is explicit except for one scalar unknown, the transverse fibre
shear 4, (or Ap;), which in a numerical setting can easily be calculated from the algebraic
equation . Moreover, the anisotropic energy terms, #,%...(Js), are added up by a
Voigt-type averaging and are unaffected by macroscopic longitudinal or transverse shear
deformation. This is in agreement with the observations in Section [5.3.4 Furthermore,
if we use Eq. and restrict ourselves to an isotropic matrix phase (#). = 0) and
combined axisymmetric and longitudinal shear deformation (7, = 0), we observe that the

new estimate % is identical to the LI estimate #{; by LOPEZ-PAMIES & IDIART [297]. If

we further restrict attention to isotropic Neo-Hookean phases (i.e. wrE =M =0),

the new estimate becomes identical to the BHS estimate #5us by DEBOTTON ET AL. [92].
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