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Abstract

Many natural protective structures, such as alligator armour, turtle shells, and the skulls of
many animals including humans, contain networks of sutures; those are, soft tissue that bonds
adjacent stiff plates typically made of bone. Such protective structures ought to withstand
large loads associated with predator attacks. Considering the ubiquity of suture networks in
natural protective structures and the optimization process of evolution, it is reasonable to
hypothesize that sutures improve the mechanical behaviour of protective structures during
predator attacks. However, the effect of sutures in such loading scenarios is not well un-
derstood. This is addressed by using computational models of turtle shells, where special
attention is paid to the influence of the network of sutures. Additionally, the structure-
function relationship is elucidated using parametric studies varying the suture geometry.
Computational experiments are carried out at the suture scale to investigate its mechanical
behaviour and at the shell scale to elucidate the effect that sutures have on the shell. Among
other insights, it is shown that: the compliance of the shell during small deformations can be
increased by increasing the height of the interlocking bone protrusions and suture thickness;
the bone plates interlock for sufficiently large deformations of sutures with sufficiently long
protrusions; suture geometry can be used to tailor stress-wave propagation; and the pres-
ence of sutures can reduce the maximum strain energy density, a key indicator for a material
failure, during a predator attack by 31 times. The work presented paves the way for the
inclusion of sutures in biomimetic protective structures such as helmets and body armour.
Computational solid mechanics aspects include multiscale modelling, model order reduction,
and finite strain constitutive modelling aspects, such as viscoelasticity, hyperelasticity, and

anisotropy.
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Chapter 1
Introduction

This thesis is concerned with modelling of the effects of sutures on the performance of natural
protective structures. Sutures are convoluted layers of soft tissue that join interlocking stiff
(typically bone) plates, as illustrated in Figure The stiff plates also typically have

Bone plate Suture Bong plate

T o

k

Figure 1.1: Tllustration of a suture joining bone plates in a turtle shell, adapted from [5] with permission.

interdigitating protrusions, which give the sutures their convoluted shape and cause adjacent
plates to interlock.

Sutures are found in myriad natural protective structures, such as the craniums of almost
all animals [6] (including humans [7]), beaks of woodpeckers [8], shells of turtles 9], alligator
armour |10, armadillo armour |11}, and other structures [12, |13} |14} |15, |16]. The ubig-
uity of sutures in natural protective structures suggests evolutionary convergence, which, in
turn, suggests that the inclusion of suture networks optimizes the functioning of protective
structures. Hence, sutures may be a good candidate for biomimetic design of engineered

protective structures. However, these observations raise two questions:

1. Do sutures improve the protective function of the structures in which they reside? It

is possible that their ubiquity is owed to the improvement of another function, such as

—_
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locomotion, mastication, or growth;

2. If sutures do improve protective function, thus making them a good candidate for
biomimetic design, what is a suitable way to model the effect of sutures on the struc-

tures in which they reside?

This thesis aims to address these two questions.

The structure of the remainder of the introduction is as follows. Section provides
more detail on the motivation for this work, introducing in greater depth the concepts of
convergent evolution and biomimetic design, and how these concepts apply to sutures in
protective structures. Then, Section sets out research questions and objectives that
follow from the motivation for the investigation. It also presents an outline of the method
by which these questions are addressed. Finally, Section presents the structure of the

remainder of the thesis.

1.1 Motivation for investigation: convergent evolution

and biomimetic design

Here, an argument is presented for the relevance of studying the influence of sutures on the
mechanical behaviour, and hence, performance, of the protective structures in which they

reside.

1.1.1 Convergent evolution

Convergent evolution is a process whereby disparate species evolve to obtain similar struc-

tures that perform similar functions. Some examples include:
o Wings for flying which are found in birds, bats, and insects;

o Fins for swimming which are found in fish, dolphins, and whales; even penguin wings

have evolved to be fin-like;
o Sutures which are found in craniums, turtle shells, alligator armour, etc.

Convergent evolution differs from the original description of evolution famously theorised
by Charles Darwin [17], where animals of the same species, when placed in different envi-
ronments, evolve to obtain different traits that are better suited for survival in their new

environment. This form of evolution was later termed divergent evolution [18].
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For the purpose of biomimetic design, which is described in the following subsection, one
would like to find biological structures that are optimized for a particular function. Conver-
gent evolution is particularly convenient in this case because evolution is widely accepted to
optimize structures. Furthermore, convergent evolution is easy to identify — one can simply

observe whether similar structures are found in various species that require similar functions.

1.1.2 Biomimetics

Biomimetics is a process in which the design of structures or artefacts for a given function is
guided by, and seeks to replicate, a structure in nature that performs the desired function.
This approach has had great success, as evolution tends to optimize natural structures for

their particular function. Some famous examples of biomimetic designs include:
 Acroplanes which were originally inspired by birds |19];

e Velcro which was inspired by burrs and the way in which they become attached to

animal hair or fur [20];

o The shape of several Japanese trains which was inspired by the shape of the heads of
kingfishers [21].

While biomimetics has dramatically increased in popularity in recent decades, it is cer-
tainly not a new concept. Indeed, examples of biomimetic design date back to as early as
the 15" century, where Leonardo da Vinci designed flying machines inspired by the wings
of bats [22} 23].

Due to the evolutionary convergenceE] of sutures in natural protective structures it is rea-
sonable to expect that sutures improve the mechanical performance of protective structures.
Hence, sutures may be a suitable candidate for biomimetic design of engineered protective
structures. However, evolutionary convergence alone is not sufficient proof that sutures im-
prove the mechanical performance of protective structures during high loading events. The
ubiquity of sutures may be owed to some other function; for example, authors have hypoth-
esised that the function of sutures in turtle shells is to allow them to locomote with greater
ease [9], while others submit that cranial sutures play a mechanical role during mastication
[24]. Tt is also well known that sutures allow for growth of the bone structures in which they

reside [25]. Hence, further investigation is required to assess the appropriateness of including

ITo be clear, the meaning of “evolutionary convergence” is as presented in Section Here, the
presence of the word “convergence” is not to be conflated with any mathematical procedure or solution

algorithm.
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sutures in engineered structures. To this end, suitable research questions and objectives are

posed in the subsection that follows.

1.2 Research questions and approach

This thesis aims to answer two research questions:
1. Do sutures improve the protective performance of the structures in which they reside?

2. If the answer to the above question is the affirmative, what are the mechanisms by

which this occurs?

In addition to answering these research questions, there are several objectives of this

thesis.

1.2.1 Objectives

The objectives of this thesis are as follows:

1. To develop a framework for modelling the influence of sutures on the mechanical be-
haviour of structures in which they reside that could be used to aid the design of

engineered structures that include sutures;

2. To determine the structure—function relationship of sutures.

1.2.2 Method of investigation

The objectives are addressed by modelling the behaviour of suture—containing structures in
various scenarios as initial boundary value problems within a continuum mechanics frame-
work. Computational tools, such as the Finite Element Method (FEM), are used to find
approximate solutions to the initial boundary value problems. In particular, models of tur-
tle shells are constructed. This is motivated by the fact that turtle shells are already widely
regarded as high performing protective structures. Additionally, computational models re-
quire the input of various material parameters and, as the results of numerous physical
experiments on turtle shells are available in the literature, these parameters can readily be

determined.
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1.3 Structure of thesis

The structure of the remainder of this thesis is as follows. A review of the literature on the
mechanical behaviour of turtle shells and sutures is presented in Chapter 2. Then, Chap-
ters 3-6 present the necessary theoretical background for development of the mathematical
models; the topics are continuum mechanics, constitutive modelling, numerical methods,
and multiscale modelling, respectively. Chapters 7-9 present the results and discussion of
simulations of sutures in turtle shells, starting with quasistatic simulations at the suture
scale, followed by dynamic simulations at the suture scale, and finally presenting dynamic
multiscale simulations. Finally, conclusions and possibilities for further work are presented
in Chapter 10.



Chapter 2

Review of the mechanical behaviour

of turtle shells and sutures

This chapter presents a review of the relevant literature on turtle shells and sutures. The
chapter begins by describing the structure of turtle shell in Section [2.1} Then, a review of
the literature on the mechanical behaviour of turtles is presented in Section [2.2] Finally, in
Section a review of the modelling of sutures is presented, that is, soft collagenous tissue

which binds adjacent bone plates.

2.1 The structure of a turtle shell

The turtle shell is a biocomposite structure, that is, a structure consisting of several biological
materials. These include bone, soft collagenous tissue, and hard keratinous tissue. The base
of the turtle shell is its skeleton, which is displayed in Figure 2.1 The dorsal hemisphere of
the shell, termed the ‘carapace’, consists of a spinal column which is aligned with the anterior
axis (Figure [2.1)(a)). Several ribs protrude from the spinal column in the lateral direction.
In a living turtle, each rib is separated by a suture which consists of soft collagenous tissue,
as displayed in Figure In the skeleton shown in Figure the soft suture material has
degraded, so that the spaces which would be occupied by the sutures appear as a network of
cracks throughout the carapace. In addition to the sutures which bind adjacent ribs, the ribs
interlock due to interdigitating bony protrusions shown in the suture region (Figure[2.1)(b)).

In a living turtle, the skeleton is covered by a skin of soft collagenous tissue, which is in
turn covered by a layer of hard keratinous tissue (Figure .
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Figure 2.2: Cross-section through a turtle suture (adapted from with permission).
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2.1.1 Sutures

The sutures are comprised of a soft collagenous tissue. Collagenous materials are hierarchical,
that is, they contain a recognizable structure at multiple length scales, as illustrated in Figure

2.3] At the smallest length scale of approximately 1nm, collagen consists of amino acids [28].

amino acids

tropocollagen

G RRRETR
~300 nm “al /
. " I
|
~1 ym

fibers %3
G

Figure 2.3: Hierarchical structure of soft collagenous tissue (adapted from [27] with permission).

The amino acids are bonded together to make up tropocollagen molecules. Tropocollagen
molecules self-assemble into a helical shape and wrap together in sets of three to forming a
triple helix. The triple helices self-arrange, regularly staggering their end positions, to form
fibrils. Adjacent triple helices also display varying degrees of cross-linking; that is, covalent
bonds shared between two different triple helices. Finally, the fibrils are arranged into fibres,
which are suspended in a hydrated ground substance.

The fibrous nature of collagenous tissues gives rise to anisotropic mechanical behaviour
at the continuum scale, provided that the fibres are aligned. In the sutures of a turtle shell,
the alignment of the fibres and shape of the suture is related to the loading that the suture
most commonly incurs. Sutures that commonly experience ‘compressive loading’, that is,
loading where the bone plate on either side is pushed together, typically have fibres that
align obliquely to the surfaces of the bone plates, as shown in Figure 2.4 Additionally,
the bony protrusions connected by these sutures are typically longer and narrower [9]. On
the other hand, sutures that typically experience tensile loading, where the adjacent bone
plates are pulled apart, generally have fibres aligned normal to the surfaces of the bones.

Furthermore, these sutures typically take on a flatter shape.
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Figure 2.4: High magnification histological cross-section of a suture which commonly experiences compression

(adapted from Pﬂ with permission). Note how the collagen fibres abut the bone obliquely.

2.1.2 Bone ribs

Bone consists primarily of collagen [29]. However, in contrast to soft collagenous tissues,
bone contains inorganic minerals, such as calcium phosphate. These minerals form crystals
at nucleation sites along the collagen molecules, giving bone its stiffness. As with soft
collagenous materials, bone can also display anisotropic mechanical behaviour due to the
alignment of collagen fibres. However, if the collagen fibres are dispersed then bone may be
modelled as isotropic. This is typically the case for cancellous bone.

The bone ribs of a turtle have a sandwich-like structure whereby a porous cancellous core
is wrapped by dorsal and ventral dense cortical layers as shown in Figure 2.5} see also Figures
(b) and (c¢). The ventral cortex is divided further into two sublayers: the upper ventral
and lower ventral (Figure . Both sublayers contain aligned collagen fibres. However, the
fibres in the upper ventral are aligned in the lateral direction, whereas those in the lower
ventral are aligned in the anterior direction . In the dorsal cortex, however, the fibres

are dispersed.

2.1.3 Keratinous layer

The outer keratinous layer is also a hierarchical material. At its lowest level, the material
consists of beta-keratin lamellae, as shown in Figures [2.6(b)—(c). These lamellae are stacked
and arrange themselves into sections called scuta, which gives the hexagonal pattern on the
outside of the turtle shell (Figure[2.6/(a)). An example of a single scute is shown on the right
hand-side of Figure[2.6](a). The lamella microstructure of the keratinous layer also gives rise

to an anisotropic mechanical response.
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Figure 2.6: Keratin layer of a juvenile red-eared slider turtle at varying magnification levels: (a) at the scale
of the entire shell; (b) at 20 microns (¢) at 10 microns, and (d) at 1 micron. Length scales are indicated

by the length of the horizontal line in the bottom-right corner of each subfigure. (Adapted with permission

from )
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2.2 Review of turtle shell mechanical characterization

In the literature, the mechanical behaviour of turtle shells has been studied by means of
physical experiments and computational modelling. A review of the literature for each is

presented in what follows, beginning with physical experiments.

2.2.1 Physical experiments

Numerous physical experiments have been conducted on turtle shells in order to characterize
their mechanical behaviour. These include nano-indentation tests 30}, 32, [33], uniaxial
loading tests on various portions of the shell |33} 134, 35, [31], bending tests on rib samples
[36, 137], and dynamic loading experiments [26, [38, |39).

Of nano-indentation test studies, that presented in [30] is the most extensive. The authors
tested several sites within the shell of an adult red-eared slider turtle, the results of which
are summarized in Table 2.I] The table illustrates the isotropic behaviour of the dorsal
cortex, which has approximately the same stiffness in all directions. Additionally, it shows
the transversely isotropic behaviour of the upper and lower ventral cortices which are stiffer
in the lateral and anterior directions, respectively; that is, in the direction of their collagen
fibres. Additionally, the anisotropy of the keratinous layer is clear when hydrated. Similar
values were found via nano-indentation in [33, 32]. However, in [32] values of Poisson’s ratio
for keratin and bone were reported in addition to stiffness as 0.4 and 0.25, respectively.

The stiffness of various portions of the shell has also been determined by uniaxial tests |33,
34,135 131]. In 33, |34} 135], uniaxial compression was applied to bone samples, with particular
attention paid to the behaviour of the cancellous core. In the case of cancellous bone, uniaxial
compression tests have an advantage over nano-indentation tests as they provide an effective
stiffness of the structure instead of the local stiffness of an individual strut or column. The
effective stiffness varies significantly depending on the degree of porosity, and so quoted
values range from 282-804 MPa [33, 34}, [35]. In [31], uniaxial tension tests were conducted
on samples of the keratinous layer from a juvenile red-ear slider turtle, yielding similar results
to those given in Table

Several bending tests on rib samples have also been conducted [36} |37, 133]. In [36], load—
deformation curves were presented along with images illustrating the failure mechanisms
of the test samples. For example, test specimens that contained a suture in the middle
experienced fracture of the bony protrusions, as presented in Figure[2.7] In [37 33], bending

tests were used to validate a material model for the cancellous region of the rib.
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Table 2.1: Stiffness of various materials found in an adult red-eared slider turtle, determined by nano-

indentation tests (adapted from [30] with permission).

Region  Sub-region State Indenting direction E (GPa)
Rib Cancellous interior Dry  Spatial average 12.6
Wet  Spatial average 6.7
Dorsal cortex Dry  Anterior 16.7
Lateral 16.6
Dorsal 16.4
Wet  Spatial average 11.2
Ventral cortex Top layer Dry  Anterior 12.3
Lateral 18.2
Dorsal 11.8
Bottom layer Dry  Anterior 17.9
Lateral 12.7
Dorsal 11.6
Both layers ~ Wet  Parallel to fibres 13.4
Perpendicular to fibres 5.7
Suture Dry  Spatial average 1.6
Wet  Spatial average 0.2
Keratin Dry  Dorsal 3.6
scutes
Lateral 4.2
Wet  Dorsal 1.3
Lateral 0.7

Dynamic loading experiments have also been conducted on turtle shells |26, 38, |39).
In [26], low velocity Charpy impact tests were applied to test samples of the shell, with
much attention paid to the influence of the keratin layer. It was found that the keratin
layer increases the fracture energy by approximately 3 times. In [3§], high strain-rate tests
of the bone sandwich structure were conducted utilizing a split Hopkinson pressure bar
(SHPB) test. The tests displayed significant strain-rate hardening behaviour of the bone
sandwich structure. Additionally, impact tests where a ball bearing was fired at the shell
were conducted. These tests showed that the keratin layer distributes the impact energy
over a larger surface area, and the cancellous core provides significant energy dissipation. In

[39], cyclical bending loading was applied to several specimens from a red-eared slider turtle.
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Figure 2.7: Micro-CT scan of a suture region in the centre of a three-point bending test sample after loading
to failure (adapted from with permission).

The tests showed that the presence of sutures increases the fatigue resistance of the shell.

2.2.2 Modelling and simulations

The mechanical behaviour of turtle shells has also been investigated by mathematical mod-
elling and computational simulations. These include Finite Element (FE) simulations of the

entire shell , plasticity models for various regions of the shell , , , , crack
propagation through the thickness of the shell [44], and homogenization simulations of the

cancellous bone region 32].

FE simulations of entire turtle shells have been conducted with the simplifying assump-
tion that the shell is homogenous , . In , a FE mesh was constructed from a CT
scan of a red-eared slider turtle shell. Then, static compression and vibration mode analyses
were conducted. The analyses showed that the structure of the shell protects the head and
internal organs. This is achieved by a reduction in the deformation of the shell close to the
head during compressive loading and by orientating the largest deformation regions for the
most dominant vibration modes furthest from the head and vital internal organs.

In [40], the trade-off between hydrodynamic efficiency and the performance of the shell
as a protective structure was investigated. The flatter, more streamlined, shells of turtles
from “lotic” regions, that is, regions with fast flowing water, were found to be weaker than
the rounder shells of turtles from “lentic” regions, that is, regions with still water.

Plasticity models of the shell have also been investigated for various regions , ,
, . In , , , attention was paid to the behaviour of the cancellous bone. This
typically has three distinct loading regions: linear elasticity, failure of the trabeculae, and
densification, as presented in Figure . In , however, more attention was paid to the
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Figure 2.8: Compression tests of the cancellous bone of turtle shell for regions with different trabeculae
diameter (adapted from [42] with permission). The bone displays three loading regimes: linear elasticity (for
strains less than 0.05), failure of the trabeculae (for strains between 0.05 and 0.2), and densification of the

failed trabeculae (for strains greater than 0.2).

plastic behaviour of the keratinous layer.

In [44], crack propagation through the thickness of the shell was modelled. In particular,
the effect of the exterior keratinous and collagenous ‘bilayer’ was investigated. It was found
that delamination of the bilayer significantly contributed to the energy dissipation, and
hence, fracture toughness of the shell.

Finally, in [32,|35], homogenization simulations were carried out. In [32] the homogeniza-
tion simulations were used to obtain an effective stiffness for the shell through its thickness,
whereas, in [35], homogenization was used to validate a plasticity model for the cancellous

bone region.

2.3 Modelling of suture mechanical behaviour

The behaviour of sutures has been characterized using 2D micro-mechanical models |45}, |46,
47, 48,49, 50] and by 2D FE models [51, 24, [52]. Additionally, the effect of sutures on the
structures in which they reside has been modelled using FE, albeit to a lesser extent |14} [13].

The micromechanical investigations cited here assume linear material behaviour and,
typically, quasistatic loading [45, 46, 47, 48, 49, [50]. In [45], the mechanical behaviour of
sutures whose geometry is described by general triangular, rectangular, or trapezoidal wave
forms was characterized. In particular, the anisotropy, stiffness, strength, and toughness for
tensile and shear loading conditions was investigated. This was done by determining ‘approx-
imate analytical solutions’ for 2D representative volume element (RVE) models obtained by

making some simplifying assumptions. The approximate analytical solutions were verified
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by comparison with FE models. This work was extended in [46] for fractal suture geome-
tries. Similar work was carried out in [53] for irregular suture geometries. However, there,
FE models were used exclusively. This allowed for the modelling of the fracture process by
using a cohesive model between the suture and adjacent plates as an extension to [45] |46]
which only predicted the point at which failure would occur. A similar approach was taken
again in [47]. However, in |47] viscoelastic mechanical behaviour and cyclical loading was
considered. Finally, in [50], micromechanical models were used to characterize the behaviour
of composite structures containing sutural tessellations.

Other models have focused on the effect of sutures on crack propagation [49, 52|. In
[49], fracture mechanics was used to determine the conditions under which a crack would
propagate through a suture or be diverted in the direction of the suture. In [52], the stress
field as a crack traverses along a suture was investigated by developing analytical solutions
which were validated using FE simulations.

FE models of a single sutural protrusion have also been used to gain insight into the
stress field in the suture region |51, [24]. In [51], the quasistatic behaviour was investigated,
and, in [24], cyclical loading and viscoelastic material behaviour was considered.

To a lesser extent, the global effect of sutures has been investigated [14, [13]. In these
works, the global effect of sutures was investigated in the skulls of apes and lizards, re-
spectively. In both contributions, all material behaviour was modelled as linear elastic and
quasistatic loading was applied to simulate mastication.

Although the current body of literature on the mechanical behaviour of sutures and turtle
shells contains numerous valuable contributions, there are still several topics that have not

been considered:

o All the modelling of sutures mentioned above are conducted in two dimensions. How-
ever, the suture geometry in turtle shells and many other species is notably three-

dimensional;

e Only linear material behaviour has been considered; however, sutures typically consist

of soft collagenous material which typically displays nonlinear behaviour;

« In addition to nonlinear behaviour, the suture contains aligned collagen fibres suggest-

ing anisotropic behaviour which has typically not been considered;

e Dynamic loading of sutures and their rate-dependent behaviour has typically been
investigated under low strain-rate cyclical loading to simulate mastication; however,
sutures are ubiquitous in protective structures which ought to sustain high loading

rates, such as those arising from predator attacks;
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o The few studies of global suture influence only consider simple flat suture geometries.

These points are addressed in this thesis by modelling the effect of sutures on the me-
chanical behaviour of the turtle shell using mathematical models and numerical methods,
such as finite element analysis. The hyperelastic, anisotropic, and rate-dependent behaviour
of the suture is modelled. Additionally, the geometric models used are three-dimensional.
Investigations are conducted at multiple length-scales during low strain-rate loading, typical

of locomotion, and high strain-rate loading, typical of a predator attack.



Chapter 3
Continuum mechanics

In the previous chapter, the physical structure of a turtle shell is introduced. To model
the mechanics of a turtle shell — how it deforms and the internal forces it experiences when
exposed to external loads — a mathematical framework is required that can quantify defor-
mation and internal forces. The most successful framework for this purpose is continuum
mechanics, in which one assumes that the material can be sufficiently described by a con-
tinuum instead of a large set of discrete particles (atoms). The continuum approach has a
long and successful history of modelling solids and fluids under various loading conditions.
This chapter presents kinematics, the mathematical description of how bodies move and
deform. Next, the concept of stress, a measure of the internal forces that a body is experi-
encing, is presented. Balance laws are then presented, which set out axioms for conservation
of quantities such as mass and linear and angular momentum. Finally, the laws of thermo-
dynamics are presented, which are pertinent for the construction of the constitutive models
presented in the following chapter. However, the mathematical notation and conventions

used in this thesis are first clarified.

3.1 Mathematical notation and conventions

The mathematical notation used in this thesis is outlined briefly here. See Appendix [A] for

a more detailed presentation.

3.1.1 Notation for vectors and tensors

Vectors are denoted by boldface lower-case letters, for example y, with the exception of
position in the reference configuration (see section [3.2.1)) which is denoted by X. The

components of a vector with respect to a given basis are denoted by omitting the boldface

17
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and including the component index in the subscript, for example y; for component 7. Basis
vectors are denoted by e; and an orthonormal basis is used throughout this thesis. The

standard tensor product is denoted by ®; that is,
[a®@blc=alb-c, (3.1)

where - is the dot product. The tensor product is used to create a basis for higher-order
tensors using the basis vectors, for example, e; ® e; is a basis for second-order tensors.
Apart from X, boldface capital letters denote second-order tensors, B for example. Simi-
larly to vectors, the components of second-order tensors with respected to a given basis are
denoted by omitting the boldface and including the indices in the subscript, for example
B;;. Blackboard-bold is used to denote fourth-order tensors, for example C. The compo-
nents of a fourth-order tensor are denoted by including indices in the subscript, for example
Cijii. Additionally, the standard Einsteinian summation convention is adopted for repeated
indices.

Two special tensors are used in this thesis: the second-order identity tensor I and the
third-order permutation tensor €. The components of the identity tensor are given by the
Kronecker delta, that is,

P L (3.2)
0 @#7,
and the components of the permutation tensor are given by
+1 if (4,7, k) = (1,2,3), (3,1,2),(2,3,1),

ik = —1 if (4,5,k) = (3,2,1), (1,3,2),(2,1,3), (3.3)
0 ifi=jj=ki=k.

3.1.2 Notation for linear algebra operations

The dot product and inner product are denoted by a - b and A : B, respectively. The
trace, determinant, and Euclidean norm of a tensor are denoted by trA, det A, and || A||,
respectively. The cross product of two vectors is denoted by a x b. In what follows, the

symmetric tensor product ® is frequently used; that is,

1
AGB = [AuB+ AjpBilei©e; @ er @ er. (3.4)
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3.1.3 Tensor calculus

Partial derivatives with respect to vectors and tensors are defined as follows:

da  da da  0Oa;

o~ o, b oy, ST

da  Oa DA DA, (3:5)
78B = TBMBZ'@@]', TB = aBkl€i®6]’®€k®€l.

Partial derivatives with respect to time are denoted by e. The partial derivatives of tensors

and vectors with respect to time in a Cartesian basis are given, respectively, by
A = Aijei X €;, U = ulez . (36)

The derivative of a vector with respect to position X is denoted by

ov
Gradv .= —. 3.7
radv = o (3.7)
The divergence of vectors and tensors in Cartesian coordinates are given, respectively, by
da; 0A;;
Di = Div A := Ye,. 3.8
iva:= o X iv e e (3.8)

According to Green’s theorem, for a region Qy C R*® which is bounded by the surface I'y with

the outward facing unit normal ng the following holds:

w - DlVAdQO = w - A’I’LO dFO — Grad (’lU) : AdQO . (39)
Qo To Qo

3.1.4 Convention for parentheses

For clarity, a convention is adopted whereby rounded parentheses denote arguments of a

function and square parentheses denote a coefficient; that is,

f(z) (3.10)

indicates that f is a function of z, whereas

fla] (3.11)

denotes f multiplied by .

3.2 Kinematics

Kinematics is the mathematics of motion. Hence, it provides a framework to quantify the

deformation, rotation, and translation of bodies.
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3.2.1 The motion

A 3-dimensional body is described in its undeformed configurationl] at time ty = 0 by the
region y C R? as illustrated in Figure . The region is bounded by the surface I'y with

. A el Deformed configuration
Undeformed configuration s Current configuration

Spatial description
Eulerian description

Reference configuration
Material description
Lagrangian description

Figure 3.1: Illustration of an arbitrary 3-dimensional body experiencing some motion.

an outward unit normal of ny. Each point in the undeformed configuration, X € €, is
uniquely mapped to a point in the deformed configuration?] & € Q C R, at time ¢ by the
motion (; that is,

x=9p(X,t). (3.12)

Since the mapping is unique, it is also invertible; that is,
X =p ' (x,t). (3.13)

The deformed configuration is bounded by the surface I' with normal n. The displacement
u is defined as the difference between the current and reference configuration positions; that
is,

u(X,t)=x—X. (3.14)
To quantify the deformation, one considers how an infinitesimal line element in the reference

configuration dX is transformed into its current configuration counterpart da. This is given
by

_ 9
- 0X

L Also commonly referred to as the reference configuration, material description or Lagrangian description.
2Also commonly referred to as the current configuration, spatial description or Eulerian description.

de dx . (3.15)
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Hence it is useful to define the deformation gradient F' as

o9y _ 0=

= oxX T ax’ de = FdX . (3.16)

Due to the invertibility of ¢, the inverse of the deformation gradient exists and is given by

o7t 00X

F!'= S = am dX = Fldz. (3.17)

In what follows, the gradient of quantities in the reference and current configuration is
frequently utilised. Hence, the reference and current configuration gradient operators are

defined, respectively, as

Oe Oe
Grade := X grade := Ere (3.18)
Using the definition of the displacement and the deformation gradient, equations (3.14]) and

(3.16)), respectively, one can obtain the following expression for the deformation gradient:
F =1 + Gradu. (3.19)

Using the chain rule one can obtain a useful identity which relates the reference and current

configuration gradient operators; that is,

Oe _000% _ d(e)F. (3.20)

Grade = 5% = 50 0x

The divergence operator is also frequently used. This is defined in the reference and

current configuration, respectively, for vectors as

Dive := a;(i, dive := a;i , (3.21)
and second-order tensors as
de. De.
Dive = —eg; dive = —*e¢,. .22
ive 9, e;, ive o, e; (3.22)

Using these definitions, Green’s theorem, stated in equation (3.9)), may be rephrased in the

current configuration as

/Q'w~d1vAdQ:/Fw'AndF—/Qgrad (w): AdQ. (3.23)
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3.2.2 Deformation quantities

To obtain a mathematical description of deformation, one considers how the length of a line
element in the reference configuration is related to its image in the current configuration;
that is,

|[dz||* = de’dx = AXTFTFdX . (3.24)

Hence, the right Cauchy-Green tensor C' is defined as
C =F'F, |dz||* = dX - CdX . (3.25)

Similarly, relating the reference configuration length to the current motivates the definition
of the left Cauchy-Green tensor B; that is,

[dX||? =dXTdX = de"’ F"F'de = de" B 'dx , B:=FF". (3.26)

Clearly, both the left and right Cauchy-Green tensors are symmetric. By considering the

difference in length between the reference and current configuration line elements, one obtains

1 1

i[dw-dw—dX-dX]:dX~§[C—I]dX. (3.27)
This motivates the definition of the Green-Lagrange strain E as a measure of deformation;
that is,

B ; c-1), (3.28)

which is also symmetric. Using the expression for the deformation gradient in equation

(3.19), an alternative expression for E can be obtained; that is,

1
E = 3 [Gradu + Gradu” + GraduTGradu} : (3.29)

For small deformations, ||Gradu”Gradu|| << ||Gradu||, the Green-Lagrange strain can be

approximated by the linear strain e; that is,

1
Ex~e:= 5 [Gradu + GraduT} : (3.30)

3.2.3 Volume change

Consider an infinitesimally small parallelepiped in the reference configuration described by
the edge vectors dX; i = 1,2, 3, which are defined as

(no sum) dX,; = e;dX;. (3.31)



3.2. Kinematics 23

The volume of the parallelepiped is given by
dQQ = dX1 . dX2 X dX3 = XmdXQdX3 . (332)

In the current configuration, each edge vector is described by

(no sum)  dz; = FdX, = ;;dxi. (3.33)

Then, the volume of the parallelepiped in the current configuration is given by

ox; 0x; ox
AQ = day - da, x day = 5-d X5 XJQ X, X’; AXsei0 = Fiy FioFrseind X1d Xod X . (3.34)

Noting that the determinant of the deformation gradient is given by
det F' = F;; Fjo Fyseiji (3.35)
motivates the definition of the volumetric Jacobian J (Jacobian, for short) as
J:=det F (3.36)

so that
dQ) = JdQy. (3.37)

For a motion to be physically consistent, every infinitesimal volume in a body must be

positive in both the reference and current configuration. Thus, it is required that

J>0. (3.38)

3.2.4 Isochoric-volumetric decomposition

When dealing with bodies that are modelled as incompressible or nearly so (see Sections
and respectively), it is convenient to decompose the motion into two parts: an isochoric
and a volumetric part. Since the isochoric deformation gradient F' is volume preserving, it

has a determinant of 1; that is,
det F =1. (3.39)

This is achieved by defining the isochoric deformation gradient as
F:=J'3F. (3.40)

The volumetric deformation gradient F,, must make up the remainder of the deformation
so that
F=F,F. (3.41)
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Hence, the volumetric deformation gradient is given by

F,,=FF'=J7T, (3.42)
and captures the entirety of the Jacobian; that is,
det Fopy = J . (3.43)

It is useful to define an isochoric right and left Cauchy-Green tensor, respectively, as
C.=F'F, B:=FF". (3.44)

In what follows, ® denotes quantities that result from the isochoric part of the deformation

and e, denotes quantities that result from the volumetric part of the deformation.

3.2.5 Rate of deformation

To determine useful descriptions of the rate of deformation, one begins with the rate of

displacement v, referred to as velocity; that is,
v(x,t)="10. (3.45)
The velocity gradient is defined as the current configuration gradient of the velocity; that is,
L :=gradwv. (3.46)
By using the identity in equation one can obtain
L = Grad (v) F'. (3.47)
Furthermore, the rate of the deformation gradient is given by

F= 8825 [I + Gradu| = Gradv, (3.48)

and so the velocity gradient can also be calculated using
L=FF'. (3.49)

The symmetric and antisymmetric parts of the velocity gradient are referred to as the rate

of deformation D and spin W tensors, respectively; that is,

D=_|L+L", W=S[L-L"|, L=D+W. (3.50)

N | —
N =
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The rate of the Green-Lagrange strain is given by

E= ;gt [F'F —1I| = ; [F"F+F"F|. (3.51)

Hence, using equation (3.49) and (3.50)) one can obtain the relation between the rate of the

Green-Lagrange strain and the rate of deformation tensor; that is,
E=F'DF. (3.52)

It is useful to have an expression for F~! in terms of L. This is obtained by taking the

time-derivative of the deformation gradient multiplied by its inverse; that is,

0

I=0=—_
ot

[FF'|=FF '+ FF". (3.53)

By rearranging one obtains

F'=_F'FF'=_-F'L. (3.54)

3.3 Stress

The deformation of a body results in the generation of internal forces. The state of these
internal forces is described through the stress tensor; that is, a tensor which maps a given

normal direction to an internal traction.

3.3.1 Stress quantities
The Cauchy Stress

Consider a body in the current configuration split into two parts as shown in Figure[3.2] On

Figure 3.2: Schematic diagram of a body split into two, displaying the internal forces of the body.
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the internal surface of Q) a force, Ap, acts on a small area of the surface Aa. The current

traction, t, is defined as the force acting on a surface per unit infinitesimal area; that is,

) 1
t(n) = Alérgo A—@Ap. (3.55)

Naturally, this traction is dependent on the orientation of the cross-section of the body.
This orientation can be described by the normal vector of the surface, n. Cauchy’s theorem
states that there exists a second-order tensor, o, that relates the chosen normal vector to
the current traction, that is,

t=on, (3.56)

where o is the Cauchy stress. The Cauchy stress is also known as the true stress.

The first Piola-Kirchhoff stress

Now, consider a reference traction, ty, that is defined using the same force as the current
traction, but is defined per unit infinitesimal area in the reference configuration Aag; that
is,

1

Aa0—>0 ACLO
where ng is the reference configuration counterpart of m. The first Piola-Kirchhoff stress,

P, is a second order tensor defined such that
to = Pn,. (3.58)
Note that the current and reference tractions are related by
to(ng)dap = t(n)da. (3.59)
This relationship can be used to relate P and o according to
Pnyday = onda. (3.60)

Nanson’s formula relates an infinitesimal area in the current configuration to its reference
configuration counterpart by
JF Tnyday = nda. (3.61)

Substitution of this relationship into (3.60]) gives
Pnydag = JoF Tnyday. (3.62)
This expression must hold for all ng. Hence, o is related to P by

o=J'PF". (3.63)
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The Second Piola-Kirchhoff Stress

Another traction term #y(ng) can be created by pulling back the force and dividing by the
reference area; that is,

X 1
to(ng) := Alalggo A—GOF Ap. (3.64)

The second Piola-Kirchhoff stress, .S, is then defined such that
to = Sny. (3.65)
Note that £y(ng) is related to to(mg) by
to(ng) = F~'to(ny). (3.66)
Hence, by applying similar arguments to the ones relating o to P, it can be shown that
P=FS. (3.67)

The second Piola-Kirchhoff stress does not have an obvious physical interpretation. However,
it is work conjugate to the commonly used strain measure E (see section } and it is a
useful quantity for defining rate-dependent material behaviour as it is a priori objective,

which is shown in the following subsection.

The Kirchhoff Stress

Another commonly used stress measure is the Kirchhoff stress, which is defined as
T:=Jo. (3.68)

Hence, the Kirchhoff stress scales the Cauchy stress by the volume change. The Kirchhoff
stress is work conjugate to the rate of deformation tensor D (see section . Finally, note

that the stress measures introduced here are related to each other by

oc=J't=J'FSF" = J'PF". (3.69)

3.3.2 Stress objectivity

One of the axioms considered when constructing constitutive relations is material objectivity;
that is, a constitutive relation should be unaffected by the choice of observer or reference
frame. The effect of a different choice of reference frame may be equivalently represented by
a rigid body motion that takes x to a position in a different reference frame & according to
the transformation [54]

zt)=ct)+Q(t)x, (3.70)
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where ¢ represents translation and @ represents rotation; that is,
Q' =Q, detQ = +1. (3.71)

Here, ® denotes a quantity represented in a different reference frame. The deformation

gradient after rigid body motion is applied is given by
F=QF. (3.72)

Additionally, the current configuration traction and a normal after rigid body motion has

been applied are given, respectively, by
t=Qt, n=Qn. (3.73)
Since the Cauchy stress is given by o = t ® n, one obtains the constraint

&= [Q®[Qn] = Qlton] Q" = QrQ". (3.74)

Hence, constitutive laws must satisfy the constraint

o (QF) = Qo (F)Q". (3.75)

For this reason, second-order tensors that satisfy
e=QeQ7 (3.76)
are termed “objective” and tensors that satisfy
e=o (3.77)
are “a priori objective”. Note that the second Piola-Kirchhoff stress is a priori objective,
S=J'"F'6F T=J"'"F'QoeQ"F"=J'F'oF T=8§. (3.78)

Rate-dependent materials are often better suited for implementation in rate form (see
Section [3.3.3). However, in creating rate forms of constitutive laws, it is imperative to first
determine objective stress rates. Since the second Piola-Kirchhoff stress is a priori objective,

its rate is also objective; that is,
S=S5. (3.79)
However, although the Cauchy stress is objective, it is not a priori objective, and so its rate

is not objective; that is,

6=Q5Q" + QsQ" + QrQ" . (3.80)
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An objective rate of the Kirchhoff stress can be obtained by applying a push-forward oper-

ation to the rate of the second Piola-Kirchhoff stress as follows:
2T d “1_—T) T
FSFT = F— [F TF }F
ot
=F|F'“F "+ F'7F "+ F'rF | F" (3.81)
=F|F'%“F"—F'LtF " - F'sL"F"|F"

=+—Lr—7L".
This motivates the definition of the Lie derivative of the Kirchhoff stress; that is,
L(t):=+—-Lt—7L". (3.82)
The objectivity of this stress rate can be verified as follows:
L(#) = FSFT = QFSFTQ" = QL (1) Q" . (3.83)

Hence, the stress rate is objective by analogy with equation (3.77). Another frequently used

objective stress rate is the Jaumann rate of the Kirchhoff stress; that is,
™V =F+TW -Wr. (3.84)

This stress rate is of importance when implementing constitutive models in ABAQUS as

presented in the following subsection.

3.3.3 Rate form and stress tangents

For many materials, particularly path- and rate-dependent ones, it may be convenient to

represent the constitutive relation by relating the strain rate to the stress rate; that is,

oS

i —CE =95
§=CE, Ci=__

(3.85)

Here, C is termed the reference configuration constitutive tensmﬂ Constitutive tensors
are also crucial for determining the stiffness matrix when using the Finite Element Method
(FEM) and so they are of interest even for path-independent materials. It is most convenient
to begin with the reference configuration stress and strain rates S and E, respectively, as

they are a priori objective and work conjugate (see Section [3.6)).

3 Also commonly referred to as the stress tangent, stiffness or, in the case of pure elasticity, the elasticity

tensor.
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To determine useful current configuration constitutive tensors, the relation between the
Lie derivative of the Kirchhoff stress and the rate of the second Piola-Kirchhoff stress is

developed as follows:
L(t)=FSF"=F|CE|F" = F |C|[F'DF|| F". (3.86)
In index notation, the term on the right-hand side is
Fir CruxrFix D Fin) Fjy = CryxrFirF s Fex Fir Dy - (3.87)
Hence, the Lie constitutive tensor is defined as
Ciji = CruxrFirFj Frx Fir . (3.88)

It is then apparent that the Lie rate of the Kirchhoff stress is related to the rate of deformation
tensor by
L(T)=7—Lt—-7L" =cD. (3.89)

To obtain a similar constitutive tensor for the Jaumann rate of the Kirchhoff stress, note
first that
™V =L(T)+Dr+1TD=L(T)+[IoT+70I|D. (3.90)

Hence, the Jaumann constitutive tensor is defined as
cVi=c+IoT+T0I, (3.91)

and so the Jaumann rate of the Kirchhoff stress is related to the rate of deformation tensor
by
™V =7-Wr—-1tW"=c"D. (3.92)

When writing a user material subroutine (UMAT) for the finite element analysis software

ABAQUS, the user is required to provide the constitutive tensor
CABAQUS — J_lcv 3 (3-93)

as well as the Cauchy stress.

3.4 Balance laws

Balance laws set out axiomatic assumptions about the basis of mechanical response. These
laws result in a set of equations which are required to model the mechanical behaviour of

continua. See [55] 56| 57, 54] for a more detailed discussion on the balance laws.
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3.4.1 Balance of mass

The law of balance of mass states that the mass of a body at any point in time m is equal
to the initial mass mg. This allows for derivation of the pointwise balance of mass equation
[55, 56, (57, |54]; that is,

p+ div(pv) =0. (3.94)

3.4.2 Balance of linear momentum

The balance of linear momentum states that the rate of change of momentum of a body is
equal to the sum of the external forces acting on that body. This results in the pointwise

balance of linear momentum equation [55, |56} 57}, 54]; that is,

pv =dive +g. (3.95)

3.4.3 Balance of angular momentum

The balance of angular momentum states that the rate of change of angular momentum of
a body is equal to the sum of moments acting on that body. This results in the symmetry
of the Cauchy stress [55], |56, 57, |54]; that is,

o=o". (3.96)
As a result, the Kirchhoff and second Piola-Kirchhoff stresses are also symmetric; that is,
=, ST =8. (3.97)
However, the first Piola-Kirchhoff stress is not symmetric:

PT=SF' £FS=P. (3.98)

3.5 Thermodynamic laws

Thermodynamic laws create constraints on the construction of constitutive models. These
are presented here. See [55] 56|, 57} |54] for a more detailed discussion on the laws of thermo-

dynamics.
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3.5.1 First law of thermodynamics: balance of energy

The first law of thermodynamics, the balance of energy, states that the rate of change of
energy contained in a body is equal to the sum of the mechanical power due to external
loads and the heat supply. The pointwise balance of energy under isothermal conditions is
then given by [55, |56} |57, 54]

t=0o:D. (3.99)

Here, u is the internal energy per unit volume in the current configuration. This can be
converted to the internal energy per unit reference configuration volume U by using the

Jacobian; that is,
U=Jo:D=71:D. (3.100)

Then 7 and D are referred to as a work conjugate pair (see Section for more on this).

The internal energy is given by
U=Tn+VY, (3.101)

where T is temperature, n is entropy, and W is the Helmholtz free energy per unit reference

configuration volume.

3.5.2 Second law of thermodynamics: entropy inequality principle

The second law of thermodynamics states that the total production of entropy in a body is

never negative. By considering that heat flows from high temperatures to low temperatures
and by using equation (3.101) and the first law of thermodynamics (equation ((3.100)), one

may obtain a stronger form of the entropy inequality principal, that is, the Clausius-Duhem
inequality |55, |56} 57|, 54]. For isothermal problems, the Clausius-Duhem inequality reduces
to

Dy =7:D—U>0. (3.102)

Here, D;y is the rate of dissipation per unit reference configuration volume.

3.6 Work conjugacy

Specific stress power is given by [55, 56, |57} |54]

W =Jo:D=71:D. (3.103)

One then uses the terminology that the stress quantity 7 is work conjugate to the kinematic

quantity D), or that these quantities are work conjugate pairs. To identify a work conjugate
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pair using reference configuration quantities, equation (3.103|) is developed as follows:

Wi =7:D
=FSF":D
= FirS1iF;5Dy;
= S1sFiDijFy;
=S:F'DF
=S E.

(3.104)

. 1.
Hence, S is work conjugate to E. Recalling that E = §C, one can obtain

. .1 .
mnt:S:E:§S:C, (3105)

which proves useful when constructing hyperelastic material models (see Section . Ad-
ditionally, by using equation (3.104]), equation (3.102)) can be altered to its reference config-
uration counterpart; that is,

Dy =8:E—U>0. (3.106)



Chapter 4
Constitutive models

The equations resulting from the balance laws are not sufficient to determine all unknown
quantities. This is physically intuitive, as the behaviour of a body depends on the materi-
als of which it is composed. Hence, constitutive models describing material behaviour are
introduced to complete the set of equations necessary to determine all unknown quantities.
In this thesis, constitutive laws that govern the stress of solids at uniform and constant
temperatures are presented.

To determine reasonable constitutive equations, there are several principles which one

asserts axiomatically based on physical observations. These include:

o Material objectivity — the constitutive equations must be unaffected by the choice of

observer or reference frame;

o Determinism — the material state may depend on the history of the material’s state

but not the future;

» Local action — processes in the direct neighbourhood of a material point have a stronger

influence at that point than more distant ones;

o Admissibility — the constitutive equations must not contradict the thermodynamic

laws.

Hence, one postulates that the Helmholtz free energy function per unit reference configura-
tion volume and the second Piola-Kirchhoff stress are dependent on the right Cauchy-Green
tensor and a set of history variables ¢ = {(i, ..., ¢, }; that is,
v=9v(C,(Q), (4.1)
S=S(C,¢) . (4.2)

34
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Here, material objectivity has been achieved as C' is objective. Determinism is satisfied a
priori as the history variables depend on only the history of that material point. Local
action is also satisfied a priori as the relations are pointwise. Admissibility has not yet been

satisfied. To do so, consider the time-derivative of the free energy function; that is,

L R |
\11_2%.E+8—Q.Ci. (4.3)

Substitution of equation (4.3 into equation (3.106)), the Clausius-Duhem inequality, gives

ov A

D= |S—2" | . E-2".¢(>0. 4.4
t [ 80] 3y (1.4)
According to the Coleman-Noll procedure [58], for inequality (4.4)) to hold for arbitrary E
the coefficient of E must be zero. Hence, it is apparent that equations (4.1) and (4.2) are

not independent, they are related by

)

S=3E " %c

(4.5)

and so by postulating the free energy function the stress is postulated as a result. The

Coleman-Noll procedure has a further result; that is,

ov .
iy =—— 2 > 0. .
Dlnt 8C1 Cz - O (4 6)

Hence, materials that are independent of their loading history do not dissipate energy.

4.1 Hyperelastic materials

The hyperelastic materials discussed in this section are considered to be perfectly elastic;
that is, they do not dissipate energy [54]. Hence, the Helmholtz free energy function V¥ is
referred to as the strain energy function and is independent of the loading history. In the
following section a viscoelastic extension to the material models presented here is developed,

which necessitates the inclusion of history variables and, in turn, the dissipation of energy.

4.1.1 Compressible materials

Compressible materials are presented first; those are, materials which allow volume change.



36 4. Constitutive models

Isotropy

Compressible isotropic materials are modelled by postulating a strain energy function in

terms of the isotropic invariants of C’; that is,
U=V, 1=1,2,3, (4.7)
where the invariants are given by
L = tr(C), I = ; [(C)? — (G|, I = J* = det (C). (4.8)

The stress and stiffness tensor can then be determined by differentiation of the strain energy
function with respect to C'. However, the working is identical for the transversely isotropic
material models presented in the following subsection, and so it is not shown here to avoid

repetition.

Transverse isotropy and a special class of anisotropy

Transversely isotropic materials have a preferred direction that points normal to a plane of
isotropy. Such materials typically have a fibrous or lamella microstructure. This is modelled
by introducing a unit vector field ag(X) aligned in the preferred direction in the reference
configuration. A special class of anisotropic materials can be constructed by introducing a
second unit vector field, bo(X). This is useful for modelling materials containing two fibre
bundles aligned in different directions, ay and by, at the same position [59].

The strain energy function is then composed of nine invariants; that is,

where the invariants are given by

L =t(C), - ; (€2~ t(C?)], L= = det(C),
Ii=ay-Cay, I;=ay C?%ay, Is = by - Cby, (4.10)
I; = by - C?by, 18:;[a0-0b0+b0-ca0] , Iy =lag - by)*.

Note that the first three invariants are the isotropic invariants and so the following math-

ematical developments apply similarly to isotropic materials. The second Piola-Kirchhoff

stress is then obtained using the chain rule; that is,

ov ov 01,
S=25¢ =235 9C"

"= (4.11)
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where the partial derivatives of each invariant with respect to C' are given by

=7 — =1t — — = det

aC ) aC [r(C)] C? aC € (C)C Y

ol ol ol

a—é:a[)@ao, aigzca()@ao—f—ao@(jao, aié:bo(@boa

ol ol 1 ol
Té:Cb0®bo+bo®Cbo, 8768125[0'()®bo+b0®a’0]7 87C9’:O' 2

The constitutive tensor is then given by

_y o’V 2@ B 0?0l © ol, n ov 921, (4.13)
- 9coCc  “oCc T |01,0I,0C T OC = 0I,0COC |’ '
where the second derivatives of the invariants are given by
I 2.
0 2 _IeI-Iol, 0 3:det(C)[C—1®C—1—C—1@C—1],
01 0T .
ac‘;’:[@ao@)ao—i—ao@ao@I, aC;:I®b0®bo+bo®bo®I;
0°I
8(3’1;:0’ p=1,4,6,89. (4.15)

If current configuration quantities are being used, the invariants can be equivalently

determined by
CL:FCLQ, b:Fb(), (416)

1

L=tu(B), L=g [tr(B)* — tx(B%)| , I;=J% =det(B),

Iy=a-a, I;=a-Ba, Is=b-b, (4.17)
1

[7:b'Bb, ]8:§[a,'b+b'a], Igz[ag'b0]2.

The Cauchy stress can be determined by applying a push-forward operation to the second
Piola-Kirchhoff stress; that is,

ov o0l;

= J'FSFT =2J 12— A, A =F_-F" 4.1
g J S J a].Z 79 7 aC ) ( 8)

AlzB, AQItF(B)B—B2, Agzdet(B)I,
A4:a®a, A5:Ba®a+a’®Ba’7 A6:b®ba (419)

1
A;=Bbb+b® Bb, Agzi[a®b+b®a], Ag=0.

The Lie constitutive tensor can also be determined by applying a push-forward operation,

Cijut = FirFisFex FirCrikr (4.20)
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leading to

T ou
Ao A+ LAl A, =
L5, 4T oL, Al l

0?1,

=4 oCoC

] FyuFj FucFyp, (421
IJKL

where the push-forward counterparts of the second derivatives of the invariants are given by

Ab=B®B-B®B, As=det(B)[I®I—-T106I],

As,=BGoa®a+ta®a®B, A=Bobob+babo B, 422
A,=0, p=1,4,6,8,9. (4.23)
The Jaumann constitutive tensor can then be determined using
V=c+roI+IoT, (4.24)
leading to
_y a?jgjnAm@éA +gf’ Am+;[Am®I+I®Am]” | (4.25)

Note that, equations (4.18]) and (4.25)) contain mostly kinematic terms which are independent

of the material model. Hence, a subroutine can be written for implementing compressible
anisotropic hyperelastic material models in ABAQUS which requires the user to input only
the first and second derivatives of the strain energy function with respect to the invariants
as show in Algorithm [I}

A constraint is enforced on material models that they are stress-free if no deformation is

present, that is, F' = I. Hence, the following must hold:

o" _r|2¥ 26—\1/+8\P Tay®a W+28qj +bhy @b a\D+28—\If
F=1 0L T0L ' 0I;) " T oL oL T oLy T oI (4.26)
1 ov '
2[a0®b0+b0®a0]818 0.

This results in the following constraint equations:

U ov  ov]
[611 +2p o] =0 (4.27)
U ow
U v
[% + 28717_ s =0, (429)
[8‘1’ ~0. (4.30)
| .,
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Algorithm 1 Procedure for determining stress and constitutive tensor required by ABAQUS

for a compressible material given the derivatives of its strain energy function.

1: procedure COMPRESSIBLE_MATERIAL(OW /01, 0?W¥/0I%, F, ay, by)
2 A(: 5, ) = CALC_A(F, ay, by)
3 A(Z, i Z) = CALC,BIG,A(F, Qay, bQ)
4 J=det F
5: oc=20
6 Cagr = 0
7 form=1,...,8 do

oV
8 oc=0c+2J""'—(m)A(m, :, :)

o1 ov 1
9: Capr = Capa + 4J_lﬁ(m) A(m,:,:) + 3 [A(m, )OI +16 A(m,:,:)]
10: forn=1,...,8 do
_, 0%

11: Capr = Capa +4J W(m,n)A(m,:,:) ® A(n,:,:)
12: end for
13: end for
14: return o, C,g,

15: end procedure

Note also that, when F' = I the invariants have the following values:

L =1,=3,

(4.31)
13214:]5216217:1'

Here, I3 has been excluded as it depends on the values of ay and by.

4.1.2 Incompressible materials

Many materials that incur large elastic strains are incompressible. Mathematically, this

implies the constraints
J=1, J=0. (4.32)

The implication of this for initial boundary value problems (see Chapter [5)) is that there
is an additional partial differential equation, equation , that must be satisfied on the
domain (in addition to balance of linear momentum). However, this also has implications
for constitutive theory. According to the Coleman-Noel procedure [58], for compressible

materials the second Piola-Kirchhoff stress is determined in terms of the strain energy by
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asserting that the following holds for arbitrary C:-

1 oV .
S——|:C=0. 4.33
35 55| (433
However, for incompressible materials C' is not arbitrary, it must satisfy
Lo
J= C = —J C':C=0. 4.34
Since both equations (4.33)) and (4.34])) must hold, one obtains the following equation:
1 ov 1 1
-S - — —JC™ . 4.
5 S 72 =73 JC (4.35)

W,

This can be obtained by interpreting as a generalised dot product [60]. The argument

is then that 1S — gg and JC are both normal to C. Hence, %S’ — gg, and %JC’_1
are aligned but may vary in magnitude, which is resolved by the indeterminate scalar ~.
Equation can also be obtained by using v as a Lagrange multiplier that is added to
the strain energy to enforce the constraint J — 1 = 0 [54]. In either case, the result is that

the second Piola-Kirchhoff stress is given by

S = 2221; +~JC . (4.36)

It is convenient to interpret v as a hydrostatic pressure p; that is,

1
y=p= gtra. (4.37)

For this to be the case, it can be shown that the strain energy must be first order homogenous
[60]; that is,
U (aC)=VY(C). (4.38)

This is achieved by making the strain energy a function of the isochoric right Cauchy-Green

tensor; that is,
v=1v(C). (4.39)

This may be rephrased so that the strain energy function ¥ is equal to an isochoric strain

energy function ¥ which is invariant to volumetric deformation; that is,

V(C)="(C)=1(C). (4.40)

This rephrasing may seem arbitrary. However, it proves useful when introducing near-
incompressible materials, which is done in the following subsection. The stress is then given
by B
ov

S:S+Svola S:%a

Spot = pJC'. (4.41)
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Isotropic materials

Incompressible isotropic materials are modelled by postulating a strain energy function in

terms of the isotropic invariants of C; that is,
VC) =¥ (L,), m=1.2, (4.42)

where the isochoric invariants are given by

I = tx(C), I, = ; [tr(C)? — tr(C?)] . (4.43)

The stress and constitutive tensor can be obtained by taking the relevant derivatives with
respect to C. However, as the working is the same for transversely isotropic materials, it is

presented in the following subsection.

Transverse isotropy and a special class of anisotropy

As with compressible materials, transverse isotropy in incompressible materials is modelled
by introducing the unit vector field ao(X). Additionally, a special class of anisotropic
materials can be constructed by introducing a second unit vector field, by (X) as discussed
above for compressible materials (Section . The strain energy function is then defined

by 7 isochoric invariants; that is,

U(C)=" (fm) . m=1,24,56,7,8. (4.44)

Here, I,,, are given by
_ _ -1 _ _
L=u(C), L= [tr(C)? — tx(C?)]
1:4=a0-C_'a0, f5:a0-02a0, f6:b0-C_’b0, (445)
_ _ | _ _
[7:b0‘02b0, [825[0,0'01)04—1)0'00,0}.
The second Piola-Kirchhoff stress is then given by

_ _ ov
— =9 4.4
S=S8+8S,,, S °C (4.46)

where the isochoric S and volumetric S, stresses are given, respectively, by

- 50U ol
S=2 —= det (C)qm [m + Qmjmc_1‘| ) Svol = JpC_l : (447)
% imer [
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Here, q,, is defined so that the standard invariants are related to the isochoric invariants by

(no sum) I, = det(C)% I,,, (4.48)
which leads to
—1/3 m=1,4,6,8,
Gm =149-2/3 m=25, (4.49)
0 m=3,9.
The constitutive tensor is then given by
. _ O 0S,01
C=C+Cuy, C=4—:, Coot =2 , 4.50
e C? BFTe (4.50)
where the isochoric part of the constitutive tensor is given by
5. 0% ol,, 0l ol ol
:4 — = d t C Imtn - — mImC_l = n-[n7m C_l
2. o707, 2t (@) l oc “ac T4 “oc Tiipe @
m:n7é3
8 A 2
ov 0°1 ol o1,
4 —— det(C)* Tt |lCTle S e Cc ! -I,C ' oC™!
+mzlme()l802+ql ® 56T 36 © ®
m#3
+ @A 1,C7' ® Cll
(4.51)
and the volumetric part of the constitutive tensor is given by
Co =Jp|C'0C ' —2C" 0 C']. (4.52)

If current configuration quantities are being used, then the isochoric invariants can be de-

termined by

ELZF(IQ, b:Fb(),
T . 7_1 R\2 2
| = tr(B), 2= [tr(B)? — tx(B?)] |
_4:& C_L, _5:C_l'BC_L, _6:
_ - _ 1 _
I, =b-Bb, 18:§[a~b+b-a}.

(4.53)

(4.54)

b, (4.55)

(4.56)

The Cauchy stress can then be determined by applying a push-forward operation to the

second Piola-Kirchhoff stress as follows:

oO=0+ 0y, 6':J’1FS’FT,

Oyol = JﬁlFSvolFT7

(4.57)
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8
o= 3 Z a7 [Am + Qm]_mI} ) O yol = pI (458)

Here, the isochoric counterparts A,, of the kinematic quantities A,, are given by

A =B A, := Btr(B) — B?, A; =0,

A, =a®a, As:=a®Ba+Ba®a, Ag:=b®b, (4.59)
_ - _ 1 -

A, =b@Bb+Bb®b, Ag :§[a®b+b®a]

The isochoric and volumetric Lie constitutive tensors can both be obtained by applying the

push-forward operation

Cijit = FirFj s Fex FirCrike (4.60)
leading to
8 82@ B _ B _ L o
m,n=1 m n
e (4.61)
+4Z [m+qm[I®Am+Am®I LI+l IeI],
m;éd
and
Coo =JpIRT—-2IC1I], (4.62)
respectively. Here, the isochoric versions A, of the fourth order kinematic tensors A,, are
given by
A,=B®B-B0®B, A; =0,
_ _ _ o (4.63)
As=BoOa®a+a®xa>®B, A;=Bobb+bbo B.
A, =0, p=1,4,6,89. (4.64)

The isochoric and volumetric Jaumann constitutive tensors can then be obtained, respec-

tively, using
:C+%@I+I®‘F7 vaolzcvol+Tvol®I+I®Tvol~ (465>

Noting that the isochoric and volumetric Kirchhoff stress are given, respectively, by

8
F=2%" o A+ gulnI| ;7o = JpI, (4.66)
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one obtains an isochoric Jaumann constitutive tensor of

8. 9%
eV =4 § Z -
01,01,

m,n=1
m,n#3

. 1 (4.67)
+4§_:18[[Am+2[Am@I+I@Am}+qm[I®Am+Am®I +q%fmI®I],
M3 "

and a volumetric Jaumann constitutive tensor of

Y, =JpII. (4.68)

vol —

Similarly to the case of compressible materials, the majority of the terms contained in the
stress and constitutive tensor are kinematic and independent of the material model. Hence, a
subroutine can be written using the pseudo-code displayed in Algorithm [2, which calculates
the required quantities for implementation in ABAQUS given the relevant derivatives of the
strain energy function. Note that the provision of the volumetric stress and constitutive
tensors is not required, since these are independent of the material model.

Again, the stress must vanish if there is no deformation. In the case of incompressibility,
the kinematic term in the stress vanishes for the first and second invariants. Hence, the

following constraints are left to enforce that a model is stress-free for F' = I:

CANNP L] -
on, VPon .,
AR — (4.69)
or, VPon |,
[3‘_1’ 0.
o) o,

4.1.3 Near-incompressible materials

One can also construct near-incompressible materials models as an approximation of incom-
pressibility. In this case, the strain energy is postulated as a superposition of an isochoric ¥

and volumetric ¥, strain energy function; that is,
V=0 (C)+ Wy (J) . (4.70)

The volumetric strain energy depends solely on the Jacobian whereas the isochoric strain

energy depends only on C. Near-incompressibility is weakly enforced via penalty by making
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Algorithm 2 Procedure for determining stress and constitutive tensor required by ABAQUS

for an incompressible material given the derivatives of its strain energy function.

1: procedure INCOMPRESSIBLE_MATERIAL(OW /01, 0*U /0I* F, ay, by)
2 J=det F

3 F=FJ3

4. I(:) = CALCI(F, ayg, by)

5: A(:,:, ;) = CALC_A(F, ay, by)

6: A(:, ) = CALC_BIG_A(F, ay, by)

T q=|-1/3 -2/3 0 -1/3 -2/3 —1/3 —2/3 —1/3]

8 for m=1,....8 do

9

if m # 3 then -
ov - -
. — -1
10: o=0c+2J 7. [f}m + qumI}
L0V |- 11+ _ _ _
11: Cuon = Capa +47 1o |An+ (A OT+T0A,|+q,[T0 A, + A, &1
+@2 I I ® I]
12: forn=1,...8 do
13: if n # 3 then -
ERG A - - - -
14: Capa = Capa +4J ——— A, QA+ ¢l ® Ay + ¢ 1, A, QT
01,01,
Fantn o1 1)
15: end if
16: end for
17: end if
18: end for
19: return o, C,g,

20: end procedure

U, very sensitive to a change in J in comparison to the sensitivity of U with respect to C.

The stress is then given by

L0 —i ) I
S=2-5=8+8u, S=2-. Sa=27=J%

From comparison of equations (4.71)) and (4.41)) it is clear that the volumetric strain energy

function gives rise to a pressure term; that is,

a‘Ijvol
= ) 4.72
P=57 (4.72)

c'. (4.71)
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When the isochoric invariants are used, the isochoric stress takes the same form as presented
in equation (4.47)). The constitutive tensor is given by

. _ 0%V O
C:C+Cvola C:4ﬁ7 Cvol:4acv207

where, if the isochoric invariants are used, the isochoric part C is given by equation (4.51))

(4.73)

and the volumetric part is given by

OV o1 Py | _ OVyor _
Cont=J |+ J—2|C'wC'-2]—22C " 'oC™. 4.74
: l 97 " 'Tar ® 8.J © (4.74)
The Cauchy stress is determined by applying a push-forward operation to obtain
o=06+0,, o=J'FSFT, Opot = J 'FS,,FT (4.75)
where o is given in equation (4.58) and the volumetric Cauchy stress is given by
a\Ijvol
vol = TI. 4.76
Tl =5 (4.76)

The Lie constitutive tensor is obtained by applying the push-forward operation in equation

(3.88) to equation (4.73) which gives

C=C+ Cyor, (4.77)
where C is given in equation (4.61)) and the volumetric part is given by
aqjvol 82\I/'uol a\Ijvol
Coot = J J I®I—2J Io1. 4.78
’ [ 07 Tor |1® 97 ¢ (4.78)

The isochoric and volumetric Jaumann constitutive tensors can then be obtained, respec-

tively, using

V=CH+TOI+IOT, € =Cu+ToOI+TOTy. (4.79)
The isochoric and volumetric Kirchhoff stress are given, respectively, by
500 - OV ot
T =2 — A+ gl I, vol = J—1 . 4.80
7=23 o O I (4.80)
m#3
Hence, the volumetric Jaumann constitutive tensor is given by
ov o\
\v4 vol vol
=J J I®I 4.81
vol [ o.J 6]2 1 ® ) ( )

and the isochoric Jaumann constitutive tensor is given in equation (4.67)). Using these
equations, a UMAT can be written for ABAQUS as shown in Algorithm [3]

To enforce zero stress for F' = I, near-incompressible materials have the constraint

aq]vol o
E s

in addition to those presented in equation (4.69)).



4.1. Hyperelastic materials 47

Algorithm 3 Procedure for determining stress and constitutive tensor required by ABAQUS

for a near-incompressible material given the derivatives of its strain energy function.

1: procedure  NEAR_INCOMPRESSIBLE_MATERIAL(OW /I,  0°W/0I?,  0W,u/0J,
Wy /0J* | F, ay, by)

2: J =det F
3: F=FJ /3
4. I(:) = CALC.I(F, ay, by)
5: A(:, :, 1) = CALC_A(F, aqg, by)
6: A(:,:,:) = CALC_BIG_A(F, ay, b)
T q=|-1/3 -2/3 0 -1/3 -2/3 -1/3 -2/3 —1/3]
8: for m=1,...,8 do
9: if m # 3 then -
10: 0':0'+2J_18—_\P[A +qu}

a[m 7m m+m

L0V |4 1+ _ _ _
11: Cunn = Capn +4J 71— | A - 5 [Am @I+I@Am} . [I@Am + A, @I}
+2 I, I ® I]
12: forn=1,...8 do
13: if n # 3 then -
IR - - - -
14: Capa = Capa +4J —— A QA+ gl ® Ay + ¢, 1A, @ T
oI,,01,
Fann o TT o 1]
15: end if
16: end for
17: end if
18: end for
1990 o=0+ a\IIMI
| ) 07 ov *v

20: Caga = Capa T [ a}Ol +J 8(];0[] I®l1
21: return o, C,p,

22: end procedure

4.1.4 Some material models

Some material models that are used in this thesis are presented in what follows.
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Neo-Hookean model

One of the simplest near-incompressible material models is the Neo-Hookean model with a
strain energy function of
1

@:G[I‘l—g}, Voot =

[Jg L1 2} . (4.83)

Here, G and D are material parameters. The first derivatives of its strain energy function

are given by

ow OVt 2
— —G vt |\ J—J3 4.84
and the second derivatives are
02 P2V, 6
—— =0 =gt 4.85
or? ’ 0J2 D ( )

Gasser-Ogden-Holzapfel (GOH) model

The Gasser-Ogden-Holzapfel (GOH) model was originally developed for modelling artery
walls [61]. However, it has since been used to model a number of soft collagenous tissues and

gained significant popularity |62, |63] |64l |65]. The model’s strain energy function is given by

V=Tt Uy, @:G(L_:J,H;; foxp (k%) — 1] |
v 1 J2_1_1J (4.86)
DTS}
Here, F is a pseudo-invariant defined by
I 7 = e o>(,
E={(k[L-3]+1-3x[L-1])), ()= e (4.87)

and G, ki, ks >0, D >0, k € [0, 1/3] are material parameters. The first derivatives of the

strain energy function are

2}% =G+ kykE exp (k2E2> , gz = ky [1 — 3K] Eexp (kgEQ) , (4.58)
oV, 1 _
=yl
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The second derivatives of the strain energy function are
R
or
9> 0 . /= _ _,

—=5 = k1 [1 — 3x]" sign (E) exp (k’gE ) {1 + 2k B } ,
ol; (4.89)

= k:1/£2sign (E) exp (k2E2> {1 + 21€2E2} ;

;])_125]_4 = ki1k[1 — 3k] sign (E) exp (k2E2> [1 + kaEQ} ;
0*V,, 1 _
o o]

where the function sign(e) is defined by

+1 >0,
sign(e) = =40 =0, (4.90)
-1 e<0.

Schroder-Neff polyconvex strain energy functions

Polyconvexity of the strain energy function is a sufficient condition for the existence of a
solution and stability for initial boundary value problems containing hyperelastic materials
(provide that the problem is otherwise properly posed). This condition was proposed by Ball
[66] as an alternative to the stronger condition of convexity of the strain energy function
with respect to the Green-Lagrange strain, which would preclude the physically observed
phenomenon of bifurcation. A strain energy function ¥ is polyconvex if there exists a
function W, W : R = R, such that

U(F) =W (F, AdjF, det F) (4.91)

and W is convex in its arguments. Here, Adje denotes the adjoint of e.
Schroder and Neff determined an extensive (but not exhaustive) list of anisotropic poly-
convex strain energy functions |67]. To create a highly flexible material model, a number of

these strain energy functions have been selected and combined here:

7 n
\I]:Z%'v 2/lezzli(l)zﬂ,
J=1 i=1
(> :Z’i@ﬁ[;? 3 = /{(S)Olg_l‘f‘zli(g)i {13—1-]3_1 —2}1 ,
i=1 i=1

Yy = Z’f(ﬁl)iﬂi? s = Z K(5)i (s — 1,7 + fz]i ,
i=1 i=1
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Zli Ié, ZI{ I7—1611—|—]2] . (492)

Here, K, k@0 = 0,4 =1,...,7, j = 1,...,n are material parameters. To determine the

stress, one must determine the partial derivatives of the strain energy function:

8\:[] n . i— 71— i—
oI, > i {Fd(l)ill Y= keyila [Is = Iy + D] ™" = kel [Ir — Ie]y + I 1] ’
I =1
ov . i—1 i—1 i1
an = ZZ {5(2)#_2 + k)i (15 — Il + L)' + Ky ({7 — Iy + 1] } )
2 =1
ov 1 i—1 9
L= @0ls —i—Zm [13+[ 2} [1—[3},
ov " . i
=i [Rapli T = il s — Iy + L)Y (4.93)
o, =
ov i
— = ills — Iad7 + 1 ,
ol ;m(f)) 115 4l + 2]
8\11 " i—1 i—1
67]6 = 2 1 {"‘5(6)2‘]6 — H(7)i[1 []7 — Iglh + [2] } ,
ov n
i L7 — Igly + I
oL gjﬁw)[7 oy + I,

For the material model to be stress-free in an undeformed state, equations (4.27)—(4.30))
must be satisfied. Applying equation (4.27) reveals that x3)o is not independent. Rather, it

is determined by the other material parameters as follows:

ov 28\1/ 8\111

aifl + 8712 + 8713 s —Ii(3)0 + zn:l [31'71 {li(l)i + 2%(2)1} + [H({))Z‘ + KJ(7)ZH =0

. =1 (4.94)
= K3y = ZZ [3i_1 ["1(1)2‘ + 25(2)1} + [/‘i(f;)i + H(7)1H .

i=1

Similarly, to satisfy equation (4.28)), one of the parameters out of r(); and k) must be
defined by the others; that is,

oV oV n
[ + 21 = ZZ [I{(4)i — ff,(g))i] =0
7 ‘

o1, "ol 2 o5,
= K = R+ D Ky~ A -
=2

A similar requirement is needed to satisfy equation (4.29)); that is,

61 = Ky + Z Koy — R - (4.96)
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To implement this model in a UMAT, the second derivatives of the strain energy function
are required. These are determined using the symbolic manipulation library Sympy in the
programming language Python. Then, the FORTRAN code required for the UMAT was written
using a code generating script which is written in Python. This avoids implementation errors

as the second derivatives, which are displayed in Appendix [B.1] are long and cumbersome.

4.2 Linear elasticity

Linear elasticity is typically associated with small deformations ||Gradu|| << 1. Hence, the

stress measures are equal to the first order approximation, that is,
oc=S=P=rT, (4.97)

and the linear strain is equivalent to the Green-Lagrange strain (see equation (3.30))), that
is,

e=FE. (4.98)
In this case, equation (4.11]) reduces to Hooke’s law: the strain is linearly related to the
stress by a fourth-order elasticity tensor C; that is,

o =Ce. (4.99)

Hence, the strain energy is given by

U =_e:Ce. (4.100)

4.2.1 Isotropy

In the general case, C has 81 independent components. However, it can be shown that for

isotropic small strain behaviour this reduces to 2. In this case, the stress is given by
o = I\tre + 2ue. (4.101)

Here, X and u are referred to as the Lamé parameters. The Lamé parameters are related to

the engineering material parameters of Young’s modulus £ and Poisson’s ratio v by

Ev FE

A TR ey R R

(4.102)
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4.2.2 Transverse isotropy

For transversely isotropic small strain behaviour, the number of independent components in
C reduces to 5 [68]. Then, the stress is related to the strain by

1
a:I>\tr€+§ua+ﬁ[M:r-:]M—l—oz[[M:e]I+tr€M}+2[ul—ut] [eM + Me| , (4.103)

where 3, a, u; and p; are material parameters and M = ag ® ayg. Equation (4.103) is

represented equivalently by

[ en ] [ 2 -2 -2 0 0 0][on]
€22 % 5 —F 0 0 0] oxn
2e19 0 0 0 4 00 o1z
2¢13 0 0 0 0 4+ 0 013
| 2e93 | 0 0 0 0 0 i__O'Qg_

S

Here, o, and e, denote quantities in the longitudinal (preferred) and transverse (plane of
isotropy) directions, respectively, S denotes the compliance tensor and p, E, and v denote the
engineering parameters of shear modulus, Young’s modulus, and Poisson’s ratio, respectively.

Additionally, the relation
Ey

e (4.105)

He =

between the transverse quantities holds.

4.3 Viscoelasticity

Viscoelasticity refers to behaviour in which the material responds to both the deformation
and rate of deformation. In what follows, a simple 1D model for viscoelasticity is introduced.

Then, a 3D model using a similar mathematical structure to the 1D case is developed.

4.3.1 One dimensional small strain viscoelasticity

Viscoelasticity is modelled in 1D by postulating a mechanical device that contains a viscous
dashpot. In particular, a Maxwell solid is used, an example of which is presented in Figure
4.1] This is commonly referred to as the standard solid model. It consists of a spring that
captures the long time-scale response of the material, which is connected in parallel with a

Maxwell branch. The Maxwell branch consists of a spring and dashpot connected in series.
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Figure 4.1: Schematic diagram of a one-dimensional mechanical device representing a Maxwell solid.

Here, 0, 0%, and o° denote the stress in the long time-scale spring, the dashpot, and the

Maxwell branch spring, respectively. Additionally, €, €?, and ¢ denote the strain in the

long time-scale spring, the dashpot, and the Maxwell branch spring, respectively. Note also

that, the strain in the long time-scale spring is equal to the strain of the device as a whole.

It is asserted that each spring and dashpot has a cross-sectional area of 1. Hence, using

elementary mechanics (force-balance, Newton’s third law, and 1D kinematics) one obtains

Here, the symbol ¢" is added to denote the viscous stress since o°

equation (4.107)) one can obtain

o=0"+0",

e=c e,

o' =gt (éd) =0° (%) .

e=¢cb4g°.

Equations (4.106))-(4.108|) may be rewritten as

o (5,5d> =0 (e) +0° (5 — 5d> :

o’ (éd> =0° (5 — sd> .

(4.106)
(4.107)
(4.108)

= 0%, Note that, from

(4.109)

(4.110)
(4.111)

Hence, the resulting constitutive equation (equation (4.110))) is dependent on the strain € and

the history variable ¢, which is determined by satisfying the evolution equation (equation

(4.111))). The constitutive relation is completely defined by choosing constitutive relations

for each component in the device. Linear relations are chosen; that is,

o™ () = B¢,
(e°) = E°°,

0_8
o (&) = net.

(4.112)
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Here, £, E° and n are constant material parameters. In the mathematical development
that follows, it is convenient to adopted two other viscoelastic material parameters S and 7
which are defined so that E¢ = SE*>, n = 76E*, and
0_(:‘ (66) — /BEOO 86 ,
——

EE
(4.113)
o? (éd) =TBE>® gt
~——
n

Here 7 is the relaxation time of the Maxwell branch and (3 is the relative stiffness of the spring
in the Maxwell branch in comparison to the long times-scale spring. With the constitutive
models for each component in hand, the evolution equation (equation (4.111))) can be satisfied

analytically as follows. Substitution of equations (4.109)) and (4.113)) into equation (4.111))

gives

TBETE T BETE = o7 . (4.114)

Equation (4.114)) may be rewritten as

1
BE™ = =g + 6" (4.115)
T

Multiplication of both sides of equation (4.115]) by the integration factor exp(t/7) gives
t d t
— | 6™ = — —) o’ . 4.116
exp () o = G e (7) (4110
Finally, one obtains an analytical expression for the viscous stress by integrating equation

(4.116]) on both sides and rearranging to give

t t— s\ .
ol = 5/ exp (—) o> ds. (4.117)
—00 T
Substitution of equations (4.117) and (4.112)) into equation (4.110]) gives
t t—s\].
a:EOO/ [1+exp <—>}5ds. (4.118)
—00 T

Hence, a closed form equation for the stress is obtained by solving the evolution equation
(4.111)).
To determine the dissipation caused by the viscous dashpot one first constructs the strain

energy function to be . .
U= §E°°52 + 5B ] . (4.119)
v v
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Then, as per equation (4.6)), taking the derivative of equation (4.119) with respect to the

history variables gives

ov ove 0e¢ ,

2
Dig = =56 = — ¢l =— o [-1]et=n e > 0. (4.120)
8€d Oce (%d { J { }
oge=gd ne

Hence, for the dissipation to be non-negative, that is to satisfy the second law of thermody-
namics, it is required that
n=0. (4.121)

4.3.2 Three-dimensional finite strain linear viscoelasticity
Finite strain viscoelastic framework

Using the 1D viscoelastic model as motivation (see equation (4.106)), one assumes that the
second Piola-Kirchhoff stress is additively decomposed into long time-scale §°° and viscous

S? parts to construct a three-dimensional viscoelastic framework; that is,
S=8"+5". (4.122)

For biological materials, one assumes that the viscous material behaviour results from inter-
stitial fluid. Since this fluid is incompressible, one postulates that the viscous stress depends

on the isochoric deformation and so S? is used to denote the viscous stress [54]. It then

becomes convenient to take an isochoric §% and volumetric S, split of the long time-scale
stress. Hence, the second Piola-Kirchhoff stress is written as
S=8%+83+8". (4.123)

Additionally, it is assumed that the isochoric deformation gradient can be multiplicatively

decomposed into an elastic F¢ and a viscous F¢ part; that is,
F =F°F°. (4.124)

This is analogous to many finite strain elastoplasticity models where the deformation gradient
is decomposed into an elastic and a plastic part [69]. Here, F¢ represents the map of line
elements from the reference configuration to a viscous intermediate configuration Q¢, as
shown in Figure , and F° represents the map of line elements from the viscous intermediate
configuration to the isochoric current configuration. It is then useful to define the following

kinematic quantities:

co=[F|' F, E:= [c-1, C¢'=[F]F. E:=[C'-1].

(4.125)

DO | —



56 4. Constitutive models

Figure 4.2: Tllustration of the reference configuration (solid line), intermediate viscous configuration (dot-

dashed line), isochoric configuration (dashed line), and current configuration (dotted line).

Using the 1D Maxwell model as motivation, an evolution equation is constructed by equating
a viscous stress to an elastic stress (see equation (4.111])). It is natural for the viscous stress
to depend on E?. However, E¢ in not used to define the elastic stress as F° is defined
relative to a moving configuration and so it is not objective. To obtain an objective strain
measure for the elastic stress, a pull-back operation is applied as follows:

_ _ AT — — 1= _ _ _

Ej:= |F'| EF'= 5 C-C|=E-E". (4.126)
It is clear that E is objective since both E and E¢ are objective. Additionally, note the
similarity between equation (4.126) and its small strain 1D equivalent (equation (4.107).

A suitable finite strain viscoelastic framework is then constructed by choosing E¢ as a

history variable and asserting the following constitutive and evolution equations, respectively:

S(E, E') = §*(E)+ 83, (E) + §° (E - E") | (4.127)
§':— 8 (B") -5 (B~ B). (4.128)

Here, S denotes the viscous ‘dashpot’ stress, S¢ denotes the elastic ‘spring’ stress, and
S? = 8% = §° has been used, which is motivated by the 1D model (equation (4.108))).

Finite strain linear viscoelasticity

The viscoelastic model is completed by choosing appropriate equations for S, o Se, and
S<. In this work, the material is assumed to be close to thermodynamic equilibrium and so

S¢ and S? are defined relative to the long time-scale stress as follows:

5% = C*E>, (4.129)
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S° = BC*E:, (4.130)
S = 73C=E" . (4.131)

The viscoelastic model that results from these constitutive choices is referred to as finite

strain linear viscoelasticity [70, 54]. Substitution of equations (4.131)) and (4.126)) into equa-

tion (4.128]) gives

78 C‘%E —7BC¥E{ = S§”, (4.132)
§ec Ge—gv

which can be developed to obtain
- 1= =
BS* = ;S” + 57, (4.133)

Equation (4.133]) can then be solved by introducing an integration factor as done in equations

(4.115[)-(4.117)) to obtain

_ t — -
§v — /3/0 exp (—t : 3) §%ds . (4.134)

Hence, if the constitutive equations (4.130]) and (4.131)) are used for the viscoelastic part

of the stress then the stress is given by

t—s

S(E,) = §* (E) + S, (E) + B/Ot exp (— ) §%ds (4.135)

which is obtained by solving the evolution equation analytically.

Thermodynamic considerations

The strain energy for the viscoelastic model presented above is given by

U= U™+ 0> + 07, (4.136)

where each term is defined so that

S =8%4+8%+8",

vol

SOO — 8@700 §® — a‘l’ff,l v a\i/v (4137)
_aE’ vol — aE, _aE

As per equation (4.6)), the dissipation is given by

owr -
Dyy=—-——:E*>0. 4.138
T U9EdT T T (4.158)

The chain rule can be used to obtain
. _ OV ., 0V OE oC 0C OE;
T 9Ed T QE 0C T oC  9E¢ OE?

. E° (4.139)
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where the partial derivatives are given by

ZCE; = ;IQI, gg =det(C)*I O,

. - (4.140)
aC—QI@I 8E5——I@I
OE; " OET ’

Substitution of the bottom right equation of (4.137) and equations (4.140) into equation
(4.139)) reveals that the dissipation is given by

DS, = det(C)/38" : B4 > 0. (4.141)

int

This holds irrespective of the choice of constitutive relations chosen for §¢ and S?. If one
chooses 8¢ to be defined by equation (4.131)), then the dissipation is given by

D2, = rBdet(C)3E?: C*E? > 0. (4.142)
Hence, it is required that 73C is positive semi-definite to satisfy the Clausius-Duhem in-
equality.

In the following chapters, the significance of the viscous material behaviour is frequently
compared with that of the long time-scale behaviour. This is done by comparing the non-
equilibrium energy, that is,

t_ .
o :/ SU: Eds, (4.143)
0
with the long time-scale strain energy, that is,

Yo = P® 4 P (4.144)

vol -

Generalized Maxwell finite strain linear viscoelasticity

The model presented in equation can be generalized further by postulating N,
intermediate configurations evolving independently of each other. This is analogous to having
N,, Maxwell branches in parallel in the 1D case, which is termed a generalized Maxwell
model. The viscous strains for each intermediate configuration, that is EY, ..., E_j‘{,m, are then

used as the history variables. The stress is then given by
NTYL _ _ _
S(E E{,..E} )=S5%(E)+ S (E)+> S.(E-El), (4.145)
a=1

which must be accompanied by N,, evolution equations to define the history variables; those

are,
st (BY) = 8; (B~ ) .
(4.146)

. (ﬁ;;dvm) — 55, (B-EBL) .
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Similarly to the case of a single Maxwell branch, the following constitutive relations for the

viscoelastic stresses are chosen:
¢ = §,C® {E - Eg} , (4.147)
(no sum) S¢ = TQBQC‘X’Ei, (4.148)

where 7, and [, are material parameters. With these constitutive relations in hand, solving

each evolution equation leads to

_ t _ -
S' = 8, /O exp <—t S) §%ds | (4.149)

«

and so the stress is given by

t—s

S(E) = 8§ (E) + 8%, (E) + Ng; Ba /0 Cexp <— ) §ds. (4.150)

«

Numerical implementation

Here, a temporal discretization of equation (4.150)) is presented, which is required for imple-
mentation of the model in a finite element solver such as ABAQUS. To do so, a partitioning

of the time domain is first constructed as follows:
O=thy<t1<..<tp,<tpy1=t. (4.151)
The time increment At,;; and the mid-step time ¢, o5 are then defined, respectively, as
1
Atn—i—l = tn+1 — tn, tn+0.5 = 5 [tn+1 + tn] . (4152)

Splitting the integration in equation (4.150)) up over the current time-step and all the previous

time-steps gives

— tn 1 —_ = tn —_ =~
Si=tu [ e <—t"“5) §=ds+ i, [ exp <—t"“5) §%ds.  (4.153)
Ta 0

tn To

The integration over the current time-step can be approximated using a mid-point integration

scheme, that is
tn+1 tn+1
/ o(s)ds ~ / o (Lhios)ds, (4.154)
tn tn

to obtain . ,
n+1 n+tl — S Loo 0O Q100
ﬁa/t exp <—+> §%ds ~ ﬁaga(n-‘rl) [SnJrl - Sn )

Ta
Atn-ﬁ-l >

27,

(4.155)

ga(n-{-l) = eXp <_
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where S2%, and S° are the isochoric long time-scale stresses at time-step n + 1 and n,
respectively. The right-hand side term in equation (4.153|) can be developed to obtain

tn t — -
Ba/ exp (—HHS> S>ds
0

Ta

tn _ s\ -
= o exp (— Atn“) / exp (—tn S) S%ds (4.156)
0

Ta Ta
_ §2 va
— Sa(n+1)“a(n)

where S’}l’(n) is the stress in the Maxwell branch for the previous time-step. Hence, the stress

for the current time-step can be obtained using

Sty = Babatnin) [Si1 = 8] + & i) Sy - (4.157)

The constitutive tensor can be obtained the usual way; that is,

_ _ 5S> oo _ OSY
C=C®+C>® +C’, C®=2""_ (C> =g v Cl=2-"_
+ oo 5 oC = vl T Y0 acC
N 557 (4.158)
cr=> ¢ Cl — oot
— o o oC

From equation (4.157)), it is apparent that the contribution of each Maxwell branch to the

overall stiflness is

_ OS> _
C’ = 2Bua(n 2 — B aminC™. 4.159
o = 2Babani) =5 5~ = Fabame) ( )
Hence, the constitutive tensor is given by
No, -
C = ll + Z Baga(n+1)] COO + szl . (4160)
To determine the Cauchy stress, a push-forward operation is applied to equation (4.157)),
giving
O ont1) = Samn+1)Pa0ni1 + Sam1) det (G)*l GT {ga(nﬂ)&g(n) - ﬁa&;ﬂ G, (4.161)
H,
where the kinematic tensor G is given by
G=F'F,,. (4.162)

It is useful to define a historic stress term for the branch H, and the Maxwell network

collectively H, respectively, as

Nm
Hy = £oguin) et (G) ' G [Sapnin 0l — Bao| G, H:=) H,. (4.163)
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The Lie constitutive tensor can be determined using the push-forward operation defined

in equation ((3.88)) to obtain
Nm
c=c*+c"+cy, ¢’ = Baam+1)C. (4.164)

Determining the Jaumann constitutive tensor, however, requires caution. By using equa-
tion (3.91)) and separating the Kirchhoff stress into its isochoric long time-scale 7°°, volu-

metric long time-scale 7,05 and viscous 7" stress, one obtains

cV=c*+c'+coy+TOI+IOT
=C*+7°00I+I6T™

(4.165)
+Co T T @I + T O Ty
+C'+T'OI+TIOT".
The second and third rows are equivalent to the isochoric €V*° and volumetric €}3° Jaumann
constitutive tensors (see equation (4.79))) leaving
V=Vt T oI+ IOT. (4.166)
Expanding the terms due to the Maxwell branches yields
Nm
AT OI+IOT =) Balams) [C+ T 0T+ T 0T (4.167)

+Jo [HOI+I6H].

Hence, the history terms form part of the Jaumann constitutive tensor in contrast to the
Lie and reference configuration constitutive tensors. As a result, the Jaumann constitutive

tensor is given by

Nm
¢V = [1 +> ﬁaga(nﬂ)] Vet ey + S, [ HOI+1I6H)]. (4.168)

The equations above allow one to write a UMAT capable of modelling a viscoelastic
material in ABAQUS as shown in Algorithm [4 This, of course, must be implemented with
a chosen long time-scale material model. If an isochoric—volumetric split of the long time-
scale strain energy function has been used then the isochoric and volumetric stresses are
easily available. However, this is not the case for compressible materials that do not use
an isochoric volumetric split of the strain energy function. In this case, the volumetric and

isochoric stresses can be obtained, respectively, using

1
O = zgltte™, 0% =0% -0y, (4.169)
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Algorithm 4 Procedure for determining the stress and constitutive tensor required by

ABAQUS for a viscoelastic material at time-step n + 1

1: procedure VISCOELASTIC_MATERIAL(F,, Foi1, 8, 7, Ny, 05, 672, 0051, Oooynin) C° s

vol ’ At)
2: G=F,'F,,
3: dG = 1/ det G
4 o =00+ 000
5: J =det F,, ;4
6:  Capa = J ! [CVOO +cYo }
7 for a =1,..,,N,, do
8: Sa(nJrl) = eXp <_At>

27 ()

9 Hy, = &nindGGT [Sapminyoi(a, ) — B(a)a| G
10: 5’2+1 (Oz, : :) = ga(n+1 B(O&) 0,1+ H,
11: c=0+0, ()
12: Capa = Caps + J EaminB(@)eV>*+ H, 0 I +106 H,
13: end for
14: return o, o, |, Cips

15: end procedure

To implement the model in ABAQUS, one also requires the isochoric and volumetric consti-
tutive tensors. To obtain these, one first applies a pull-back operation to the isochoric and

volumetric Cauchy stresses to obtain their second Piola-Kirchhoff counterparts; those are,

respectively,
oy = 3C [S>:C], S =8%-8. (4.170)
The volumetric reference configuration constitutive tensor is then given by
o0 S 0 o0 o0 -1 -1
=254 —5[0 ®[C:C*+28%]-2[§*:C]CoC]. (4.171)

The isochoric constitutive tensor is then simply given by

Cw:2las—a

vol

vol | _ oo _ oo
o ac]_c . (4.172)

The volumetric Lie constitutive tensor can then be determined using the push-forward op-
eration defined in equation (3.88]), resulting in

1
Cool = 3 T @[T :c™®+21% =2tr () IO I] . (4.173)
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Then, using equation (3.91]) and (4.79)), the volumetric Jaumann constitutive tensor can be
determined; that is,

1
o =g eI [V —r ol ~Tor~|+2r™]| —2u(r™) I +r50l+ToTy

1

=gIal: cVee.
(4.174)

Hence, if the Jaumann constitutive tensor is known, its volumetric part can be determined

using equation (4.174)) and its isochoric part can be determined using

cVe =cV>® — ¢y, (4.175)

vol

4.4 Fitting material models to data

Constitutive models are constructed with a particular mathematical structure which reflects
the expected material behaviour. However, the response of a model is not dependent on its
mathematical structure alone; it also depends on several material parameters c. Hence, one
requires a means to determine the values of these parameters so that each model accurately
represents the behaviour of the material it is intended to model.

This can be done by obtaining data of the stress in the material during loading applied
in a physical test. Then, the optimal values of the material parameters can be obtained by
fitting the stress response of the model to the data for the same loading. This requires an
analytical solution for the stress response during the given loading path. One can then define
an objective function representing the error between the model and the data. The optimal
material parameters ¢* are then determined by minimizing the objective function.

A difficulty typically arises from the fact that the test data typically does not define the
entire deformation gradient. This can be resolved by determining the unknown values in the
deformation gradient using some known stress values. For example, during uniaxial loading,
one is provided with data defining Fj; and oq;. Additionally, if the material is isotropic or if
the preferred directions are aligned or perpendicular to the loading, all off diagonal entries
in F' are zero, as well as all entries in o apart from o;;. However, Fyy and F33 are unknown.
This can be resolved by determining Fsy and F33 such that g9 = 033 = 0.

In what follows, the procedure for obtaining these analytical solutions is outlined for four
loading paths: uniaxial, biaxial, shear, and pressure loading. Additionally, four classes of
materials are considered: compressible transversely isotropic, compressible isotropic, incom-
pressible transversely isotropic, and incompressible isotropic. Then, the requirements for

extending these procedures to viscoelasticity is outlined.
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For all loading paths besides shear, the deformation gradient and stress, respectively, are

of the form
F=Diag[\ X Xs|, o=Diagloy on o3 (4.176)
The superscript o* denotes values that are measured (besides for the case of the optimal
material parameters ¢*). The number of measurements in a test is denoted by N. Hence,

the objective function X is typically of the form
N
X(c)=> llo(cF,)—alf (4.177)
m=1

4.4.1 Uniaxial loading

During uniaxial loading, stretching is applied in a single direction of a test sample and all
other surfaces are traction free. It is convenient to choose a basis such that the first direction
is aligned with the loading direction. Then the stretch A\] and stress o} in direction 1 are

measured, the stresses in directions 2 and 3 are zero,
092 20'3:0, (4178)

and the stretches Ay and A3 are unknown. However, the stretches Ay and A3 can be deter-
mined by using equation for given values of ¢ and A\j. The mathematical development
for this differs for compressible transversely isotropic, compressible isotropic, incompressible
transversely isotropic, and incompressible isotropic materials and is presented in the subsec-
tions that follow. The optimal material parameters can then be determined by solving the

least squares problem

¢’ =argmin X = i\f: {01 (c, AT(m)) — gf(m)r ' (4.179)
¢ m=1

Here, A, and o7,,,) are the stretch and stress, respectively, of measurement m and arg min U

denotes the value of e that minimizes [J.

Compressible transversely isotropic

For compressible transversely isotropy, the stretches A\ and A3 differ. The stretches can be
determined by defining the residual vector
o9 (€, A1, Ao, A
g = |72 (& A2 2] (4.180)
03 (€, A1, A2, A3)
and finding its root for a given value of ¢ and \;. Hence, the stretches are determined by

A A
2(e; M) = arg min ||7yil| - (4.181)
)\3 (C, )\1) A2,A3



4.4. Fitting material models to data 65

Compressible isotropic

If the material is isotropic, or has a plane of isotropy that is perpendicular to the loading

direction, the problem is simplified since
Ao = A3. (4.182)
Hence, the unknown stretches can both be found from

)\2 = )\3 = arg min 09 (C, )\1, )\2, )\2)2 . (4183)
A2

Incompressible transversely isotropic

Since incompressible materials incur no volume change, A3 can be determined from A; and

Ao; that is, .

Y

However, incompressible material add an unknown in the form of an undetermined pressure

J = )\1)\2)\3 == 1, )\3 (4184)

p; that is,
o = Diag |5, 0y 53} +pI. (4.185)

Using equation , it is apparent that the pressure is related to the isochoric stress by
p= —0y= —03. (4.186)
Hence, \; is determined by defining the residual equation
r=o09—03=0, (4.187)

and finding its root for a given value of ¢ and A;; that is,

1 1 \7?
Ay = in | o A, Ay, —— | — 0 AL, Ay —— : 4.1
2 al"gAZIlln |:O-2 (C7 1, N2, Al)\g) O3 (C, 1y N2, )\1)\2>:| ( 88)

Then, the value of the pressure can be determined from

1
p = _5-2 (C7 )\17 )\27 Al)\2> 9 (4189)

and finally the desired stress value can be obtained from
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Incompressible isotropic

If the material is considered to be isotropic and incompressible then the deformation gradient

is entirely defined by Ay,

Ao = A3 = \/1)\_1 (4.191)
The pressure can be determined by
p=—02= —03, (4.192)
and the desired stress can be obtained from
o1 =01+Dp. (4.193)

4.4.2 Biaxial loading

During biaxial loading, stretching is applied in two directions and the third direction is left
traction free. Now, it is convenient to choose a basis so that the first and second basis vectors
are each aligned with one of the loading directions. Then the stretches A} and A\ as well as
the stresses o] and o; are measured. In the third direction, the stretch A3 is unknown, and

the stress is known to be zero; that is,
o3 =0. (4.194)

The objective function in the case of biaxial loading is

N
K=Y o1 (e Ny Asmy) = ]+ [72 (€ Ny Asimy) — O] - (4.195)

m=1
Compressible materials

For compressible materials, the stretch in the third direction can be determined for given ¢,
A1 and Ay using

)\3 = argminag (C, /\1,/\2,/\3)2 . (4196)
A3

This holds true irrespective of whether the material is transversely isotropic or isotropic.

Incompressible materials

For incompressible materials, the stretch in the third direction is determined by the other

two stretches .

Ay = .
YW

(4.197)



4.4. Fitting material models to data 67

However, incompressibility introduces another unknown to be solved for — pressure. Using
equation (4.194])), the pressure can be determined from

p=—03(c, A1, A2, Az) . (4.198)
Then the stresses in the first and second direction are given, respectively, by
op=01+p, oy =02+p. (4.199)

Again, this holds true irrespective of whether the material is transversely isotropic or isotropic.

4.4.3 Pressure loading

What is termed ‘pressure loading’ here is not a typical physical test that one would carry
out. This type of loading has been used in this thesis to elucidate the pressure response of
representative volume elements (RVEs) through computational experiments, see chapter @
for details.

The aim of pressure loading is to obtain a stress state that is equivalent to a hydrostatic

pressure; that is,
o=npl. (4.200)

However, when using an RVE with period boundary conditions (see chapter @ one cannot
prescribe the stress state of the RVE, one can only prescribe the deformation. Hence, one
stretch is chosen, A1, and the others, Ay and A3, are adjusted until the RVE is in a state of
hydrostatic pressure. Hence, the measured values are A} and p* and the objective function
is

N
X =3 [p(e X)) — Pl (4.201)
m=1

Note that this type of loading is only sensible for compressible materials.

Transversely isotropic materials

For compressible transversely isotropy, the stretches A\ and A3 differ. The stretches can be

determined by defining the residual vector

Fores = ["2 - “1} , (4.202)

03 — 01

and finding its root for a given value of ¢ and \;. Hence, the stretches are determined by

A A
2(e; A1) = argmin ||7ppes| - (4.203)
)\3 (C, )\1) A2,A3
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Isotropic materials

For isotropic materials, all the stretches must simply be equal; that is,

AL =Ag = As. (4.204)

4.4.4 Shear loading

Similarly to ‘pressure loading’, the shear loading applied in this work does not describe a
typical physical test. Rather, it is used for determining the response of an RVE to simple

shear. Simple shear is described by a deformation gradient of the form

where 7 is a parameter controlling the degree of the shear and ¢ and j control the direction
in which the sample is being sheared. In this case, the entire deformation gradient is defined.

The objective function for this testing scenario is
2
X = Z (03 (¢, F) = 07m] - (4.206)
m=1

4.4.5 Considerations for viscoelasticity

Viscoelastic materials introduce another layer of complexity, as the stress response depends
not only on the current deformation, but also on the entire deformation history. Additionally,
the stress response for the class of viscoelastic materials outlined in section requires the
evaluation of an integral, of which the integrand differs from one problem to the next. Hence,
developing a general approach for finding an analytical solution is intractable. Instead, the
discretized version of stress response presented in equation is used. Then, for each
time-step n+1, one can determine the unknown values in the deformation gradient F},,; such
that the correct entries in the stress o, are zero. An example of this is shown in pseudo-
code for uniaxial loading of a compressible transversely isotropic material in Algorithm [5]
In the pseudo-code )\’{ is the rate of stretch in the first direction, ¢* is an array of times at

which measurements were taken and o} is an array of measured stresses at times t*.

4.5 Some notes on implementation

User subroutines (written in FORTRAN) for the aforementioned constitutive models were im-

plemented in the finite element analysis software ABAQUS. ABAQUS has two solvers used
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in this work: standard and explicit. The standard solver is used for time-independent prob-
lems and time-dependent problems that use an implicit integration scheme. To implement
a material model for the standard solver, one is required to write a UMAT that provides the
Cauchy stress and the Jaumann constitutive tensor multiplied by one over the Jacobian,

that is, J~'cV. The standard solver uses Voigt notation with the ordering

T

Ostandard — |011 022 033 012 013 023| - (4-207)

The explicit solver is used for time-dependent problems that utilise an explicit time

integration scheme. To implement material models for the explicit solver, one is required to

write a VUMAT which requires the Cauchy stress only. The explicit solver also uses Voigt

notation. However, the ordering differs to the convention for the standard solver and is given
by

T
Uexplicit:[gn O29 033 023 013 012} . (4-208)

Fitting of material models was done in the programming language Python using min-
imization and root finding functions provided by the library Scipy. To avoid having to
implement the aforementioned materials in both Python and FORTRAN, the command line
tool £2py was used, which compiles FORTRAN subroutines and makes them available in Python

as functions in a library.
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Algorithm 5 Procedure for calculating the objective function of a viscoelastic material

under uniaxial loading

1: procedure 'rUNI(Fna >\1 n+1)» )\2 n+1)» )\3 (n+1) 6 T, C, 6-207 &;]L)
2: Fn+1 - I

3: F..1(1,1), F,11(2,2), Fr11(3,3) = Mnt1)s A2(nt1)s A3(nt1)

4: Oni1, 00°, 07 =VISCO_MATERIAL(F),, F, 1, B, 7, ¢, o7°, o7)

5. return o(,11)(2,2)* + 0(41)(3,3)?

6: end procedure

7: procedure VISCOELASTIC_UNIAXIAL_OBJECTIVE(S, 7, N, ¢, )\*1‘, t*, o7, Atmax)
8: o1 = zeros(N)

9 Op, Opp1, 02, 6°=0,0,0,0

10: F,=1

11: F,..=1

12: m=1

13: tmeasure = t*(l)
14: while ¢ < last(t*) do

15: if t 4+ Atpax > tmeasure then

16: At = teasure — t

17: else

18: At = Atpax

19: end if

20: t=t+ At

21; Menin) = Fo(1,1) + At

22: A2(nt1)> A3(ng1) = argmin,\Q(n+l),)\3<n+UHT‘UNI(Fn, AM(nt1)s A2(nt1)s A3(n+1), B, T, €,
o, 0,)ll

23: F..1(1,1), F,11(2,2), F11(3,3) = M@nt1)s A2(mnt1)s A3(nt1)

24: Oni1,0°, 00 =VISCO_MATERIAL(F,, F, 1, 5, T, ¢, 62°, o)

25: if t == teasure then

26: o1(m) = o,41(1,1)

27: m=m+1

28: tmeasure = 1*(m)

29: end if

30: or, o0, F,=07,,0,.1, F.1

31: end Whlle
32: return sum ([o; — 0}]?)

33: end procedure




Chapter 5
Numerical methods

When modelling the mechanical behaviour of a structure, one defines the geometry (domain)
of the body, appropriate boundary conditions, constitutive laws, and initial values such that
the initial boundary value problem is properly posed. For solid mechanics problems the
resulting problem, termed the ‘strong form’; is as follows: find the displacement field u (, t)

that satisfies the balance of linear momentum
pt = dive + g for x € Q, t € [0, tenal, (5.1)

the boundary conditionsﬂ

u; = U on I'P (5.2)
ti = LTZ on Fiv y (53)
rYury =r, rynr? =g, (5.4)
and initial conditions
U = Uy att:(), (55)
U = v at t =0. (5.6)

Here, the Cauchy stress o is defined by the gradient of the displacement field Grad (u)

and its history in the temporal domain [0,%¢]. Hence, the solution of the strong form is

Tt is conventional to stipulate a single Dirichlet portion of the boundary I'” and a single Neumann
portion of the boundary I'V with the condition 'V UTP =T, 'V N T'P = @. However, one may assign a
Dirichlet condition to one component of the solution and a Neumann condition to a different component of
the solution’s gradient at the same position. Hence, a Dirichlet and Neumann boundary are defined for each
component I'P and TV, respectively. Then, the condition TN UTP =T, TV NP = @ applies. However,
note that in general I'N U I‘]D #T,TNn FJD #+ @ fori#j.

71



72 5. Numerical methods

sufficiently defined by the displacement field. Additionally, €2 is the domain in its deformed
configuration as illustrated in Figure [3.1] However, finding analytical solutions to these
problems is intractable for all but the most simple cases. Hence, one resorts to numerical
methods to find an approximate, but sufficiently accurate, solution. In particular, the finite
element method (FEM) is used to discretize the problem in space. In the case of time-
dependent problems, this results in a set of semi-discrete equations; that is, discretized in
space but not in time. One can then use a numerical time integration scheme to discretize the
semi-discrete equations in time. In what follows, two time integration schemes are presented:

central difference and Newmark method.

5.1 The finite element method for spatial discretiza-
tion

The finite element method utilises a linear combination of basis functions, defined piecewise
over the domain, to approximate functions within the domain [60, 71]. Hence, one can
determine an approximate solution by solving for the coefficients of the basis functions. The

FEM is developed using a weak form of the problem. This is presented next.

5.1.1 Weak form
To construct the weak form, one defines the residual r as
r=pi—dive —g. (5.7)

To enforce a zero residual, a virtual work per unit time dW is constructed by taking the dot
product of the residual with an arbitrary virtual velocity dv, integrating over the domain,

and setting this value to zero:
(5W:/6v-rdQ:0. (5.8)
Q

Although dv is arbitrary, it is required to satisfy the constraint dv; = 0 on I'P?. Likewise,
the virtual velocity gradient, virtual rate of deformation, and virtual strain rate are defined,

respectively, by

1 . 1
0L := graddv, 0D := [5L + 5LT} OB = [GradavTF + FTGradav] — F'§DF .
(5.9)
By substituting equation (5.7)) into equation (5.8)) one obtains

oW = | [pév -4 — dv-dive —dv-g|] dQ2=0. 5.10
Q
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The second term of the integrand in equation (5.10) can be expanded using Green’s theorem

to obtain
/5v-divadQ:/5v~th—/6D:adQ, (5.11)
Q T Q

where
OL:0=0D:0o (5.12)

has been used due to the symmetry of o. Since dv; = 0 on I'? the first term on the right-hand
side of equation ({5.11)) can be reduced to

3
[ov-tar =3 [ svfar. (5.13)
r i=1 /T

The following definition is then made for conciseness:

3
bv-Edl =" [ ovdidl. 5.14
[ v > [, (514
Substitution of equations (.11)), (5.13)), and (5.14)) into equation (5.10) yields
5W:/p5v-1},dQ—l—/5D:a'dQ— [/ (5v-ng+/ 5v-t‘dr] —0, (5.15)
Q Q Q Ny
5Wkin 6Wint 6Wext

where Wi, Wiy and W are referred to as the kinetic, internal, and external virtual
work, respectively. Equation (5.15) can be altered so that the integrations are performed
over the initial configuration, leading to
5W:/ p05'v-'¢ld(20+/ 0D : T dQ — V 5v-gOdQO+/ 6v-t0dF] —0, (5.16)
Q Qo Q ry

Wkin Wint Wt

where
po=Jp, go=Jg, to=Png. (5.17)

Additionally, 6Wj,; can be rewritten entirely in terms of reference configuration quantities

by analogy with equation (3.104)), leading to
Wit = | 0E :8dQy. (5.18)
Qo
Hence, the virtual work can be written in the reference configuration as

oW = p(](S’U : ’U,dQO +
Qo

Qo

5E:SdQO—V 5v-gono+/N(5v-t_odF]:O. (5.19)
Q0 )

IWyin OWint OWext
The weak form of the problem is then to find w that satisfies equations (5.15)), (5.16]), or
(5.19) (if one of them is satisfied then the others are since they are equivalent) for all jv

where dv; = 0 and u; = 4; on I'P.
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Linearisation

For nonlinear problems, discretizing the weak form results in a nonlinear discrete system of
equations. These are solved using the Newton-Raphson method, which requires linearisation
of the virtual work. The linearisation can be applied directly to the discrete system of
equations, or it can be applied to the weak form and then discretized. The later approach
is used in this work, and so the linearisation of the virtual work is presented here. The

linearisation of the virtual work in the direction of a change in displacement is given by
L[{W]Au =0W + D [W] Auw. (5.20)

For problems where Wy, and dW,, are not dependent on the solution the directional
derivative of the virtual work in the direction of Awu is given by
D[W]Au =D [Wi] Au= [ S:D [§E| Au+JE:D[S] Audy. (5.21)
Qo

To determine the directional derivative of the virtual strain rate, it is convenient to first
determine the directional derivative of the deformation gradient; that is,

d
— [I + Grad (u + eAu)]__, = Grad Au. (5.22)

€
Then, using equation (5.9)), the directional derivative of the virtual strain rate is obtained;
that is,

D[F]Au =

: 1
D {5E} Au = 3 {GradévTGradAu + GradAu’ Gradév| . (5.23)
Additionally, since S is symmetric, the identity
S:e=S5:e (5.24)

holds. Hence, the first entry in the integrand of equation (5.21]) reduces to

S:D[0E|Au =S : [(Graddv)" GradAu| . (5.25)
Using the chain rule, the directional derivative of the stress can be expressed as
oS
D[S]Au = —=DI[E]A 2
8] Au = 2D [E] Au, (5.26)
and so the constitutive tensor naturally emerges; that is,
oS
C=—. 5.27
5F (5.27)

Using the directional derivative of the deformation gradient (equation ({5.22])) the direction

derivative of the strain can be determined to be

1
D[E]Au = GradAu” F + F"GradAu) . (5.28)
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By substituting equations (5.27)) and (5.28)) into equation ([5.26)), an expression for the di-
rectional derivative of the stress is obtained:

D[S] Au = ;c |GradAu’F + F" GradAu| . (5.29)

The directional derivative of the internal virtual work is then obtained by substituting equa-

tions ([5.25) and (5.29)) into equation (5.21) to give

1 _ .
S : {Grad&vTGradAu} + §5E : C |GradAu’F + FTGradAu} d€) .
(5.30)

The directional derivative can be converted to be in terms of current configuration quantities

D ) - |

Qo

by using the identities

Grade = grad (e) F', T=FSFT,

. (5.31)
SE=F"SDF, cyu=CrxrFuFjFixFirL,

to obtain
1
D [0Win] Au = /Q T : gradév” gradAu + §5D :c [gradA’u,T - gradA'u,] dQo.  (5.32)

After discretizing equations ((5.20) and (5.32)) using finite elements, an approximate solution
can be obtained using the Newton-Raphson method (see section [5.2.1)).

5.1.2 Discretization: finite element form

Finding a solution to the weak form is also typically an intractable problem. However, an
approximate solution to the weak form can be found as a finite linear combination of basis

or shape functions. The procedure for obtaining this system of equations is outlined here.

Elements

The domain is approximated by a union of a finite number of subdomains termed elements, as
illustrated in Figure[5.1l The union of these elements is referred to as a mesh. Each element
is defined by several nodes and a connectivity between them. For low-order elements as
shown in Figure [5.1] all nodes coincide with the vertices of the element. However, higher-
order elements may have additional nodes on the edges of the element, inside the element,

or on the face of the element in 3D.
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e Node e Node
(a) (b)

Figure 5.1: Two examples of approximating a spacial domain €2 as a union of finite elements Q". In (a) the
domain is discretized using quadrilateral elements whereas (b) is discretized using triangular elements. This
is shown in 2D for ease of illustration, however the same concepts extend to 3D. In the 3D equivalent, (a)

would use hexahedra and (b) would use tetrahedra.

Shape functions

Each node in the mesh is assigned a ‘shape function” N which is non-zero on the elements
to which the node is attached and is zero for all other elements. These functions are used to
interpolate values at each node to some point within the mesh. For instance, the displacement
at some point x is approximated as the summation of the displacement at each node w;

weighted by the value of that node’s shape function N; at position @x; that is,

Niodes

i=1
where Noges is the number of nodes in the mesh. A boldface vector with a subscript e;
denotes the value of e at node 7. However, the shape functions are not defined in terms
of position in the current or reference domain. In fact, the shape functions are defined
on a reference element. The reference element, shown for hexahedra and tetrahedra in
Figures [5.2|(a) and (b), respectively, is the same for each hexahedron element and for each
tetrahedron element in the mesh. Each hexahedron occupies the region {—1 < & <1, =1 <
& <1, =1 < & < 1} whereas each tetrahedron has vertices at the points [1 0 0], [0 1 0],
[00 1] and [0 0 0].
The shape functions satisfy the Kronecker delta property; that is,

Ni (&) = 0 (5.34)

where &; is the position of node j in the reference element. For example, the shape functions
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&5 A&

Y

Y

&1

&1

€3

(a) (b)

Figure 5.2: Hexahedron (a) and tetrahedron (b) elements in the reference domain. The hexahedron (a)
occupies the region {—1 < & <1, =1 < & <1, =1 < & < 1} whereas the tetrahedron (b) has vertices at
the points [1 0 0], [0 1 0], [00 1] and [0 0 0].

for an 8 noded trilinear hexahedron are

Ni=gla-1le-1ls-1, N=gla+ile-1&-1,
N3:;[§1+1][§2+1][§3—1] ) N4:;[§1_1H§2+1][§3—1] )

i 1 (5.35)
N5=§[§1—1][§2—1][§3+1] ) N6=§[§1+1H§2—1H§3+1] ;
No=gle+1le+ 16 +1], No=gla—1e+16+1.

The shape functions for a linear 4 noded tetrahedron are
N =&, Na=6&, (5.36)

N3=E&, No=1-& —&—&3.

In equations and an element level enumeration of the shape functions has been
used. This enumeration is mapped to the global enumeration of the nodes by an interconnec-
tivity array, which must be defined for each mesh. The shape functions in equations
and only hold within the element to which the node is attached, and are zero for all
other elements. Moreover, for both hexahedra and tetrahedra, higher order shape functions
can be constructed by adding nodes to the element.

The shape functions are used to create a map from the reference element to the current

and reference configuration; that is, respectively,

Niodes Niodes

=Y wmN(&), X=13Y XNI(E). (5.37)

i=1 i=1
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The shape functions are also used to approximate the solution and virtual velocity by inter-

polating their values at the nodes; that is,

Niodes Niodes
u~u= > wN; dv &~ Jo = > du;N;. (5.38)
=1

i=1
Derivatives and gradients

In addition to approximating values such as the displacement and virtual velocity, one also
requires a means to approximate gradients. This is done by taking the gradient of the

approximation; that is,

Nnodes
grade ~ grade” = > e, ® grad}V;. (5.39)
i=1
However, this poses a difficulty in that N; is defined on the reference element. This can be

overcome by using the chain rule to obtain

oe1" ON;
dN; = | — ) 5.40
araa = | 56| O (5.0
To evaluate equation ([5.40)), the Jacobian matrix is determined; that is,
aw Nnodes aNZ
J=—= T, 0 —. 5.41
oe = 4 ™ o o4
Then the gradient of the shape function in the current configuration can be determined using
ON;
dN; = J T, 5.42
Hence, the gradient of some quantity e is approximated by
Nrodes aN
grade~ > e, @J "—". (5.43)
i=1 79

A similar approach is used to determine the gradient in the reference configuration. One
takes the reference configuration gradient of the approximation of the desired quantity; that
is,

Nnodes

Grade ~ Grade" = Y e, ® GradV;. (5.44)

i=1
The chain rule is used to determine the reference configuration gradient of the shape func-

tions; that is,

(5.45)

T
GradN,; = [ 08 1 ON;

X | of
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The reference configuration Jacobian matrix is then determined from

0X Mot ON;
JO_TE_ ZXHX) € (5.46)

=1

and so the reference configuration gradient is given by

Nuodes N
Grade ~ > oi@)JO’Ta L.
=1 aé

One also requires a means to approximate the deformation gradient. This can be done

(5.47)

using the reference configuration gradient of the displacement, that is,
F = I + Gradu", (5.48)

or by using the reference and current Jacobian matrices; that is,

ox Oz 0€

:aX_%aX:JJal‘ (5.49)

Integration: Gaussian quadrature

In addition to derivatives, the weak form equations contain integrals. Hence, one requires a
means to evaluate the integrals computationally. To do so, the integral is first represented

as the summation of the integrals over each element; that is,

/th(X)dQZEj/Eg(X)dQ, (5.50)

where QF is the domain approximated by the undeformed mesh, g is a placeholder for a
given integrand, €} is the region occupied by element e in the reference configuration and
N, is the number of elements. The integral over each element is then transformed so that it

is evaluated in the reference element domain as follows:

/Qg(X)dQ:/ 0X

g(X (€)det (T2 ) a0 = [ g(X (€)det (Jo)d,  (5.51)
Qo a€ Qo
where ()5 denotes the region of the element in the reference domain. One can then approx-

0
imate the integral using Gaussian quadrature; that is,

[ 9(X (€)det (3049 = 30 (X (&) det (4o (&) W, (552

p=1
where n,, is the number of integration points, &, is the position of integration point p and W,
is the weight of integration point p. These values are given for different orders of Gaussian
quadrature for hexahedral and tetrahedral elements in Tables [5.1] and [5.2] respectively.



80

5. Numerical methods

Table 5.1: Gaussian quadrature points and weights for hexahedral elements [71]

np | P &1 &2 &3 W,

401 o0 V2/3 | —1/V3 | 2
2 0 —\/2/3 | =1/V/3 | 2
3 2/3 0 1/v3 | 2
41 —/2/3 0 1/vV3 | 2

6 |1 1 0 0 4/3
21 -1 0 0 4/3
3 0 1 0 4/3
4 0 ~1 0 4/3
5 0 1 4/3
6 0 -1 |4/3

np | p| & | & | & | W,
1 (1] /4 ]1/a1/4] 1/6
5 1] 1/4]1/4|1/4]-2/15
21 1/6|1/6|1/6| 3/40
31 1/6|1/6|1/2 | 3/40
401/6 | 1/2|1/6 | 3/40
501/211/6|1/6 | 3/40

Table 5.2: Gaussian quadrature points and weights for tetrahedral elements [71]

Discretized weak form

Here the weak form, equation (5.16)), is discretized by using the finite element approxima-
tions. However, it is useful to first define a notation that allows one to represent symmetric
matrices as vectors; that is, Voigt notation. The notation e denotes the Voigt notation
(that is, the vector) counterpart of the symmetric matrix e. The Voigt notation of stress

quantities, such as the Kirchhoff stress, is given by

(5.53)

T
T = |T11 To2 T33 Ti2 Ti3 7'23} )

whereas, for kinematic quantities, the off diagonal terms are multiplied by 2. Hence, the

Voigt notation version of the rate of deformation is

A

T
D: D11 DQQ D33 2D12 2D13 2D23 . (554)
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Then, the inner product of the tensor quantities can be determined equivalently using the

Voigt notation representation as
6D :7=6D"%. (5.55)

The symmetric gradient, that is,
grad e = ; [grad of —|—grado} : (5.56)

occurs several times in the weak form and its linearisation. Hence, it is useful to define a

Voigt notation symmetric gradient operator for each node B; such that
N Nnodes

=1

Note that D is given by

~ 0
D= ’ aNi 38]\@ , (5.58)

283

where vji» denotes the j'™ component of the velocity at the i*® node. From inspection, it is

apparent that B; is given by

FON, . . i
O oN
0 Lo
31:2 aN
0 0 8;1:1
Oxy 011 0
ON, . ON
0xs ox
0 ON; ON;
L 8333 8.1'2_

Hence, the integrand of the internal virtual work can be developed as follows:

5D ' B 6ﬁT N Niodes B Niodes T T A
LT = R Z [B;ov;]" + = > v/ B+ (5.60)

i=1 =1
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Substitution of the finite element approximations, that is, equations (5.38)) and (5.60)), into
the weak form equation (5.16)) results in

Nnodes Nnodes

(SWh = Z Z [/ pONz(S’UlT’U,JN] on
=1 =1 Qo
+ [ dvI B +dQ, (5.61)
Qo

- l/ NidfviTgonO—i—/ NiéfuinodFH =0.
Qo ry

Since the virtual velocity and acceleration at each node do not depend on X, one may take

these values out the integrals and rearrange to obtain

Nnodes Nnodes

SWh = ; vl ; VQOpONiNdeQOuﬁ/QO BT#dQ, — (/Q NigonO+/F(J)VNit_OdF>]
h

T;

(5.62)
where 7! is the discretized residual at each node i. Since dv is arbitrary, equation (5.62)
must hold for all dv;. Hence, the object is now to find the displacement of each node wu; (¥)
that satisfies

rh :/ pONiNdeQOdj+/ BT#dQ, — V Nigo on+/NNiZOdF] —0, (5.63)
Qo Qo Qo Ty

M Fini(i

Fext(s)

where M;; is the mass matrix for the node pair ¢j and Fi ;) and Fi;) are the internal
and external forces, respectively, at node i. In practice, this residual is determined using
Gaussian quadrature as per the subsection above. Upon determining the mass matrix and
internal and external force for each node, one may assemble these values into a global system

of nonlinear equations; that is,

R=Md+ Fy, — Fy =0, (5.64)
where
r (] Fiyi1) Foyi(1)
’I‘h . u En Fex
R = ,2 5 d= ,2 5 Ent - ,t(Z) 5 Fext — ,t(2) 5
r]h\/[nodes Ii’.l/Nnodes Ent(Nnodes) FeXt(Nnodes)
Mll M12 Manodes
M — M21 M22 M2J\.fn0des
MNnodesl MNnodes2 cee MNnodeanodes

(5.65)
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Discretized weak form linearisation

The linearisation of the semi-discrete problem is given by
L [6W"| Au = 6W" + D [W"] Au. (5.66)
Recall that the directional derivative of the internal virtual work given in equation (|5.32))
(see section is
D [0Wint] Au = /Qo T : graddv’ gradAu + 6D : cgrad Au d() . (5.67)

To determine a useful expression for the discretization of the directional derivative, the
following notation is temporarily adopted:
Oe
ox; -

Then, the finite element approximations of the gradient of the virtual velocity and the

°;. (5.68)

increment in the solution can be expressed, respectively, as

Niodes

graddv = dv; je; ® e; ~ kzl 5va7’;ez~ ®Re;,
N (5.69)
gradAu = Au;je; @ ej = Aquf;-ei Re;.
k=1

Here the superscript is used to denote the node number and subscript is used to denote

vector and tensor components. Using this notation, the first term in the integrand of the

directional derivative (5.67) can be developed as follows:

7 : graddvT gradAu = Tij0Uk i AUy, ;

Nnodes Nnodes

~ Z Z (SUITN’TTZ‘]‘N’?AUZ

— = (5.70)
Nnodes Nnodes
= > > 6vl [gradN,, - TgradN,| IAu,, .
m=1 n=1
Due to the minor symmetries of the constitutive tensor, that is,
Cijkt = Cjirt = Cyjik (5.71)

one can construct a suitable Voigt notation representation as

Ci111 Ci122 Cri133 Ci112 Ci113 Ciios
Co211  Co222 Co233 Co212 Co213 Cogos
C3311 Cs322 Cs3333 Cs312 C3313 Cs323
¢t = . (5.72)

Ci1211 Ci222 Ci233 Ci212 Ci213  Ci203

Ci311 Ci322 Ci333 Cizi2 Ci313 Cises

[Co311 Co2322 Co3szz Coziz Cosis Cosas|
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Then, the finite element approximation of the second term in the integrand of the directional
derivative (5.67)) is given by

Nnodes Nnodes
6D :cgrad Au~ > Y v/ B]tB;Au;. (5.73)

=1 j=1

Substitution of equations (5.70) and (5.73)) into the directional derivative (5.67)) yields the
finite element approximation of the directional derivative; that is,

Nnodes Nnodes
D[oWh] Au= 3" 607 { I gradN; - Tgrad N, I+ BICB; d| Auy,  (5.74)
i=1

j=1

where Kj; is the tangent stiffness matrix of the node pair 7j.

5.2 Methods for solving quasistatic nonlinear problems

For many problems in solid mechanics, the loading rate is slow enough that the inertial forces
are negligible. These problems are referred to as quasistatic. For quasistatic problems, the

global residual reduces to

Rq - Ent - Fext == 0 . (575)

However, this does not imply that the problem is time-independent as the one or more of the
involved constitutive laws may be rate- or path-dependent. Moreover, it is often beneficial
to apply loads incrementally, as this improves the likelihood of convergence. Hence, even for

quasistatic problems, it is useful to consider a partition of the time domain, that is,
O=to<t; <..<tl,<tp1=t, (5.76)
and define the time increment as
Atpir = toyr —tn . (5.77)

Then, provided that the constitutive models have been converted to a suitable incremental
form, equation (5.75)) reduces from a potentially time-dependent problem, to a series of

stationary problems; that is
Ry = Fy (d", d") = Fug (ths1) = 0, (5.78)

where d™*! is the solution at the current time step and d" is the known solution at the
previous time step. Then, one can find the solution to each stationary problem using the

Newton-Raphson method.
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5.2.1 Newton-Raphson method

The Newton-Raphson method determines the root of the residual at time step n + 1 by

iteratively finding the root of the linearisation of virtual work; that is,
L [6W"| Adyy = [50]" [Ry™ + K" Ad™ | =0, (5.79)

where [v] denotes a global assembly of the virtual velocity at the nodes and K"*! is a
global assembly of the stiffness between every node pair determined from equation (5.74)).

Noting again that dv is arbitrary, setting the linearisation to zero implies that
R+ K" Ad™ =0, (5.80)
and so the required change in the solution is given by
Ad™ = [K™] Ry (5.81)

Then, the solution for d"*! that satisfies equation (5.75)) can be found by iteratively finding
the root of the linearisation; that is,
-1
dyl =& - KRy (5.82)

where df7' and d!*! denote the solution after and before the current Newton-Raphson

iteration, respectively, K;"*' denotes the current tangent stiffness matrix and Rg;g)l denotes
the current residual. After the change in the solution becomes sufficiently small, one may
exit the Newton-Raphson procedure and proceed to the next time step. This is the approach

taken by the ABAQUS/Standard solver when a quasistatic load step is prescribed [72].

5.3 Methods for solving nonlinear time-dependent sys-

tems of equations

For problems where inertial forces are present, one must adopt a time integration scheme.
Generally speaking, these break into two categories: explicit time integration and implicit
time integration. Explicit time integration schemes assert that the initial value ODEs (in our
case given by equation ) holds at the start of the time step, whereas implicit schemes
assert that the ODEs hold at the end of the time step. Additionally, explicit schemes are
typically only conditionally stable, that is the solution remains finite as long as the time step

size is below some tolerance, whereas implicit schemes are typically unconditionally stable.



86 5. Numerical methods

5.3.1 Central difference method — explicit time integration

The central difference method approximates the acceleration at time step n as

. dn+1 —2d" + dn—l
dr — e . (5.83)

One can then construct an explicit time integration scheme by asserting that the residual is

zero at time step n; that is
Md" + Fy (d",d" ") = Fu (t,) = 0. (5.84)

Substitution of the central difference approximation, equation (5.83)), into the dynamic equi-
librium equation ([5.84]) and rearranging yields

dn+1 —od" — dn—l + At2M—1 [Fext - Ent] . (585)

Hence, the solution at the next time step can be approximated without the need for lineari-
sation. Additionally, this central difference time integration scheme is often implemented
with mass lumping, whereby the mass matrix is approximated by a diagonal matrix. Then,
the inverse of the mass matrix is determined trivially and so little computational effort is
required per time step. This is the approach taken by the ABAQUS/Explicit solver [72].
The stable time increment is limited by the maximum eigenvalue in the system w4z

according to

2
At < (5.86)
wma:p
This can be conservatively estimated by
. Le
At < min —, (5.87)
e cq

where L. is the characteristic element length of element e and ¢y is the current effective
dilatation wave speed of the material. Hence, the permissible time increment is typically

small, which makes this method most suitable for problems with a small time domain.

5.3.2 Newmark method — implicit time integration

According to the Newmark method, the solution and velocity at the next time step is ap-

proximated, respectively, by

, (5.88)

d"tt =d" + At [[1 -] d" +7d"] | (5.89)
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Here [ and ~ are user chosen parameters given by

1 1 1
5:1[1—04]2, v=g5-a —§<a<0. (5.90)

One can then construct an implicit time integration scheme by asserting that the residual is

zero at the next time step; that is,
Md" + Fy — Foy = 0. (5.91)

By rearranging equation (5.91]) and substitution into equation (5.88)) one can construct the

residual equation

R =M [d”“ —d" — AP B - B] d'”] + BAE [FI — Fu'] = 0. (5.92)

int ext

The directional derivative of the residual in the direction of a change in the solution at the

time step n + 1 is given by
D[Ry Ad™! = [M + BAPK"| Ad™! (5.93)

Hence, the solution at time step n 4+ 1 that satisfies equation (5.92]) can be determined by

iteratively evaluating the equation
—1
difl = dit — [M + BACK T R (5.94)

As with quasistatic problems, after the change in the solution becomes sufficiently small
one may exit the Newton-Raphson procedure and proceed to the next time step. This is
the approach taken by the ABAQUS/Standard solver when an implicit dynamic load step is
prescribed [72].

Each Newmark method time step is more computationally expensive than a central differ-
ence method time step, since it requires the inversion of a (non-diagonal) matrix. However,
the time increment size is not limited by stability, it is unconditionally stable in contrast to
the central difference method. Hence, the Newmark method is well suited for problems with

a large time domain.



Chapter 6
Multiscale modelling

It may be the case that a structure contains heterogeneities at a length scale that is signif-
icantly smaller than that of the entire structure. However, the heterogeneities significantly
affect the mechanical behaviour of the structure as a whole. A naive approach to modelling
the behaviour of the structure using the FEM would be to create a mesh fine enough to cap-
ture the heterogeneities. However, this will typically lead to an unmanageably large number
of degrees of freedom and intractable computational requirements. This difficulty can be
avoided using multiscale modelling, of which homogenization is a key component.

Homogenization is a procedure by which the mechanical behaviour of a heterogeneous
material is described by an averaged response of a representative volume element (RVE)
of the material. When conducting multiscale modelling, the homogenized response of the
RVE is used to define the constitutive relation at the macroscale. Then, a suitably (but not
excessively) fine mesh of the structure at the macroscale can be used with the constitutive
relation provided by the RVE to model the behaviour of the structure as a whole.

This is pertinent in the computational experiments on the mechanical behaviour of turtle
shells presented in Chapter [9] In particular, the goal is to determine the effect of a network
of sutures on the mechanical behaviour of the shell as a whole. An additional goal is to
elucidate the structure-property relationship by simulating the mechanical behaviour for
various suture geometries. However, the geometric features of the sutures are far smaller
than the length scale of the entire shell, and so a multiscale modelling approach is used to

avoid the requirement of an excessively fine mesh.

88
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6.1 Theory

At the core of homogenization theory is the Hill-Mandel principle. It asserts that the stress
power at a macroscopic point must be equal to the volume average of the stress power of the
associated RVE [73] |74]; that is,

Py Fy = <Pm : Fm> (6.1)

Q m

Here, the notation e,; denotes a macroscale quantity, e,, denotes a microscale quantity, and

(®) denotes the average of e over the reference domain [J; that is,

1
o) = — [ edl], 6.2
o=1 [ (62)
where Vg is the reference configuration volume of the domain [J. Furthermore, the macro-
scopic deformation gradient and the volume average of the microscopic deformation gradient

are equated; that is,
Fy = (Fy)q, - (6.3)

It then follows that the microscopic deformation gradient is the sum of the macroscopic
deformation gradient, which is constant over the RVE, and a microscopic fluctuation Fl,;
that is,

F,=Fy+F,. (6.4)

Of course, to satisfy equation (6.3 the volume average of the microscopic fluctuation must

be zero; that is,

(Fu), =0. (6.5)
Substitution of equation ([6.4)) into the Hill-Mandel principle (6.1]) yields
Py Fy = (P : Fu+ <Pm : ﬁm> . VE, F,. (6.6)
Q7YL

By considering the case where F,,, = 0 the stress averaging relation between the microscale

and macroscale is obtained; that is,

Py =(P,), , VE)y . (6.7)

m

Hence, asserting the Hill-Mandel principle and the equality of the macroscale deforma-
tion gradient to the volume average of the microscale deformation gradient, results is the
macroscale first Piola-Kirchhoff stress being equal to the volume average of its microscale
counterpart. Then, by substitution of equations and into equation one

obtains

Py :Fy = (P, : <Fm>ﬂm = (P, Fm>9m : (6.8)
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which is commonly referred to as the Hill-Mandel condition. This condition is satisfied
by choosing appropriate boundary conditions. Three commonly used suitable boundary

conditions are:

e Linear displacement; that is,
’lL|1"m = [FM—I]X, (69)
where I'), is the boundary of the RVE;

o Uniform traction; that is,
tolr,, = Pymo; (6.10)

o Periodic boundary conditions; that is,
uwt—u = [Fy - I | XT - X (6.11)
Here, o and e~ denote corresponding values on opposite sides of the RVE.

When equipped with suitable boundary conditions, an RVE provides a constitutive relation
at the macroscale; that is, it relates the macroscale deformation gradient to the macroscale
stress. Periodic boundary conditions are considered to be preferable for periodic structures
[75], and so, due to the periodicity of suture geometry, periodic boundary conditions are
used in this work.

On a separate point, it has been shown that only the fluctuations of microscale inertia
and body forces affect the resulting homogenized stress [76]. Hence, if the loading rate is
orders of magnitude lower than the acoustic velocity of the materials involved, one may use
the special case of equilibrium as the governing equation at the microscale in place of the
linear balance of momentum.

The strong form of the two-scale boundary value problem is then as follows: find the

displacement field wys(xy,t) that satisfies
pty = divey + g for @y € Qur, t €10, tenal (6.12)
the boundary conditions

Uy = Uy on I'P, (6.13)
tM = 'EM on FN y (614)
Mur? =r, Mnr? =g, (6.15)
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and initial conditions

u = U at t =0, (6.16)
w = att =0, (6.17)
where o,/ is given by
oy = det(Fy) ' (Pn)q, Fiy (6.18)
FM :I+GraduM. (619)

The microscale stress field P,, is obtained by finding the microscale displacement field

W, (T, t) that satisfies
0 = dive,, , for @, € Oy, t € [0, tend] (6.20)

and the microscale boundary conditions

wh —u, = [Fy — I [ X} - X, | (6.21)
where
o, = det(F,) P, Fr. (6.22)

6.2 Computational homogenization

For geometrically simple RVEs, it may be possible to obtain an analytical solution for the
microscale BVP. However, this is typically not the case. Hence, one resorts to a computa-
tional approach. This section presents how ABAQUS can be used to create a constitutive

relation at the macroscale for a given RVE.

6.2.1 Using Abaqus to homogenize a nonlinear RVE for finite de-

formations

Homogenizing an RVE using ABAQUS requires several components of code. A high-level code
architecture diagram for this procedure is presented in Figure[6.1. A brief description of the
architecture is provided here, and more detailed explanations are provided in the following
subsections. The procedure is orchestrated by the Python script execute_rve.py. The
execute_rve.py script must be provided with the macroscale deformation gradient Fj; and

a template for the RVE input file rve_tmp. inp. The input file template contains a description



92 6. Multiscale modelling

P execute_rve.py
Generate input file

!

Initiate ABAQUS
imulation

rve_tmp.inp rve.inp restart files ¢

v

Clean up old files e

user_subroutines.f
UVARM()

A

Figure 6.1: Code architecture diagram for homogenization of an RVE using ABAQUS.

of the mesh and constitutive models for the materials in the RVE. Then, in execute_rve.py,
an input file rve. inp is written by adding the periodic boundary conditions defined using F),
to the input file template. An ABAQUS simulation is then initiated which solves the finite
element problem described by the input file. The simulation may optionally be provided
with restart files from a previous RVE simulation. The reason for this is explained in more
detail later in this section. The simulation is also provided with a UVARM user subroutine.
This subroutine allows for user-defined output variables at integration points. Hence, it is
used to record volume weighted stress values at the integration points. Once the simulation
completes, a database rve_job.odb of the simulation results along with several restart files
is produced. The execute_rve.py script then removes the old input and restart files and
runs another Python script postprocess_rve.py. However, this script must be run in the
ABAQUS kernel since it requires access to the ABAQUS API to read and operate on the
output database rve_job.odb. The postprocess_rve.py script sums the volume weighted
stress values at each integration point (created by the UVARM subroutine) to complete the
Gaussian quadrature of the stress over the volume of the RVE. It divides the resulting value
by the volume of the RVE to create the volume averaged stress, which is then written to a
file. Of course, throughout the entire procedure, one must take care to ensure the correct
reference or current configuration quantities are used in the correct places. Hence, a number

of push-forward and pull-back operations are applied throughout the procedure.
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Input file template: applying periodic boundary conditions

The input file template is constructed by creating a model of the RVE in the ABAQus/CAE
graphical user interface (GUI). Here, one creates the geometry of the RVE, defines the
material models for each region of the model and generates an appropriate finite element
mesh. Carrying out these tasks is a standard requirement for every ABAQUS model, and
so the details are not provided here. However, one also requires a means to apply periodic
boundary conditions to the RVE, which is not a standard feature in ABAQUS. Hence, a
significant amount of input is required from the user to enforce periodic boundary conditions.

The procedure to do so is as follows:

o One creates a ‘control node’ for each o™ and e~ boundary facet pair, as illustrated in

Figure The position of each control node is not important.

e One then creates sets of boundary node pairs. Given that the dimensions of the RVE
are L, x L, x L, the appropriate pair node for a node with position & on the boundary
with outward facing normal n has a position of  — L;n, where ¢ is a place-holder for x,
y or z depending on which boundary facet the node is on. An example of a node pair
is labelled in|6.2| for the nodes x7 and x7. Here, if node z7 has the position [z; 31 2],
then node z has the position [z + L, y; 21]. This, of course, requires that the mesh

is symmetric on the boundary.

e Multipoint constraints between the node pairs and the relevant control node are then

defined with the constraint equation

’l,l,:_ - uz_ = Ucontrol (623)

where u;” and u; are the displacements of some node pair i on the positive and negative

boundaries, respectively, and w.onior 1S the displacement of the relevant control node.
o Periodic boundary conditions can then be prescribed by setting
Ueontrol = [Far — I [ X+ = X7 (6.24)
for each control node.

« Finally, to avoid rigid-body displacements and rotations, a direct and torsional spring

is applied for each direction to one node in the mesh.

Since the mesh contains many nodes, the above procedure is automated through a macro

written in Python.
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Y control node

2~ boundary = \ 2 boundary

xt boundary

z control node

Z o _ n 2 control node
Y boundary )" Node pair

Figure 6.2: Ilustration of an RVE with the relevant control nodes used to prescribe periodic boundary

conditions.

Once the model has been generated, with the necessary control nodes and multipoint
constraints, an input file, rve_tmp.inp, is generated using the ABAQUs/CAE GUI. This
input file is used as the input file template, that is, the loading steps are added to the input
file later by string manipulation in Python instead of by manually adding steps and boundary
conditions in the ABAQUs/CAE GUL

Averaging quantities: UVARM subroutine and post-processing

Determining the volume averaged stress requires integration of the stress over the domain.

This is done numerically using Gaussian quadrature; that is,

1
P, =— / P,
< )Qm ng Q.

1 X
=5 P,dQ,
VQm ;::1 /Qm(e) (625)
1 Ne Tp
= Vo 2 2 P (X (&) det (oo (€)W

ivolo
Here N, is the number of elements in the RVE mesh, €, is the domain of the eh element
in the reference configuration and X, and Jy(.) denotes the map from the reference element
to the reference domain and the reference configuration Jacobian matrix, respectively, for
element e. Additionally, the term det (JO(e) (Ep)> W, is commonly referred to as the inte-

gration point volume and so the shorthand voly is assigned. The subscript 0 implies that
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it is the reference configuration volume of the integration point. In ABAQUS, user-defined
outputs at integration points can be defined using the UVARM subroutine. However, ABAQUS
uses current configuration quantities, such as the Cauchy stress and the current configuration

integration point volume; that is,
ivol = det (Jo) (&) W, (6.26)

where J(.) denotes the current configuration Jacobian matrix. Hence, pull-back operations
are required to obtain the correct quantities. The first Piola-Kirchhoff stress can be obtained
from the Cauchy stress using

P=JoF 7. (6.27)

To pull back the integration point volume, recall from equation (5.49)) that the deformation

gradient can be obtained from the reference and current configuration Jacobian matrices

using
F=JJ;". (6.28)
Taking the determinant of both sides of equation (|6.28)) gives
det (J)
J=—. 6.29
det (Jo) ( )

Hence, the reference configuration integration point volume can be determined from its

current configuration counterpart using
ivoly = ol /J . (6.30)

Using equations (6.27)) and (6.30|) an appropriate UVARM subroutine can be written.
The Gauss quadrature is then completed by summing the values for P, 1volj (see equation
(6.25])) stored in the output database at each integration point. This is done using the Python

script postprocess_rve.py.

Restarts

Each integration point in the macroscopic geometry follows a loading path through time. In
practice, the time domain is discretized and so the loading path consists of a finite number

of deformation gradients and corresponding stresses; that is, respectively,

{Fuqy Fueys o Fugys o0 Fum b {omay: oM@y, o Org)s - Ouw ). (6.31)

Since the constitutive model is provided by an RVE, the RVE ought to follow this same
loading path. For RVEs that contain path- or rate-dependent materials this is clearly essen-

tial. For hyperelastic RVEs that are not path- or rate-dependant this is not essential, but
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it is preferable as the load increment required to go from the solution at step ¢ to ¢ + 1 is
typically less than the increment required to go from the stress-free reference state to the
solution at ¢ + 1. Hence, convergence to the solution at 7 4 1 is typically obtained sooner if
the load increment is applied to the solution at step ¢ instead of the stress-free state.

To achieve this, it is required that the RVE simulations at each step are restarted from
the converged solution at the previous macroscale step. This can be done in ABAQUS by
using ‘restarts’. Restarts allow one to add loading steps to an ABAQUS simulation after it
has concluded. Then, the simulation can be restarted from where it last concluded, and each
new loading step will be processed. Hence, during the iterative Newton-Raphson procedure
at the macroscale each new trial stress value is calculated by adding a load step to the RVE
at the previous converged step. Then, once the macroscale Newton-Raphson procedure has
converged, the restart files for the previous step are deleted and the restart files for the

current step are used to initialize the solution at the subsequent step.

Verification of periodic boundary conditions and stress homogenization

To verify that the periodic boundary conditions and stress averaging are implemented cor-
rectly, the homogenization procedure is applied to a homogeneous test RVE. The test RVE,
show in Figure [6.3] is a unit cube that is meshed using 10 x 10 x 10 quadratic hexahedral
elements (C3D20R).

Figure 6.3: Test RVE used to verify the implementation of periodic boundary conditions and stress homog-

enization. The control nodes are included in the image.

The homogenous RVE is assigned a Neo-Hookean constitutive law of the form
2C 1= 1- 2
=—|B-—-LI|+—=[J—-1]I 6.32
ONH = 3 { 311 } D [ |1, (6.32)
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where C' and D are material parameters with the values
Cc=1, D=0.1. (6.33)

Since the RVE is homogenous, the homogenized stress should be equal to that of the pre-

scribed constitutive law, so that
O)N — det (FM>_1 <Pm>Qm FJ\E = ONH - (634)

Additionally, the periodic boundary conditions should ensure that the applied macroscale

deformation gradient is equal to the homogenized microscale deformation gradient; that is,
Fy = (Fy)q, - (6.35)

Here, <Fm>Qm can be determined using a simple extension of the UVARM subroutine. Hence,
one can verify that the periodic boundary conditions have been implemented correctly by
applying a range of macroscale deformation gradients to the RVE and verifying that the dif-
ference between the macroscale deformation gradient and the volume averaged deformation

gradient is small; that is, determining if the value of

HFM - <Fm>Q
|| El|

m

(6.36)

is sufficiently small. The implementation of the stress homogenization can be verified simi-

larly by verifying that the value of

HO’NH — det(FM)_l <Pm>Qm F]\EH

(6.37)

o Nl

is sufficiently small. A range of deformation gradients used to test on the RVE are created

using the equation
0.2 01 0.25

Fy=I+a|03 —03 —0.1], (6.38)
—02 02 -0.15

where a € [0, 1] and the matrix which is scaled by « has been chosen arbitrarily. Then,
30 linearly spaced values of « are used to create 30 deformation gradients to apply to the
RVE. The resulting relative difference in the homogenized deformation gradient and stress
are displayed in Figures (a) and (b), respectively. The relative difference is less than
2x 10~ for both the deformation gradient and stress, that is, less than 0.02 %. The presence
of this small difference is attributed to round-off error in the Gaussian quadrature procedure

and is deemed to be sufficiently small.
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Figure 6.4: Plots of relative difference for (a) the homogenized and macroscale deformation gradient and (b)

the homogenized and macroscale stress.

6.2.2 Computational multiscale modelling
Concurrent multiscale modelling

During concurrent multiscale modelling, each macroscale integration point is assigned an
RVE. Then a simulation at the RVE level is carried out each time the constitutive law is
required at the macroscale. This results in several RVE FE simulations running concurrently
with the macroscale FE simulation, hence, the term ‘concurrent multiscale modelling’ This
is also commonly referred to as FE? |77, 78, [79].

To apply this in ABAQUS one would write a UMAT which initiates the code architecture
displayed in Figure [6.1] with the appropriate deformation gradient. Then, once the RVE
simulation completes, it would read in the stress. However, the Jaumann constitutive tensor
(see equation ({3.91))) is also required. This can be obtained by using a differencing procedure
similar to that presented in [80] which would require six more RVE simulations. Hence, seven
nonlinear RVE FE simulations are required for each integration point in the macroscale
geometry for each Newton-Raphson iteration. This makes concurrent homogenization both
extremely memory and computationally expensive.

Several approaches have been used in the literature to resolve this issue. These include
the use of large-scale parallelization, reduced order modelling, and the use of surrogate
models. The large-scale parallelization approach presents two difficulties: one requires access
to an extremely powerful High Performance Computing (HPC) facility, and one requires an
excessive number of ‘analysis tokens’ Both of these requirements are extremely financially

costly.
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Reduced order modelling

Reduced order multiscale modelling was introduced in [81]. During reduced order modelling
one assumes that the solution vector d € R” can be sufficiently well approximated by a

solution generated from a reduced dimension; that is,
d"(t) = ¢o + ®L(t) . (6.39)

Here, ¢y is a constant vector, ¢ € R (P << D) are the degrees of freedom in the reduced

dimension and ® € RP*? is a matrix of basis vectors ¢;; that is

o=[p1 ¢ .. ¢p| (6.40)
Given S ‘snapshots’ of the solution d;, the basis vectors can be found by minimizing
5
> ||di - d"(t:) (6.41)
i=1
subject to the constraint
bi - Pj = 0. (6.42)
This implies that the constant vector ¢q is the mean of the solution snapshots
- 15
po=d=—=> d, (6.43)
S
and the basis vectors are given by solving the eigenvalue problem
Qo= \iop; (6.44)
where @ is the covariance matrix defined by
Q=UU", (6.45)
where
U=|d-d d—d .. ds—d|. (6.46)

Once the basis vectors are determined, one can relate an increment in the reduced dimension

solution to an increment in the solution using
Ad = ®AC. (6.47)

When solving the nonlinear FE problem (see Chapter , one repetitively finds the solution

to the linear system of equations
KAd=-R. (6.48)
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This requires the inversion K € RP*P which is computationally expensive for large D. The
reduced order model circumvents this by substituting equation (6.47)) into equation (/6.48))
and left multiplying by @7 to obtain

P'TKPAC=-P'R. (6.49)
KR
Hence, A¢ can be found by inverting K¥ € RP*F which is computationally cheap since
P << D. The corresponding increment in the solution can then be found using equation
(16.47)).

In [81] this reduced model multiscale method was applied to the RVE level simulations.
The method is attractive because many simulations are run on the RVE during concurrent
multiscale modelling. This generates many solution snapshots that can be used to determine
the reduced basis vectors. This approach has been further developed in subsequent works
(82, 183, [84], |85]

The difficulty in applying this approach when using ABAQUS is that it requires fine control
over the FE solution procedure which is difficult to attain in ABAQUS, if at all possible.

Non-concurrent multiscale modelling: surrogate models

Non-concurrent multiscale modelling consists of two steps: first, one applies several loads
to the RVE and stores the resulting macroscopic stress-strain data in a database; second,
one constructs a surrogate model for the RVE, that is simply a constitutive model at the
macroscale, which is informed by the data. Then, when FE simulations are run at the
macroscale the surrogate model is used instead of the RVE and so macroscale simulation
times are similar to those where a standard constitutive model is used to relate the stress
and the strain. The accuracy with which the surrogate model replicates the behaviour of the
RVE is dependent on its mathematical form and the distribution of data available to inform
the model. The construction of judicious surrogate models and approaches to obtaining
optimal sampling of data-points is still an open problem at the time this is being written.
The first documentation of the concept of non-concurrent homogenization is in [86] and
was repeated soon after in [87]. However, both of these contributions lack crucial math-
ematical details of how the surrogate model was constructed. Later, Temizer and Zohdi
developed a non-concurrent homogenization approach for isotropic non-linear elastic RVEs
in [88]. Here, they noted that the most general expression for the second Piola-Kirchhoff

stress of an isotropic material is given by

S = CY()I + OzlE + OV/QE2 s (650)



6.2. Computational homogenization 101

where a; ¢ = 1,2,3 are functions of the principal stretches. They then used FE shape

functions to approximate «;; that is,

a; = ZO[,L'INI()\l,)\Q,)\:’)). (651)
1

Here, o is the value of a; at node I and N7 is the shape function for node I. Note that the
domain of this FE mesh describes a domain of principal stretches and not the usual domain
in physical space. Then the value for each node ! is determined by applying the principal
stretches, which are the ‘position’ of that node, to the RVE. This approach was extended
in [89] to include orthotropic materials. The approach was then developed further in |90,
91] by storing the averaged strain energy values instead of stress values to reduce the size of
the database. This creates the necessity of using piecewise C? continuous shape functions
so that the elasticity tensor, that is the second derivative of the strain energy, is non-zero.
The difficulty with these approaches is that they suffer from the ‘curse of dimensionality’.
For isotropic three-dimensional problems, those investigated in 88|, there are only three in-
dependent variables, the principal stretches. Hence, to create a grid-like database consisting

3 microscale simulations. However,

of n variations in each independent variable requires n
for a general three-dimensional anisotropic material there are 6 independent variables: these
could be the 3 principal stretches and the angles their corresponding principal directions
make with the chosen basis [89], or the 6 unique entries in the right Cauchy-Green matrix
[90]. Hence, to create a grid-like database consisting of n variations in each independent

6 microscale simulations. Even for a modest number of increments in

variable requires n
each variable (say, 10) an excessive number of non-linear microscale simulations are required
(109). Note that although the mathematics for a general three-dimensional approach was
presented in [89, 90, 91] the computational examples provided in these contributions were
conducted on two-dimensional problems, for which the number of simulations required to fill
out the database is only n?.

More recently, machine learning approaches have been used to create the surrogate model.
In particular, neural networks [92, |93} 94, 95, 96| 97, 98, |99] and regression [100] have been
used to construct surrogate models. A key advantage of these machine learning approaches
is that there is no constraint on the deformations for which the RVE response is sampled;
they do not need to define the nodes of a FE mesh, as the methods in the above paragraph
do. This allows one to develop strategies to sample the RVE behaviour for an optimal set
of deformations. However, a key disadvantage is that they still require a large amount of
data, and they are prone to numerical instability |101]. This issue was addressed in very
recent work |101]. There, the authors used a standard constitutive model with Gaussian

process regression, which applies a correction to the constitutive model so that the resulting
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surrogate model fits the data well.

In this work, the machine learning approaches to non-concurrent homogenization are
extended by using general polyconvex constitutive models which are fitted to the behaviour
of the RVE in a regression sense. The constraint of polyconvexity limits the flexibility of
the surrogate model. However, it ensures numerical stability of the macroscale simulation
in contrast to other machine learning approaches. The approach is then extended to include

visco-hyperelasticity of the RVE.

6.2.3 Non-concurrent multiscale modelling using general polycon-

vex strain energy functions
The surrogate model

In this approach, one assumes that the long time-scale hyperelastic behaviour of the RVE
can be sufficiently described by the transversely isotropic polyconvex strain energy functions
presented by Schroder and Neff [67] which are displayed in equation (4.92) and repeated here

for convenience,

7 n
W=D 4, U= ki,

Jj=1 i=1
e =2 kel vs = Kol + DKy {13 + I~ 2] )

o . =t (6.52)
Ve=Y kapll, s =Y keills — L+ D]

i=1 i=1
Y6 = Z "4’(6)1'[(? ) Py = Z K(7)i [I; — Igl; + [2}1' .

i=1 i=1
Here, k@yj, ko = 0,0 =1,..,7, j = 1,...,n are material parameters, I; ¢« = 1,...,7 are
the invariants of the right Cauchy-Green tensor and n defines the polynomial order of the
strain energy functions. For the model to be stress-free in the undeformed configuration, the

constraints are enforced:

n

K@ =D i {3i_1 [/i(m + 2/*6(2)1} + [/‘v(f))i + ff(?)i” ;
i—1

K = Kn + 200 Ky — K] (6.53)
1=2

Ko = K + )i [’W?)z‘ - K(G)z} :
1=2

For more details on the model, see Section |4.1.4] Note that n can be increased to increase
the flexibility of the model. The long time-scale second Piola-Kirchhoff stress is then given
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by
ov>
SC=2——. 6.54
5C (6.54)
One also assumes that the overall second Piola-Kirchhoff stress response of the RVE can be
sufficiently represented by a superposition of the viscous S* and long time-scale stress S°°.

Hence, the surrogate model is given by
Sg=8°+85", (6.55)

where the viscous stress is given by

Ta

v ot l—s oo
S —az:l/o [)’aexp(— )S ds

(6.56)

§®=8%__[§*:C|C".

1
3
Here, 3, and 7, are material parameters. Hence, the surrogate model is completely described
by equations (6.52)—(6.56)). The Cauchy stress for the surrogate model can then be obtained

by the usual push-forward operation; that is,
os=J 'FSgF" (6.57)

This constitutive model is implemented in a discretized sense; that is, discretized in time cf.
Section [£.3.2] Of course, the actual macroscale Cauchy stress defined by the RVE is given
by

oy =J"(Py)g F", (6.58)

and the goal is for og to closely replicate ;. One assumes that og can closely replicate o,
by obtaining appropriate values for the material parameters k, 3, and 7. Here, K denotes
the set of material parameters defining the material’s long time-scale behaviour, that is
K@y, K@, t=1,...,7, j=1,...,n, and B and 7 denote the set of material parameters that

define the viscous material behaviour, that is 5, and 7,, a = 1, ..., N,,.

Training the surrogate model using RVE data

To obtain the optimal values for the material parameters, one first constructs an objective
function representing the difference between the surrogate model and constitutive behaviour
provided by the RVE. This function requires data of the RVE behaviour as an input. Since
the RVEs used in this work contain viscoelastic materials, the RVEs’ behaviour is rate-

dependent. Hence, the data is obtained by applying n,,s loading paths at different rates
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to the RVE, which consist of n,s sequential macroscale deformation gradients. A suitable
objective function is then given by

Npths Npts

X = Z ZHO‘S(FX}, K, 3, ’T)—O'ﬁ\;[
i

‘ 2

: (6.59)

where F]’V][ and 0'5\2 are the applied macroscopic deformation gradient and macroscopic
Cauchy stress, respectively, for point j of loading path ¢. Of course, because the surro-
gate model is time dependent, og is also dependent on history variables from the previous
loading increment ;7 — 1. However, this has not been included explicitly in equation ((6.59))
for conciseness.

As for the choice of loading paths, inspiration is taken from typical physical tests that are
applied to novel materials to elucidate their constitutive behaviour. These include uniaxial,
shear and pressure loading [102] and so these three loading paths are used to elucidate the
RVE’s behaviour. Since the RVE may be anisotropic, uniaxial loading is applied in three
directions and shear loading is applied in the six shear directions, that is, the six permutations
obtained by choosing two of the three basis vectors e;, e; and es.

Recall that the analytical solutions for the stress responses under these loading paths are
presented in Section along with suitable objective functions to fit a constitutive model to
the relevant data. These are repeated here briefly for convenience. For uniaxial loading in

the first direction, the form of the stress response for the surrogate model and the RVE are
os = Diag [051 0 0} , oy = Diag [aMl 0 0} , (6.60)

respectively. Additionally, the deformation gradient is of the form
Fy =Diag [\ Ao A - (6.61)

The contribution to the objective function is then given by

Npts

Xoni = Z [051 (x\{, K, 3, 7') — Ufmr ) (6.62)

j
When obtaining the data by applying the load path to the RVE and when fitting the surrogate

model to the data one uses 09 = 03 = 0 to obtain the missing entries in the deformation

gradient by solving the minimization problem

A2 (A1) :
= arg min
)\3 (/\1> A2,A3

02 (/\1,/\27/\3)
03 (/\1,/\2,/\3)

‘ . (6.63)

In the case of running tests on the RVE o5 and o3 represent the second and third diagonal

entries of o)y and in the case of the determining the response of the surrogate model o5 and
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o3 represent the second and third diagonal entries of og. A similar procedure is applied for
uniaxial loading in the second and third directions.

For shear loading in the kl direction, the deformation gradient is given by
FM:I+’Y€k®€l, (664)

where 7 is a parameter that describes the magnitude of the loading. The contribution to the

objective function is then given by

Npts

Xrear = I sy (Fip, 5, B, 7) — ggm)r _ (6.65)

J
Here, o5y denotes entry k[ in the stress produced by the surrogate model and Ugv[( k) denotes

the kl entry in the macroscale Cauchy stress at the j* increment in the loading path.

For pressure loading the stress responses are of the form
os=psl, oy =pul, (6.66)
and the deformation gradient is of the form
Fy =Diag [\ A Ay - (6.67)

The contribution to the objective function is then given by

Npts

Xpressure = Z [pS ()\b K, /67 T) _p]M]2 . (668)

J

Here, 0y = 09 = 03 is used to obtain the stretches Ay and A3 by solving the minimization

A2 (C, )\1) . 02 — 01
= arg min
)\3 (C, )\1) A2,A3 03 — 01

It is convenient to fit the long time-scale behaviour of the surrogate model to the RVE

problem

‘ . (6.69)

independently to the viscous behaviour. To this end, the above loading paths are first applied
to the RVE with the viscous behaviour of the RVE’s materials ‘turned off’. Since the viscous
behaviour of the materials in the RVE is modelled using the generalised Maxwell model
described in this is done by setting 5, = 0 for each material. Once the data is obtained,

the long time-scale material parameters can be obtained by solving the minimization problem

mnin Xum + Xshear + Xpressure . (670)

This is done in python using the L-BFGS-B algorithm [103], |L04] provided by the function
scipy.optimize.minimize() in the Scipy library [105].
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To elucidate the viscoelastic behaviour of the RVE, each of the above described loading
paths are repeated at difference loading rates. The loading rates are informed by the relax-
ation times 7, of the materials in the RVE. In particular, a set of uniaxial, shear and pressure
loading paths are run for each relaxation time in the RVE. For example, if the RVE consists
of n,,qs materials each of which contains IV, relaxation times then n,qtes = Nmats X N S€tS
of uniaxial, shear and pressure loading paths are applied to the RVE at different loading
rates. The loading rate is set to be 1/7,. In the case of uniaxial and pressure loading, the
loading rate is applied to the principal stretch in the direction of concern, that is A; = 1 /Ta
if uniaxial loading is being applied in the first direction, and, in the case of shear loading, the
loading rate is applied to the loading parameter ~, that is ¥ = 1/7,. The viscous material

parameters are then obtained by solving the minimization problem

Nrates

%ﬂn Z Xzﬁnz + sihear + Xgressure : (671)

Here, X! denotes the contribution to the objective function for the i*" applied loading rate
on the e loading path. It was found that the differential evolution algorithm [106] given
by the function scipy.optimize.differential evolution() from the Scipy library [105]
works well for solving this minimization problem. In equation the long time-scale
material parameters k are kept constant as determined by solving the minimization problem

in equation (6.70)).



Chapter 7
Quasistatic suture scale simulations

This chapter presents several quasistatic simulations investigating the mechanical behaviour
of the suture region in a turtle shell. The model of the suture region is validated by comparing
the results from a simulation with those from a physical bending test on a portion of the
shell. The model is used to investigate aspects of the suture region’s mechanical behaviour
during a predator attack, which is modelled quasistatically here as a first approximation;
Chapter [§] presents similar simulations with more realistic dynamic loading. Finally, the
influence of suture geometry on the region’s mechanical behaviour is investigated by means
of a parametric study.

The chapter is arranged as follows. Section presents the various material models and
parameters that are used in the simulations which follow. In Section comparisons are
made between a physical three-point bending test and an equivalent simulation to validate
the model. Section presents simulations of a predator attack. Section investigates the
effect of the suture geometry on the suture region’s mechanical behaviour. Finally, Section

presents some concluding remarks on the results presented in the chapter.

7.1 Material models and parameters

This section presents the relevant material models used in the simulations, along with the
appropriate values for their parameters. There are three materials of interest, namely bone,

keratin, and soft collagenous tissue.

107
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7.1.1 Soft collagenous tissue
Material model

The soft collagenous tissue which is contained in both the suture and skin is modelled using
an incompressible Gasser-Ogden-Holzapfel (GOH) model, which has been detailed in Section

4.1.4L The strain energy function is given again here for convenience:
_ _ k, L,

Recall that F is an invariant defined by

_ _ i >0,
E:= (s =3+ =3 [Li—1])), (o) = (7.2)
0 <0,
and G, k1, ke > 0,k € [0, 1/3] are material parameters. Additionally, the isochoric stress,

displayed again here for convenience, is given by

o =2J"" [GB+kEexp (kE?) [sB+[1—3rla®al] . (7.3)

Determination of material parameters

There does not appear to exist test data in the literature for turtle shell sutures that would
allow for determination of the material parameters in the constitutive relation. This de-
ficiency is circumvented by scaling existing test data from rabbit skin [107] (presented in
7.1)(b)) — another soft collagenous tissue — such that the Young’s modulus is 0.2 GPa, the
Young’s modulus of sutures in a turtle shell determined from nano-indentation tests [30].

The data is scaled by determining a scale factor,

o Eturtle data 74
Rscale = B P ( . )
curve data

where Fiyrile data 18 the Young’s modulus reported in [30] and FEeyive data 18 the slope of the
stress-strain data from [107] as A — 1. Each stress value in the data from |107] is multiplied
by Kscale to Obtain the scaled data. This scaling approach is used throughout this thesis.
The test data in [107] are derived from two tensile tests: one in which the fibre direction
is parallel to the direction of loading, and the other for which it is perpendicular. Hence,
the stress response can be determined using the procedure outlined in Section [4.4.1] This

results in an analytical solution for the nominal stress in the first direction N (see Section
3.3.1) of

N RS =A%+ %1? exp (k2 B?) [k [\ = A2 +[1=35] M| B =0°, 5
2(G + ki E exp (k2 B2)] [ — A2 8 =90°,
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where 5 = 0° corresponds to parallel loading, 5 = 90° corresponds to perpendicular loading

and the stretch Ay is given by

Ay = argmin R(\y) = l [G + Kk E exp (kgEZH {)\3 — [)\1)\2]_2}

. (7.6)

2
+k E exp (k2E2> 1 — 3k] )\31 .

The optimal values for the material parameters are found by using a non-linear least

squares method to fit equation ([7.5)) to the scaled data. The resulting material parameters
are displayed in Table[7.1] Additionally, the resulting stress-stretch curves determined by the

Table 7.1: Soft collagenous tissue material parameters

G (MPa)  r ki (MPa)
5317 0.2547 2121  A7A7

analytical solution and an equivalent simulation in ABAQUS are displayed in Figure [7.1]along

with the scaled data. It is evident from Figure that the material model and parameters

1t 60F . 4
800 o Perpendicular data b sst T retchad rechon b
+  Perpendicular ABAQUS g ~ = -unioial response i ':
—-— Perpendicular analytical FE sor strefched direction "[
8 O  Parallel data L%JI] 45 }' ‘/:
600 X Parallel ABAQUS éj <o X""f?"’ of body [
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Figure 7.1: Plot of, (a) scaled and (b) original, soft collagenous tissue tensile test data. The data from [107]
is scaled using data from [30]. Additionally, the load curves for the fitted Gasser-Ogden-Holzapfel model

given by both the analytical solution (equation (7.5)) and the solution given by an equivalent simulation
in ABAQUS are displayed. The model gives a satisfactory fit to the experimental data, and the ABAQUS

implementation of the model behaves as expected.

give a satisfactory fit to the scaled data. Furthermore, since the solution given by ABAQUS

matches the analytical solution, it is evident that the implementation of the material model

in ABAQUS behaves as expected.
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Fibre direction

Collagenous fibres in sutures tend to align themselves so that they are loaded in tension ,
@ﬂ. The directions n; and ng of the maximum and minimum principal strains, respectively,
are determined prior to each simulation using the procedure outlined in Appendix [C.1.4]
The fibre direction is then defined using

ag(X) =ny(X)cosa+ ns(X)sina, (7.7)

where « is the angle between the fibre direction and the first eigenvector in the plane,
which contains both the first and third eigenvectors. Unless otherwise stated, assume that
a = 0° so that the fibres are aligned with the direction of the maximum principal strain.
Representative maximum principal strain and fibre direction vector fields for o = 0° are
shown in Figure It is clear that the directions of the fields match.

. Fibre Direction, Resultant

LE, Max. Principal

+5.90e-03
+5.40e-03

13.78e-04
-1.24e-04

Figure 7.2: Turtle shell suture: comparison of maximum principal strain direction of a setup simulation
shown in (a) with the fibre directions of the subsequent simulation with o = 0° shown in (b). It is apparent
that the directions of the vector fields match.
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7.1.2 Bone

Both the cortical and cancellous bone are modelled as linear isotropic elastic materials.

Hence, the stress for these materials is given by

Ev
il T T RO

75 (7.8)

Here, E is Young’s modulus and v is Poisson’s ratio. The cortical bone is assigned a Young’s
modulus of 12 GPa being the average of measurements found in numerous sites of cortical
bone in the turtle shell via nano-indentation tests [30]. Additionally, a Poisson’s ratio of 0.25
is used, also based on tests [32].

The effective Young’s modulus of the cancellous bone is determined by averaging the
results of compression tests found in the literature, yielding a value of 1 GPa [33,|35]. Again,

a Poisson’s ratio of 0.25 is used.

7.1.3 Keratin

The keratinous tissue is a transversely isotropic material, with its preferred direction trans-
verse to the surface of the shell [31]. Additionally, it is feasible to model this material as
linearly elastic for the range of strains considered here. The literature does not appear to
contain sufficient data for the determination of the five independent material parameters for
a linear transversely isotropic material. Instead, the literature only appears to contain three
material parameters for turtle shell keratin: the Young’s modulus in the longitudinal (pre-
ferred) direction E; = 1.3 GPa; the Young’s modulus in the transverse direction £; = 0.7 GPa
and Poison’s ratio v = 0.4 [30]. Hence, the Poisson’s ratio and shear modulus are assumed
to be equal in all directions as a simplification. The material model is then fully defined by
the three material parameters listed above.
For verification of material stability see Appendix [C.1.3]

7.2 Validation simulation: Bending test

The model is validated by comparing the results of a physical three-point bend test found
in the literature [36] with an equivalent simulation. In [36] the specimen was created by
cutting transversely across two ribs so that it contained a suture in the middle. It was
found that the tests resulted in fractures across the extent of the bony protrusions. Hence,
it is reasonable to assume that the largest stresses occurred in the protrusions and that

the maximum principal stresses pointed normal to the fracture surfaces. Additionally, |36]
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presents an ‘effective’ stress-strain curve determined from force-displacement values and
beam theory equations from . This curve is converted back to a force-displacement curve
here, as this representation is more useful for comparison with the following computational
results.

Based on these results, success of the validation simulation is assessed on the following

three metrics:
1. The largest stresses should occur in the protrusions;

2. The direction of the largest principal stresses in the protrusions should point in the

direction normal to the fracture surfaces in [36];

3. The force-displacement curve of the simulation should resemble the converted equiva-

lent stress-strain curve reported in [36].

7.2.1 Simulation setup

An equivalent geometry, displayed in Figure is created to mimic the test specimen in
[36]. The procedure for generating the model geometry is outlined in Appendix [C.1.1] The

Figure 7.3: Validation model. Edge A is fixed in the x- and y-directions, edge B is fixed in the y-direction,

vertex D is fixed in all directions and region C has a Dirichlet boundary condition of ug = —Imm. All other

regions are traction free.

dimensions for the geometry, which are given in Table are taken from micro-CT scans

in [36).
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Table 7.2: Values of geometric parameters for validation simulation geometry. See Figure for interpreta-

tion of symbols

[, (mm) ¢ (mm) d,(mm) w(mm) h(mm) t,(mm) ¢.(mm) ¢ (mm)
14.0 2.80 2.00 1.00 1.00 0.20 0.03 0.03

Since the specimen contains mostly cancellous bone, the bone is assigned a Young’s
modulus of 2GPa as a weighted average of the cancellous and cortical bone mechanical
parameters. The suture and keratin mechanical parameters are as stated in Sections|7.1.1{and

[7.1.3] respectively. The boundary conditions are prescribed to mimic the loading described
in , as displayed in Figure .

7.2.2 Numerical bending test: Results

The largest von Misses Stressﬂ occurs mid-way through the protrusions, mimicking the me-

chanical tests in (Figure [7.4).

S/ Mises ! 3
(a)

(MPa)
Figure 7.4: Von Mises stress contour plots from validation bend test. (a) Bony protrusions. The maximum

stress occurs midway through the protrusions, which is consistent with the behaviour seen in physical tests

\\ (b) Entire model. The softness of the collagenous tissue results in low stresses within the suture.

Additionally, the maximum principal stresses in the protrusions are parallel to the pro-
trusions’ axis, that is, normal to the fracture surfaces in [36], in the lower portion of the
model (Figure [7.5)).

Comparison with the force-displacement curve corresponding to the mechanical test gives
a reasonable match (Figure. However, the two curves deviate at a displacement of 0.1 mm
as the experimental data shows a plateau in force up to approximately 0.4 mm. This plateau
is characteristic of the plastic collapse of the trabecular bone (at 0.1 mm) and subsequent
densification (at 0.4 mm) [37].

I The von Mises stress is defined as , /005
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Figure 7.5: Vector plot of maximum principal stresses within the protrusions. The principal stresses in the

lower portion of the model are parallel to the protrusion axis, that is, normal to fracture planes in the .
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Figure 7.6: Experimental and computational force-displacement plots for the bending test. The results
give a reasonable match apart from the plateau at 0.1 mm and subsequent stiffening at 0.4mm of the
experimental data. This is due to the buckling and subsequent densification of the cancellous bone

which is not considered in the computational model.

7.2.3 Discussion

The model replicates many features of the three-point bending tests reported in . The
only incongruence is that the maximum principal stresses in the upper protrusions do not
point in the direction of the protrusion axis. The deviation of the force-displacement curves in

Figure is likely due to plastic collapse of the cancellous bone (at 0.1 mm) and subsequent
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densification (at 0.4 mm), which is typical in three-point bending of turtle shell specimens
, . In the following section, however, the modelled region does not contain cancellous

bone.

7.3 Simulation of a predator attack

The following section presents simulations replicating the mechanical behaviour of the suture
region of the shell during a predator attack. To determine how sutures affect the mechanical
behaviour of the shell, a model with a suture is compared to one without. Additionally, the

effect of the fibre direction within the suture is investigated.

7.3.1 Simulation setup

The geometry is generated using the procedure outlined in Appendix and the values
for the geometric parameters are again taken from micro-CT scans in [36]. However, the
overall length, width, and depth of the geometry are adjusted so that the model is focused
on the suture region. The geometry is presented in Figure [7.7 and the geometric parameters

are given in Table 7.3

Top face

Back face

Left face

Front face

Bottom face Right face

Figure 7.7: Model geometry used for the simulation of a predator attack. Region A is assigned a Dirichlet
boundary condition of ug = —1mm. The front, back, left and right faces are assigned spring boundary

conditions. All other regions are traction free.

Since the bone consists primarily of cortical bone, the mechanical parameters for cortical
bone are used. Note that no region of cancellous bone is modelled in this section. The

mechanical parameters for the soft tissue and keratinous tissue are as stated in Sections
[7.1.1] and [7.1.3] respectively.
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Table 7.3: Values of geometric parameters for predator attack simulation geometry. See Figure for

interpretation of symbols

[, (mm) ¢ (mm) d,(mm) w(mm) h(mm) t,(mm) ¢.(mm) ¢ (mm)
5.00 2.80 2.50 1.00 1.00 0.20 0.03 0.03

To determine the effect of the fibre direction, six simulations are run for fibre directions
a ranging from 0°—90° (see equation ([7.7)). Comparison between the suture-containing and

suture-excluding models is carried out for a = 0°.

Boundary conditions

The boundary conditions replicate the loading that would be experienced during a predator
attack in vivo. However, loading is modelled quasistatically as a simplification. A Dirichlet
boundary condition of uy = —1mm is applied in a circular region with radius of approxi-
mately 0.08 mm, illustrated as region A in Figure to represent the tooth or claw of a
predator. The position of the region is chosen to be above the suture, as it is expected to be
the position that is most likely to cause injury to the turtle. The remainder of the top face
and the entire bottom face are traction free.

The front, back, left and right faces in Figure|[7.7] have spring boundary conditions applied
to each node to account for the behaviour of the remainder of the shell, a proven method for
applying boundary conditions that are representative of in vivo conditions [109]. However,
the application of the spring boundary conditions is novel in this case, as the stiffness of
each spring decreases with an increase in mesh density. These are defined as functions of
the Young’s modulus of the external material, see for details. The Young’s modulus
of the external material is set to 1 GPa for the left and right faces to represent cancellous

bone, and 12 GPa for the front and back faces to represent cortical bone.

7.3.2 Results
Effect of the presence of sutures

Comparison of the suture-containing and suture-excluding models shows that sutures in-
crease the strain energy for a given displacement, as is evident from Figure [7.8|

Furthermore, the strain energy density distributions shows that sutures cause a larger
dispersion of strain energy throughout the bone portion of the geometry, as shown by Figure
[7.9] However, the strain energy within the suture remains low.

Moreover, the presence of a suture decreases the maximum principal strain in the bone,



7.3. Simulation of a predator attack

117

=A-  Total Energy - Soft Tissue Suture
—A= Total Energy - Pure Bone

=B Left Bone - Soft Tissue Suture
—— Left Bone - Pure Bone

-©- Right Bone - Soft Tissue Suture
—O— Right Bone - Pure Bone

=9~ Tissue Region - Soft Tissue Suture
—G— Tissue Region - Pure Bone

0.20

0.014

—_ o)
E -
}E” 5 0.012 /,D’ &

ey o>
b R4 &
2 e A
w 0.010 Pl 4 -
< LT
5 "¢ - y
& 0.10 0008 e —&

- e
0.006 42"

0.05

0.00

Figure 7.8: Strain energy in different regions of the model. The suture increases the amount of strain energy

in the shell for a given displacement. The increase in strain energy is experienced primarily in the left bone,

not in the suture region. In fact, the suture region contains less strain energy in the suture-containing model

than the suture-excluding model.
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Figure 7.9: Strain energy density contours for (a) the suture-excluding model and (b) the suture-containing

model at a midway cross-section. The suture-containing model exhibits a lager dispersion of strain energy

density in the left and right bones than the suture-excluding model. The dispersion of strain energy increases

the total strain energy whilst decreasing the maximum strain energy density from 89.8.J /m3 in the suture-
excluding model to 84.2.J/ m® in the suture-containing model.

which is evident from Figure[7.10] Finally, the presence of a suture creates a small difference

in the deformation of the top surface of the shell, shown by Figure [7.11]

Effect of fibre direction in sutures

The fibre direction has little effect on the strain energy, see Figure However, the fibres

undergo greater compression when aligned with the direction of minimum principal stretch,

than their extension when aligned with the direction of maximum principal stretch (Figure
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Figure 7.10: Maximum principal logarithmic strain contours for (a) the suture-excluding model and (b) the
suture-containing model at a midway cross-section. The suture ‘absorbs’ the strain of the bone - effectively
cushioning it. Furthermore, the presence of the suture slightly decreases the maximum magnitude of the

maximum principal strain from 76.2 x 1073 to 73.2 x 1073,
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Figure 7.11: Comparison between the deformation of the top of the suture contain and suture-excluding
model at a midway cross-section with a scale factor of 15. The suture-containing model deforms slightly

more than the suture-excluding model.
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Figure 7.12: Total strain energy for different fibre directions «, see equation ([7.7)). The fibre direction has
little effect on the strain energy. Interestingly, aligning the fibres in the direction of the maximum principal

strain decreases the strain energy.
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7.13).

Fibre Stretch Fibre Stretch

(a) (b)

Figure 7.13: Fibre stretch contour plots for fibres aligned in (a) the direction of maximum principal stretch
(a =0°) and (b) the direction of minimum principal stretch (o = 90°), see equation (7.7)).

7.3.3 Discussion
Effect of sutures

The presence of sutures increases the amount of strain energy within the shell for a given
displacement (Figure . Hence, a predator would have to exert more energy to achieve
an equivalent amount of displacement of a shell that contains a suture in comparison to
one that does not. By dispersing the strain energy throughout the protrusions, the suture
increases the total strain energy and decreases the maximum strain energy density by 5%
from 89.8.J/m? to 84.2J/m?, as shown in Figure [7.9) This is particularly significant in the
context of a brittle material, such as bone, which typically requires only a small amount of
strain energy to cause fracture . Furthermore, sutures have the effect of ‘absorbing’ the
maximum principal strain (Figure . This decreases both the strain distribution in the
bone and the maximum value of maximum principal strain. This is, again, pertinent in the
context of bone fracture, as the most accurate fracture criterion for bone is based on the
maximum principal strain which it experiences .

The presence of a suture slightly increases the degree to which the shell hinges about a
predator tooth when being attacked (Figure . Of course, it is preferable for the shell to
deform as little as possible to protect the turtle’s internal organs. However, the difference is

negligible as a scale factor of 15 was used for the deformation.
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Effect of fibre direction in sutures

The fibre direction has a negligible effect on the stored energy of the shell (Figure .
The difference in total strain energy between the o = 0° and a = 90° simulations was
approximately 0.18 % and, interestingly, the amount of energy decreases as the fibre direction
becomes more aligned with the maximum principal strain. The fibres compress more when
they are aligned with the minimum principal strain (about 4.5 %) than they stretch when
they are aligned with the maximum principal strain (about 2.7 %), indicating that the suture

becomes stiffer when the fibres are aligned in the direction of maximum principal strain

(Figure[7.13).

7.4 Effect of suture geometry

The following section presents an investigation into the influence of the suture geometry on

the mechanical behaviour of the suture region.

7.4.1 Simulation setup

To determine the effect of the suture geometry, several geometric models are generated, a
selection of which is shown in Figure [7.14 The models have varying values for protrusion
height h, suture thickness ¢, and protrusion pointiness a. In particular, seven values for h
linearly spaced from 0-1.5mm are used, five values for ¢, linearly spaced from 0.15-0.3 mm
are used and three values for a linearly spaced from 1-3 are used, yielding a total of 105
geometric models.

The boundary conditions applied to each model replicate the loading that the shell would

experience during a predator attack, as outlined in Section [7.3.1]

7.4.2 Results

Three metrics are used to evaluate the performance of the shell as a protective structure:
the stiffness of the shell, the strain energy and the maximum strain energy density at a point
in the shell.

The stiffness of the shell is quantified by taking the absolute value of the difference
between the maximum and the average vertical displacement. If the shell is ideally rigid, any
displacement will be due to rigid body motion resulting from the spring boundary conditions
and so the difference between the maximum vertical displacement and the average vertical

displacement will be zero. However, as the stiffness decreases, the shell will hinge more
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Figure 7.14: A selection of geometric models used in a parametric study. Recalling that h represents the
height of the bony protrusions, ts represents the thickness of the suture and parameter a controls the
pointiness of the protrusions, the parametric study is conducted on 105 geometric models generated on a
grid with the axes h, t; and a. The grid contains seven values for h linearly spaced from 0-1.5 mm, five values
for t, linearly spaced from 0.15-0.3 mm and 3 values for a linearly spaced from 1-3. (a) Selection of models
in a slice of the grid for a = 2. (b) Models on a line through the grid for A =1.25 mm and t; =0.225 mm.

about the point where the loading is applied and so the difference between the maximum
and average vertical displacement will increase. This value for each model is displayed in
Figure [7.15]

The total strain energy indicates the amount of energy a predator would have to exert
during an attack. This value for each model is shown in Figure [7.16]

The maximum strain energy density in a model indicates the likelihood of fracture oc-

curring. This value is shown in Figure [7.17] Furthermore, the position where the maximum
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Figure 7.15: Polynomial surfaces fitted through data points for the absolute value of the difference between
the average and the maximum vertical displacement in different geometric models under the prescribed
loading with (a) a =1, (b) a =2 and (¢) a = 3.

strain energy density occurs is where fracture is most likely to occur. Hence, a selection of
strain energy density contour plots are shown in Figure to determine which regions are

at a high risk of fracture.

7.4.3 Discussion

The compliance of the region increases dramatically as a function of h while h < 0.5mm
(Figure . This is likely because increasing h increases the volume of soft tissue, making
the region more compliant. However, after h = 0.5 mm, the increase in compliance due to
increasing h is greatly reduced. This is attributed to the interlocking of the bony protrusions.

This feature is most pronounced when the protrusions are pointy (a = 1). Additionally, the
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Figure 7.16: Polynomial surfaces fitted through data points for total strain energy contained in different
geometric models under the prescribed loading with (a) a = 1, (b) a =2 and (¢) a = 3.

interlocking effect occurs almost instantaneously when the suture is thinner as such shells
show a more gradual and consistent increase in compliance with respect to h than the thicker
suture models which have a sharp increase followed by a plateau. As it is beneficial for the
shell to be relatively stiff, one might expect that it is most beneficial for h and ¢, to be as
small as possible; that is, for there to not be a suture.

However, while h and t, increase the compliance of the shell, they also increase the shell’s
strain energy absorption (Figure . The strain energy generally increases significantly
with an increase in suture thickness. However, it has an undulating response to an increase
in protrusion height, although the general trend is upwards. The undulating nature of the
response to an increase in h is more prominent for pointy protrusions. Additionally, pointy
protrusions increase the amount of strain energy. Given the current information, it may

be beneficial for the shell to have long pointy protrusions and thick sutures since it would
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increase the strain energy absorption capability of the suture region. Additionally, the long
protrusions would increase interlocking and subdue the increased compliance due to the
increase in suture volume.

However, the suture geometry is also limited by the possibility of material failure, such
as fracture. A large value of strain energy density at a point indicates that there is a high
likelihood of fracture at that point. Hence, the maximum strain energy density in the model,
shown in Figure[7.17] illustrates the likelihood of fracture occurring somewhere in each model.
The maximum strain energy density generally increases with an increase in protrusion length
and pointiness and an increase in suture thickness. However, the chance of fracture increases
most dramatically as the protrusion height increases from 1.25 mm to 1.5 mm. This may be
why the longest bony protrusions in the real turtle shown in Figure [2.1| are in the order of
1.25 mm. Furthermore, for sutures with small protrusion heights, the strain energy density is
evenly dispersed around the region where the predator’s tooth or claw makes contact (Figure
. However, the strain energy density becomes more concentrated in the ridges between
the protrusions for sutures with longer protrusions, suggesting that this is where fracture
would occur. This may offer an explanation as to why the longer protrusions shown in Figure
2.1](c) are located closer to the ventral surface of the shell.

7.5 Conclusions

Qualitative and quantitative aspects of the mechanical behaviour of turtle shells have been
investigated. The computational model replicated many aspects of the mechanical behaviour
in a three-point bending test, demonstrating the validity of the model.

The application of boundary conditions representative of a predator attack to the model
revealed that the presence of sutures increases the amount of energy a predator would have
to expend to deform the shell. Additionally, it was found that the sutures reduced the
maximum principal strain in the bone — the quantity responsible for bone fracture [111}
112]. Furthermore, although the suture is soft, the presence of a suture made little difference
to the deformation of the dorsal surface of the shell.

The relationship between the suture geometry and the shell’s mechanical behaviour was
investigated by varying the bony protrusion height, the suture thickness and the protrusion
pointiness. Increasing the protrusion height was found to increase the compliance of the shell
due to the increased volume of soft tissue. However, the increase in compliance was subdued
after a protrusion height of 0.5 mm due to the interlocking of the protrusions. Increasing
the protrusion height, suture thickness and protrusion pointiness increases the strain energy

absorption of the shell. However, it also increases the maximum strain energy density in the
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shell and hence the probability of fracture. The maximum strain energy density increases
dramatically after a protrusion height of 1.25 mm. Furthermore, the position of maximum
strain energy density occurs between the protrusions nearest to the point of loading. This
is likely why the longest protrusions observed in micro-CT scans of a turtle shell displayed
in Figure [2.1] are in the order of 1.25 mm and are located closer to the ventral surface of the
shell — to protect them from external attacks.

In summary, the interplay between the stiff bony protrusions and the soft collagenous
suture results in a protective material that is stiff due to interlocking of the bony protrusions,
but also tough — that is, energy absorbent — due to the strain energy dispersion and cushioning
effect of the soft suture. Furthermore, the bony protrusions are long enough to increase
strain energy absorption but not so long as to dramatically increase the risk of fracture, and

furthermore are located closer to the ventral surface to further reduce the risk of fracture.



Chapter 8
Dynamic suture scale simulations

This chapter presents computational investigations into the mechanical behaviour of the
suture region during dynamic loading. Three loading conditions are considered: locomotion,
predator attack, and stress wave transfer from one rib to the next. The same geometric
model is used as in Chapter |7/} However, each of the three loading cases is applied to a range
of models with varying suture geometries to elucidate its influence.

The chapter is arranged as follows. The relevant material models and parameters are
presented in Section [8.1} as all simulations in this chapter are applied to the same set of
geometric models, these models are presented once in Section [8.2] Sections [8.3H3.5] present
simulations of locomotion, predator attack and stress wave transfer, respectively; and finally,

Section presents concluding remarks on the chapter’s investigations.

8.1 Material models and parameters

The relevant material models for this chapter are presented here. There are three materials of
interest: cortical bone, keratin and soft collagenous tissue which resides in both the suture
and skin. The material models used in this chapter are largely similar to those used in
Chapter [7} however, they are extended to include viscous behaviour. Additionally, as the

simulations are dynamic, a value for the density of each material must be defined.

8.1.1 Cortical bone

The cortical bone density is assumed to be similar to that of bovine cortical bone, that is, 1.95
x 10 7 ton/mm? [113]. The bone is modelled as an isotropic linear viscoelastic material

with two Maxwell branches. Hence, the stress response is composed of a long time-scale

127
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stress o> and a viscous stress o¥:
o=0"+0". (8.1)

The long time-scale stress is governed by Hooke’s law,
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where F is Young’s modulus and v is Poisson’s ratio, and the viscous stress is given by
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where (3, and 7, are material parameters (see Section 4.3.2)).

The Young’s modulus and Poisson’s ratio are set to 12000 MPa and 0.25, respectively,
as determined by tests on turtle cortical bone [30]. The viscous material parameters are
determined by fitting the model to scaled uniaxial data of bovine cortical bone. The original
data is taken from [114] and scaled so that the long time-scale Young’s modulus is 12 000 MPa;
that is, the same as turtle cortical bone [30]. Details of the analytical solution for uniaxial
loading under this material model are given in Appendix [D.1.2] The material parameters
for the fitted model are presented in Table 8.1} Additionally, the scaled data, fitted material
model and the implementation of the model in ABAQUY| are shown in Figure It is clear
that the ABAQUS implementation matches the analytical solution and the model gives a
sufficiently good fit to the data.

Table 8.1: Cortical bone material parameters

p (ton/mm3) [113] E (MPa) [30] v [30] B (s) B2 (s) 7 (ms) 7o (us)
1.95 x 10 =9 12 000 0.25 0.3993 3.760 44 .34 10.36

8.1.2 Keratin

The keratinous tissue is assumed to have a similar density to pangolin armour, another hard
keratinous tissue, that is, 0.96 x 1072 ton/mm? [115]. The keratin can be modelled as a
linear viscoelastic material for the range of strains considered here. Additionally, the tissue

is transversely isotropic, with its preferred direction pointing perpendicularly to the surface

LABAQUS uses a different, but equivalent form of the material model presented here. The equivalent
values for the material parameters in ABAQUS are g; = 0.07740 and go = 0.7288 and the values for 7 remain

unchanged.
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Figure 8.1: Uniaxial loading material behaviour for cortical bone at different strain rates. The model
provides a sufficiently good fit to the data. Additionally, the ABAQUS implementation of the model matches

the analytical solution.

of the shell. However, ABAQUS does not provide viscoelasticity paired with linear elastic
transverse isotropy and so isotropy is used as a simplification. Hence, the keratin is modelled
as a linear isotropic viscoelastic material with two Maxwell branches, similarly to the cortical
bone, and so the stress response is governed by equations —. The Young’s modulus
and Poisson’s ratio are set to 700 MPa and 0.4, respectively, as determined by tests on turtle
shell keratin [30]. As with the cortical bone, the viscous material parameters are determined
by fitting the model to uniaxial test data. The test data is taken from tests on pangolin
armour [116] and scaled so that the long time-scale response is equal to that of a turtle’s
in-plane keratinous tissue [30]. Details of the analytical solution are given in Appendix .
The material parameters for the fitted model are presented in Table Additionally, the
results of the scaled data, the fitted material model and the implementation of the model in
ABaqQudare shown in Figure[8.2] It is clear that the ABAQUS implementation matches the
analytical solution and the model gives a sufficiently good fit to the data.

Table 8.2: Keratin material parameters

p (ton/mm?) [115] E (MPa) [30] v [30] Bi(s) fa(s) 7 (s) 7 (s)
0.96 x 10 ~ 700 0.4 0.8526 0.3492 0.5974 189.1

2ABAQUS uses a different, but equivalent form of the material model presented here. The equivalent
values for the material parameters in ABAQUS are g; = 0.3872 and go = 0.1586 and the values for 7 remain

unchanged.
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Figure 8.2: Uniaxial loading material behaviour for keratin at different strain rates. The model provides
a sufficiently good fit to the data. Additionally, the ABAQUS implementation of the model matches the

analytical solution.

8.1.3 Soft collagenous tissue

The soft tissue contained in the suture and skin is assumed to have a similar density to that
of human skin, that is, 1.25 x 107 ton/mm? [117]. It is modelled as a near-incompressible
transversely isotropic viscous hyperelastic material. Hence, the stress response is composed
of a long time-scale isochoric stress °°, a long time-scale volumetric stress o, and a viscous
isochoric stress *:

=6+ +5". (8.4)

The long time-scale material response is modelled using a near-incompressible Gasser-Ogden-
Holzapfel model, which has been presented in Section Recall that the model’s strain

energy function is given by

U =U+T,,, ‘T’:G([_l—i)’)—i-:l;[exp(k’QEQ)_q’ U 1[]2_1
2

volzﬁ —1HJ] .

(8.5)

Here, F is a pseudo-invariant defined by

Bim((e[h-3]+1-3a [L-1)), (ep={" °F g (5.6)
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and G, ky,ks >0, D >0, k € [0, 1/3] are material parameters. Hence, the long time-scale

isochoric stress is given by

2[00 - 1- ow 1-
7=\ B NI +°2 lava— -I,I
7 Jlah[ 31]+af[a’®“ 34H’

oW oW 4 (87)
_ 2 2 or _ _ B 2
o G + kykE exp (/@E ) T k1 [1 — 3k] E exp (/@E ) ,
and the long time-scale volumetric stress is given by
1 —1
avolzﬁ[J—J | 1. (8.8)

The viscous part of the stress is modelled using one Maxwell branch. Hence, it is given
by

1 t t— = _
o' = F {5 / exp (- S) Soods} F', §°—JF'6F 7. (8.9)
0 T
The resulting viscoelastic model is implemented in ABAQUS/Standard using a UMAT
and in ABAQUS/Explicit using a VUMAT (see Sections [4.1.3[ and [4.3.2] for details).

The model is fitted to biaxial test data on rabbit skin taken from [107] which is scaled so
that its Young’s modulus is equal to that of the suture in a turtle shell [30]. The analytical

solution for the stress response of the model can be found using the procedure given in Section
and is presented in Appendix The resulting material parameters are shown in
Table[8.3] Additionally, the scaled data, the analytical solution for the fitted material model
and the ABAQUS implementation of the model for the biaxial loading case are shown in
Figure[8.3] It is clear that the ABAQUS implementation matches the analytical solution and
the model gives a sufficiently good fit to the data.

Table 8.3: Soft tissue material parameters

p (ton/mm?3) [117] G (MPa) D (MPa™') k; (MPa)  ky Kk B1(s) T(s)
1.25 x 10 89.66 1x10°¢ 10.94 7424 1/3 1.60 0.5384

8.2 Model geometry

Each of the simulations in the following sections are run on the same set of model geometries.
Hence, the set of geometries is displayed once here. A typical model geometry is displayed
in Figure (a) with annotations to be referred to when describing the prescribed boundary
conditions. Each geometry in the set has a different combination of values for protrusion
height h and suture thickness ¢, as illustrated in Figure[8.4](b). This allows us to determine



132 8. Dynamic suture scale simulations

011 Abaqus
099 Abaqus

2000 - o1, data

O o + X

09 data

—— 011 model analytical
1500 4~ === 022 model analytical
0.57/s

0.057/s

n
1000 B 000057/

o (MPa)

500 1

T T T T T T
1.0 1.1 1.2 1.3 1.4 1.5

Figure 8.3: Biaxial loading material behaviour for soft tissue at different strain rates. It is clear that the
analytical solution of the fitted model gives a sufficiently good fit to the data. Additionally, the ABAQUS

implementation of the model matches the analytical solution.

the influence of the suture geometry on the mechanical behaviour of the suture region. In
particular, a set of 5 x 5 models is used, as shown in Figure 8.5 with 5 linearly spaced values
for A from 0-0.9mm and 5 linearly spaced values for t; from 0.15-0.3mm. The internal
geometry of the suture is displayed in Figure (c) by cutting away a quarter of geometry
displayed in Figure 8.5(b). Although, from Figure [8.5|(b), it may seem that the position of
the suture is not centred, Figure (c) shows that the suture is centred in the model when

the internal portion of the suture is considered.

8.3 Locomotion simulations

It is expected that there is a trade-off between the shell’s performance as a protective struc-
ture and the amount by which it restricts the turtle’s ability to move and breathe. Ad-
ditionally, the suture geometry likely has some influence on this trade-off. That influence
is investigated here by simulating the suture region during breathing and locomotion for a
range of geometries. It is assumed that the loading applied to the shell during breathing and
general locomotion is similar. Hence, only one set of simulations is conducted to elucidate

the behaviour in both scenarios.
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Top face

Back face. Right face

Left face
Front face

Bottom face

(c)

Figure 8.4: Illustration of (a) an entire geometric model with various boundaries annotated, (b) a pair of
interlocking protrusions annotated with the key dimensions of the protrusion height h and suture thickness
ts, and (c) a pair of interlocking protrusions with a quarter of the geometry cut away to illustrate the internal

suture geometry. The brown surface in (a) depicts the keratinous and skin layers.

8.3.1 Boundary conditions

The displacement of the front, back, left and right faces (see Figure [8.4)(a)) is constrained
so that they can only move in what would be the radial direction if the entire shell were

modelled, see Figure The bottom face is prescribed a pressure load of
t=—pn, p=>5xt/2kPa, (8.10)

where mn is the outward facing unit normal, p is pressure and ¢ is time in seconds. The
loading is applied over a time of 2 seconds, as this is the length of one inhalation for a turtle
. The maximum pressure applied is 5 kPa which is the lung pressure of a human .
The top face is traction free. A summary of the boundary conditions is presented in Table
5.4
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Figure 8.5: Set of geometric models used to investigate the effect of the bony protrusion height & and suture

thickness t5 on the dynamic mechanical behaviour of the shell.
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Figure 8.6: Illustration of the displacement constraint on the front, back, left and right faces of the model.
Here, 6§ = arcsin (I/2r) = 1.09°, where | = 2.28mm is the chosen length of the simulated model and
r = 60 mm is the radius of a real turtle shell with dimensions similar to that of geometric models used here,

determined via micro-CT scans.

8.3.2 Results

To determine how the suture geometry affects the compliance of the shell, the average vertical
displacement of the bottom face at time ¢ = 25 is plotted as a function of h and ¢, in Figure
B.7 It is also interesting to observe the significance of the viscous part of the material
behaviour in relation to the elastic part. Hence, the long time-scale elastic strain energy is

compared to the non-equilibrium energy in Figure [8.8]
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Table 8.4: Boundary conditions for locomotion simulation, ¢; € R,i =1, ..., 4
Front face Back face Left face Right face | Bottom face | Top face
1?1:0 2?1:0 ﬂ12—03Sin0 a1:C4Sin9
Ug = cycosf | Uy = cycosb Uy = c3¢080 | Uy = cqcosb t=pn t=0
agzclsmH agz—CQSine 15_3:0 25_3:0

0.56
0.54
0.575
0.550 0.52
€
§ o -
= 0.500
"
¥}
g 047 0.48
0.450
0.46
0.30
025 02 |
0.20 : «
ts (mm) 015 007 S 0.44

Figure 8.7: Surface plot of vertical displacement of the bottom face of each model at p = 5kPa as a function

of bony protrusion height h and suture thickness ¢;.
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Figure 8.8: Comparison of (a) the long time-scale strain energy and (b) the non-equilibrium energy in the

model at the time of maximum inhalation (¢ = 2 seconds).
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8.3.3 Discussion

The shell becomes more compliant as the suture thickness ¢5 and the bony protrusion height A
increase (Figure. This is attributed to the increase in soft tissue volume that occurs along
with an increase in t; and h. The increase in compliance is fairly significant, approximately
27%. An increase in compliance due to increasing t; and h has also been observed in
quasistatic simulations of a predator attack [1]. However, in the predator attack simulations
an interlocking effect was observed whereby the increase in compliance plateaus once h is
sufficiently large. Here, the increase in compliance decreases slightly while A > 0.4mm
(particularly for smaller ¢5). However, the interlocking effect is far less pronounced than
that observed in [1]. This is likely because interlocking only occurs during sufficiently large
deformation. As the displacement in [1] (in the order of millimetres) was far larger than the
displacement observed here (in the order of micrometers), the interlocking effect was more
prominent. This indicates that the suture geometry allows it to interlock — stiffening the
shell — in the case of a predator attack, but does not interlock during everyday locomotion.

Both the long time-scale strain energy, Figure B.§(a), and the non-equilibrium energy,
Figure[8.8(b), show a consistent increase with an increase in h and ¢,. However, the responses
are quantitatively quite different. The non-equilibrium energy increases by about 250 %
whereas the long time-scale strain energy increases by about 27 %. Additionally, the strain
energy is in the order of 13.5-37.5 times greater than the non-equilibrium energy. Hence, the
viscous behaviour of the shell does not significantly increase the work required to move when
compared to that for its elastic behaviour. This is likely because of the slow rate at which a
turtle moves, particularly in comparison to the rate of displacement experienced during an
attack.

However, although the suture geometry affects the compliance of the shell, it should be
noted that the deformations are still very small — less than a micrometer. When a turtle of
the length modelled here (about 150 mm) locomotes, its movements are in the order of tens of
millimetres. Hence, for all intents and purposes, the shell may be considered rigid in relation
to the force that a turtle applies to it during locomotion. So, even if one suture geometry is

twice as compliant as another, it is immaterial in the context of turtle locomotion.

8.4 Predator attack simulations

Investigations of the influence of suture geometry on the behaviour of the suture region during
a predator attack are presented here. The loading during a predator attack is expected to be

similar to that during some other event that might injure the turtle — a rockfall, for instance.
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These events are typically quite dynamic, and so the viscous behaviour of the material is

expected to play a significant role.

8.4.1 Boundary conditions

Spring boundary conditions are assigned on the front, back, left and right faces, to approxi-
mate the behaviour of the remainder of the shell as in Chapter [7]] This approach has been
used and shown to be valid in . The bottom and top faces are traction free. However,
the top face experiences contact with a rigid sphere of 1 mm radius representing the tooth
or claw of a predator |[120] (or tip of a rock), see Figure It is assumed that there are 4

Top face

Back face Right face

~

Left face —_|
Front face

Y
T

Z

Bottom face

Figure 8.9: Illustration of the predator attack simulation setup in which the shell comes into contact with
a rigid sphere of 1 mm radius representing the claw or tooth of a predator. The front, back, left and right

faces are assigned spring boundary conditions and the bottom face is traction free.

pairs of teeth in contact during the bite, and only one of them is modelled here. Hence, the
sphere is assigned a mass of m = 3kg, being one fourth of the mass of a lion’s head [121].
Additionally, a downwards force of F' = 442N is applied to the sphere as one fourth of a
lion’s bite strength . The sphere is also assigned an initial velocity of v; = 2m/s. The
details of the boundary conditions are summarised in Table [8.5
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Table 8.5: Boundary and initial conditions for predator attack simulation

Front Back Left face | Right Bottom | Top face Rigid sphere

face face face face

) Contact with top
Contact with

rigid sphere
t=0

face
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v=0 -2 0

Sl
I

Sl
I

o

—ku | t=—ku
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I
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8.4.2 Results

To compare the compliance of the suture region for various geometries, one requires a suitable

metric to quantify compliance. This metric is chosen to be

lly = MAax Uy — Min uy . (8.11)

xT xr

If the shell is rigid, then any vertical displacement u, will be due to the spring boundary
conditions and so max, us = ming us and iy = 0. However, as the compliance of the shell
increases, the shell will hinge more about the rigid sphere and so iy will increase. This result
for each model is displayed in Figure [8.10}
0.008
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0.002

Figure 8.10: The compliance of the shell, @iy = max, us — ming us, plotted as a function of protrusion height
h and suture thickness t;. The compliance increases steadily with both A and t5 while h is in the domain of
[0,0.6] mm. For A > 0.6 mm, however, the compliance plateaus. This is attributed to an interlocking effect

which occurs for a sufficiently large protrusion height.

The long time-scale strain energy and non-equilibrium energy indicate the amount of
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work required from the predator to deform the shell. These quantities are presented as a
function of time for a selection of models in Figure [8.11}and the maxima of these quantities
in time are presented as a function of protrusion height and suture thickness in Figure [8.13]
Additionally, strain energy density contour plots for two key moments in time are displayed

in Figure |8.12,
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Figure 8.11: Comparison of how (a) energy that is viscously dissipated and (b) energy that is stored as

potential strain energy progress in time t.
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Figure 8.12: Strain energy density contour plots at time (a) ¢t = 1.8 x 10~* and (b) ¢t = 9 x 10~%. The peak
indentation is shown in (a) and so the strain energy density is localized around the predator’s tooth. In (b),
however, the indentation has relaxed and dispersed deformation has ensued.

The maximum strain energy density in the shell indicates the likelihood of fracture at

some position in the shell. This quantity is displayed in Figure |3.14
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Figure 8.13: Comparison of (a) energy that is viscously dissipated with (b) energy that is stored as potential

strain energy, both as a function of protrusion height A and suture thickness ;.
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Figure 8.14: The maximum strain energy density in the suture region as a function of the protrusion height
h and suture thickness t;. The maximum strain energy density increases significantly with an increase in h.

The response to an increase in t; is less significant for smaller h than for larger h.

8.4.3 Discussion

The interlocking effect, whereby the compliance of the shell plateaus after sufficiently large
protrusion height h, is observed in the dynamic simulation of a predator attack as it was
in the quasistatic equivalent (Figure . However, a general increase in compliance is
observed with an increase in h and suture thickness ¢, as is observed in the loading case of
locomotion. Again, this is likely due to an increase in the volume of the soft suture.

It is apparent that the shell goes through three distinct stages of deformation: initial
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contact (t < 1.8 x 107*s), indentation relaxation (1.8 x 107%s < t < 4 x 107*s), and
distributed deformation (4 x 10™*s < t); see Figure . In the initial contact stage, the
shell’s inertia causes a lag in the motion, resulting in large localised strain where the tooth
makes contact. Consequently, there is a large rate of deformation at the contact site and so
there is a large amount of non-equilibrium energy in this stage (Figure[8.11](a)). Additionally,
the long time-scale strain energy increases rapidly due to large localized deformation (Figure
B.11](b) and [8.12|(a)). At t = 1.8 x 10~*s the peak indentation is experienced, resulting in a
local maximum in long time-scale strain energy. Additionally, the rate of deformation is low
and so there is a plateau in the non-equilibrium energy. The deformation of the remainder
of the shell then ‘catches-up’ with the indentation region in the indentation relaxation stage
(1.8 x 107%s < t < 4 x 107*s). Hence, the deformation rate increases again, resulting in
more non-equilibrium energy. However, the deformation is decreasing, causing a decrease in
long time-scale strain energy. In the final stage, distributed deformation (4 x 10™*s < t), the
behaviour of the external portion of the shell, which is approximated with spring boundary
conditions, has a significant influence on the deformation of the suture region. Consequently,
the deformation is distributed throughout the suture region, see Figure m(b) Moreover,
the rate of deformation is low, resulting in little increase in non-equilibrium energy.

The non-equilibrium energy decreases with an increase in h and ¢, Figure M(a), in
contrast to the long time-scale strain energy which increases with an increase in h and t,,
Figure m(b) Moreover, the non-equilibrium energy is approximately 10 times larger than
the long time-scale strain energy. As the attack progresses further than t = 9 x 1074, it
is likely that the strain energy will continue to increase more significantly than the viscous
dissipation. However, it is evident that the viscous material behaviour has a significant
effect in the loading case of a predator attack, as opposed to the loading of the shell during
locomotion.

The maximum strain energy density in the shell indicates the likelihood of fracture oc-
curring. The likelihood of fracture increases dramatically with an increase in h, see Figure
R.14l For h < 0.45mm the suture thickness has little influence on the likelihood of frac-
ture. However, for h > 0.45mm an increase in suture thickness dramatically increases the

likelihood of fracture.

8.5 Stress wave transmission simulations

Chapter [7] shows that sutures have the effect of dispersing the strain energy density distri-
bution in the region during quasistatic loading. Hence, it stands to reason that the sutures

could also disperse stress waves passing from one plate to the next. Investigations of this ef-
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fect are presented here for a range of suture geometries. Two sets of stress wave transmission

simulations are investigated here: for direct and transverse stress waves.

8.5.1 Boundary conditions
The boundary conditions for both sets of simulations are as follows:
o The right, bottom and top faces are traction free;

o The front and back faces are traction free in the x and y directions and are assigned a

displacement of u3 = 0 mm in the z direction; and
o The left face is prescribed a traction of t,, causing the incident wave.

The prescribed traction is given by
T T
to=[-on 0 0] . tu=[0 o 0 (8.12)

for the set of direct and transverse wave simulations, respectively, and o3, is a function of
time, t, given by
B 100MPa t<1.25%x 107 "s,
Ope = (813)
0 MPa t>1.25%x10""s.

The boundary conditions are summarised in Table [8.6]

Table 8.6: Boundary conditions for direct stress wave transfer simulation

Front face | Back face | Left face | Right face | Bottom face | Top face
2?1 - O 2?1 - 0
ta =0 to =0 t=t, t=0 t=0 t=0
ﬂg - O ag — O

8.5.2 Results

One effect of the sutures is that they break up the stress wave, distributing its energy between

the two bone plates. This is quantified by the ‘transfer ratio’ r;; that is,

max vdf)
ry = LAY S (8.14)
max wdf)

Qr,
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Here Qg and €);, are the spaces occupied by the right and left bone, respectively. The
transfer ratio indicates how much of the stress wave was transferred from the left bone to
the right. If the entirety of the wave is transferred, the ratio will be 1. This would be the
case if there were no suture, as the stress wave would be unperturbed. As less of the wave
is transferred, the ratio will become smaller. The transfer ratio for direct and shear stress
waves is displayed as a function of protrusion height and suture thickness in Figure M(a)
and (b), respectively.

Direct stress wave Shear stress wave 0.30

0.65
0.20

0.60

0.55
0.10

0.50

Figure 8.15: The transfer ratio, r, = {maxt fQR \IldQ} / [maxt fQL \IldQ}, as a function of protrusion height
h and suture thickness ¢, for (a) direct stress waves and (b) shear stress waves.

The maximum strain energy density in the model gives an indication of the likelihood
of fracture occurring somewhere in the suture region. The effect of suture geometry on
this value is displayed in Figure Since the maximum strain energy density is a local
quantity, it is interesting to observe where it occurs in the model. Hence, contour plots of
maximum strain energy density when the stress wave is approximately halfway through the
suture are displayed for a selection of models for the direct stress wave (Figure and the
shear stress wave (Figure [8.18).

8.5.3 Discussion

The transfer ratio r; quantifies the percentage of the energy in the wave that is transferred
from the left bone to the right bone. For both direct and shear stress waves, the transfer ratio
decreases steadily with an increase in suture thickness, see Figure[8.15] This is unsurprising,
as one expects that a thicker suture will provide more cushioning. The response to a change
in protrusion height h, however, is varied.

For direct stress waves, the transfer ratio has a parabolic-like relationship to h with a
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Figure 8.16: Maximum strain energy density in space « and time ¢ as a function of protrusion height A and

suture thickness ts for (a) direct stress waves and (b) shear stress waves.
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Figure 8.17: Comparison of strain energy density contours during direct stress wave transfer when t; =
0.225mm and (a) h = 0mm, (b) h = 0.45mm and (c¢) h = 0.9 mm.

minimum at approximately 0.3 mm. A possible explanation for this is that the transfer of
direct stress waves is largely dependent on the volume of soft tissue that can be squeezed
out of the top and bottom of the suture region; see Figure [8.17} For sutures with short
protrusions (Figure [8.17(a)) the suture contains less soft tissue and so there is less volume
to be squeezed out of the suture region. Medium height protrusions (Figure[8.17(b)) increase
the volume of soft tissue in the suture region, increasing the volume of tissue to be squeezed
out of the region and lowering the transfer ratio. However, although higher protrusions
(Figure 8.17](c)) increase the soft tissue volume further, the tissue becomes trapped in the
suture region. Consequently, the tissue is not squeezed out of the region, and it experiences
a large pressure as the direct stress wave effectively passes through the suture into the right

bone. For shear stress waves, on the other hand, the transfer ratio increases steadily with
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Figure 8.18: Comparison of strain energy density contours during shear stress wave transfer when t; =
0.225mm and (a) h = 0mm, (b) ~ = 0.45mm and (c) h = 0.9 mm.

and increase in h. This is attributed to increased degree of interlocking.

The maximum strain energy density for shear waves has a parabolic-like response to h,
see Figure (b), with a maximum at approximately h = 0.6 mm. When h is small, the
left bone can move vertically relative to the right bone with ease, see Figure[8.1§|(a), and so
the strain energy density in the bones is low. For moderately high protrusions, interlocking
occurs, and large strain energy density occurs in the protrusions (Figure [8.18)(b)). However,
for higher protrusions (Figure [8.18)(c)) the wave is transferred over a longer distance and
time, and so the strain energy density within the protrusions is lower than for moderately
high protrusions (Figure [8.18/(b)). Additionally, the influence of ¢; on the maximum strain
energy density is small in comparison to h.

For direct stress waves, however, the maximum strain energy density increases continually
with an increase in h. This is because increasing h makes the tips of the protrusions pointer.

Hence, the strain energy becomes increasingly concentrated in these regions, see Figures

(a)~(c)-

8.6 Conclusions

The dynamic mechanical behaviour of turtle suture regions has been modelled. Viscoelastic
models have been used for the various materials in the suture region. Each material model
was fitted to physical test data and a sufficient match achieved. Additionally, the implemen-
tation of the material models in ABAQUS matched the analytical solutions used to perform
the fitting procedures. Hence, the material models behaved as intended in ABAQUS.

The effect of suture geometry on the shell’s dynamic mechanical behaviour was inves-
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tigated by generating several models with varied geometric parameters. In particular, the
height of the bony protrusions h and the suture thickness ¢, was varied. Additionally, the
shell’s mechanical behaviour was investigated in a number of dynamic loading scenarios:
locomotion, a predator attack and stress wave transfer.

In the case of locomotion, an increase in h and ¢ both increase the compliance of the
shell due to the increase in volume of the soft tissue in the suture. The interlocking effect,
whereby the increase in compliance due to an increase in h plateaus for sufficiently large
h, is observed to be far less prominent in this loading case than has been observed in qua-
sistatic models of predator attacks [1]. The discrepancy is likely caused by the difference
in magnitude of deformation between the two loading cases: the case of a predator attack
produces sufficiently large deformations for interlocking to occur, whereas locomotion does
not. Moreover, the non-equilibrium energy in the suture region is small in comparison to
the long time-scale energy. Hence, for the magnitude and rate of deformation that occurs
during locomotion, the bony protrusions do not cause significant interlocking and the turtle
motion is not significantly further hindered by viscous overstress. However, the deformation
of the shell is still small in comparison to the movements a turtle would typically make. So,
even though the sutures and their geometry can increase the compliance of the shell during
locomotion by a large percentage, the shell is still effectively rigid and so the suture geometry
is irrelevant in this scenario.

For the dynamic loading due to predator attacks, the compliance of the shell also increases
with h and t,. However, the interlocking occurs as h becomes sufficiently large. Irrespective
of the suture geometry, the dynamic loading of the shell during a predator attack has three
distinct stages: initial contact, indentation relaxation, and dispersed deformation. During
initial contact the indentation region near the predator’s tooth has a large strain rate relative
to the rest of the shell, during indentation relaxation the rest of the shell ‘catches-up’ to the
indentation region, and during dispersed deformation the whole shell continually deforms
in a distributed manner. The non-equilibrium energy, most of which occurs in the initial
contact and indentation relaxation stages, is about 10 times larger than the maximum long
time-scale strain energy. These observations indicate that the viscous material behaviour
significantly improves the performance of the shell as a protective structure. However, the
ratio of non-equilibrium energy to strain energy is likely to decrease as the loading progresses.
Nevertheless, this illustrates how viscous material behaviour can serve to protect the turtle
through dissipation, much as crumple zones in a car protect passengers through plastic
dissipation.

For stress wave transmission, the percentage of energy in the wave that was transferred

from the one plate to the next, termed the transfer ratio, was investigated. An increase
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in t, decreases the transfer ratio for both shear and direct stress waves due to increased
cushioning. The transfer ratio has a parabolic-like relationship to h in the case of direct
stress waves, with a minimum at h = 0.3mm. This is due to the interplay between an
increase in soft tissue volume to be squeezed out of the region (decreasing the transfer ratio)
and the soft tissue becoming increasingly trapped in the region (increasing the transfer ratio)
as h increases. For shear stress waves, on the other had, the transfer ratio steadily increases
with A due to the increase in interlocking, and hence, increased resistance to one bone moving
vertically relative to another.

It is clear that sutures and viscoelastic behaviour improve the functionality of the shell
in several loading cases. During a predator attack, sufficiently long bony protrusions cause
interlocking and the viscous dissipation protects the shell and turtle. During stress wave
propagation, the sutures break up the stress waves, distributing the energy among different
bone plates. Moreover, these features depend significantly on the suture geometry, and

hence, can be optimized by evolution.



Chapter 9
Multiscale simulations

This chapter presents an investigation into the effect of a network of sutures on the me-
chanical behaviour of the turtle shell. Furthermore, the influence of the suture geometry is
investigated. To carry out these investigations, one must model the mechanical behaviour
at the scale of the suture and the entire shell. This raises a difficulty due to the difference
in length-scale between the suture and the entire shell: if one created a mesh of the entire
shell that was fine enough to capture the geometry of the suture, the mesh would contain
an excessive number of elements, leading to intractable computational requirements.

This issue is circumvented by using a multiscale modelling approach, FE2. To this end,
two separate geometries are generated: a macroscale geometry of the entire shell which
contains regions of ‘suture interfaces’ and a representative volume element (RVE) which
defines the constitutive relation for the suture interface. However, as outlined in chapter
[6) concurrent multiscale modelling is highly computationally expensive. Hence, a simple
non-concurrent approach is adopted whereby several loading cases are applied to the RVE
to elucidate its mechanical behaviour. Then, a constitutive model is fitted to the resulting
data and is used to model the suture interface region in the shell as outlined in Section [6.2.3]

The chapter is arranged as follows. Section presents relevant material models along
with parameters which have been determined by fitting the models to test data. Then,
Section presents the geometry at the shell scale and the suture scale models. In Section
9.3 several loading paths are applied to each RVE, thus elucidating their mechanical be-
haviour; Section presents simulations of the shell’s behaviour during locomotion; Section
9.5| presents simulations of the shell’s behaviour during a predator attack; and finally, Section

presents conclusions based on the results presented in this chapter.

148
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9.1 Material models and parameters

The relevant material models and parameters used in this chapter are presented here. There
are three materials of interest: cortical bone, cancellous bone and soft collagenous tissue.
The keratin and skin components of the shell have been excluded in this chapter since they

are expected to have little influence on the mechanical behaviour of the shell.

9.1.1 Cortical bone

The cortical bone behaviour is consistent with that in Section [8.1.1 However, a hyperelastic
model is used since one requires access to the deformation gradient in the UVRAM sub-
routine to conduct RVE simulations (see Chapter [f] for details) and this is not provided for
linear elastic models. The cortical bone density is assumed to be similar to that of bovine
cortical bone; that is, 1.95 x 10 =2 ton/mm? [113]. The bone is modelled as an isotropic and
viscoelastic material. The long time-scale material response is governed by a neo-Hookean
strain energy function; that is,

) ] ] 1 1
U=, U =GL -3, ggl:D[Jerﬁ_Q}, (9.1)

where G and D are material parameters. The viscous response is governed by the model
presented in Section with two Maxwell branches. The resulting material model is
implemented in ABAQUS/Standard through a UMAT (see Sections {4.1.3|and [4.3.2)).

The values of G and D are determined so that the long time-scale Young’s modulus and

Poisson’s ratio are 12000 MPa and 0.25, respectively; these are, the Young’s modulus and
Poisson’s ratio of turtle cortical bone [30]. The viscous material parameters are determined
by fitting the model to the same scaled bovine test data as in Section [114]. In this
case, the analytical solution for uniaxial loading of the model is not determined. Instead, the
implemented material model is used along with the procedures presented in Sections
and to determine the stress response.

The material parameters for the fitted model are presented in Table [9.1 Addition-
ally, the scaled data, fitted material model and the response of the model implemented in

ABAQuS/Standard are shown in Figure . It is clear that the ABAQUS simulation matches

the solution determined via the procedures outlined in Sections|4.4.1jand [4.4.5] Additionally,

the model gives a sufficiently close fit to the data.
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Table 9.1: Cortical bone material parameters

p (ton/mm?3) [113] G (MPa) D (MPa™!) B, (s) (2 (s) 71 (ms) 7 (us)
1.95 x 10 9 2893 0.5185x1072% 0.2795 2.256 133.0 10.03

300
Abaqus
implementation

250 4 Test data

Analytical
solution

1500/s
300/s
. 1/s

1 01

< M oy
= l 0.01/s

0.001/s

1.000 1.002 1.004 1.006 1.008
A

Figure 9.1: Uniaxial loading material behaviour for cortical bone at different strain rates. The model provides
a close match to the data. Additionally, the ABAQUS implementation of the model matches the analytical

solution.

9.1.2 Cancellous bone

Turtle cancellous bone is assumed to have a density similar to human cancellous bone; that is,
0.6 x 10 = ton/mm? [122]. The cancellous bone is modelled using the same material model
as the cortical bone. However, only one Maxwell branch is used for the viscous material
behaviour. The material parameters G and D are set so that the long time-scale Young’s
modulus and Poisson’s ratio are 282 MPa and 0.25, respectively; these are, the Young’s
modulus [33] and Poisson’s ratio [30] of turtle cancellous bone.

The viscous parameters are determined by fitting the model to uniaxial compression data
taken from [122]. The data is scaled so that the long time-scale Young’s modulus is equal
to that of turtle cancellous bone. The resulting fit is displayed in Figure [0.2] along with an
equivalent simulation in ABAQUS. Additionally, the material parameters are presented in
Table 0.2 It is apparent that the model provides a sufficiently close fit to the data, and the

ABAQUS simulation matches the analytical solution.
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Table 9.2: Cancellous bone material parameters

p (ton/mm?) [122] G (MPa) D (MPa™!) 3 (s) 7 (s)
0.6 x 10 = 56.4 4.812 x 1073 7.96214 2.3909e-06
175 Abaqus

X implementation

15.04 ©O Test data

Analytical
solution
12.5 1 -1200/s
= -400/s
" 10.0 1 -90/s
a
=
Ib 7.5
5.0 1
2.5 1
0.0 1

0.000 0.005 0.010 0.015 0.020 0.025
1-X\

Figure 9.2: Uniaxial compression material behaviour for cancellous bone at different strain rates. The model
provides a sufficient match to the data. Additionally, the ABAQUS implementation of the model matches the

analytical solution.

9.1.3 Suture

The model for the suture and its material parameters are the same as in Section [8.1.3] The
material parameters and biaxial loading behaviour are presented again in Table [9.3| and
Figure [9.3] for convenience.

Table 9.3: Soft tissue material parameters

p (ton/mm?) [117] G (MPa) D (MPa™') k; (MPa)  ky Kk B1(s) T(s)
1.25 x 10 7 89.66 1x10°¢ 10.94 7424 1/3 1.60 0.5384

9.2 Geometric models

Two geometric models used in this chapter: one for shell-scale simulations and the other for

the suture-scale (RVE) simulations. These are outlined here.
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Figure 9.3: Biaxial loading material behaviour for soft tissue at different strain rates. It is clear that the
analytical solution of the fitted model gives a sufficiently good fit to the data. Additionally, the ABAQUS

implementation of the model matches the analytical solution.

9.2.1 Shell-scale

Due to symmetry, only a quarter of the carapace is modelled. This model is presented in

Figure . The shell consists of several bone plates (illustrated in yellow and green) joined

Homogenized suture Cortical bone

interface

Figure 9.4: Geometric model of a turtle shell annotated with dimensions and materials regions.

by suture interfaces (illustrated in blue). The model consists of a spinal column aligned
with the z-direction and several ribs aligned with the z direction, in line with the image of
a turtle shell skeleton in Figure [2.1](a). Each bone plate has a cancellous bone core of 1 mm

thickness (illustrated in white) and cortical bone plating on the dorsal and ventral surfaces
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of 1mm thickness (illustrated in yellow) as per measurements of a real turtle displayed in
Figure[2.1](c). As the shell’s overall length and width are 150 mm and 100 mm, respectively,
the quarter of the shell modelled here has an overall length and width of 75 mm and 50 mm,
respectively.

The constitutive relation for the suture interface region is determined by the RVE of the
suture interface (see section . Since the suture is geometrically anisotropic, one must
define its preferred direction in both the macro- and microscale geometries. The preferred
direction of the suture interface is defined to be in the direction of the protrusions; that is,
pointing transversely across the suture interface. This is illustrated on the suture interface
region of the shell in Figure [9.5]

W ag

Figure 9.5: Vector field of the preferred direction in the suture interface in the initial configuration.

9.2.2 Suture-scale

Since the suture has a periodic structure, the RVE is made up of a single protrusion, as
displayed in Figure The RVE consists of two regions of cortical bone which are separated
by a soft collagenous suture. From the boundary of the RVE it may seem that the suture is
not centred in the RVE. However, when considering the internal geometry of the suture (see
Figure[8.5](c)), it is clear that the suture is in the centre of the RVE. The preferred direction
ay is chosen to be in the direction of the bony protrusion. The RVE’s mechanical behaviour
is replicated by the orthotropic material model in equation and so one is required to
define a second preferred direction by. This is chosen to be perpendicular to aq as illustrated
in Figure[9.6, However, the behaviour of the RVE is very close to transverse isotropy due to
the near rotational symmetry about the @, axis in Figure [9.6] and so the direction of by is

T
inconsequential. Hence, in the shell-scale geometry by is simply set to by = [0 1 O} .
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Suture (soft collagenous tissue)

Cortical bone

Figure 9.6: Geometry used for an RVE representing the suture interface.

The geometry of the suture depends on two parameters: protrusion height A and suture
thickness t,. To determine the effect of the suture geometry, several RVEs are generated
with varying values for their geometric parameters. In particular, four values of protrusion
height varying from 0-0.9 mm and four values of suture thickness varying from 0.15-0.3 mm

are used, resulting in sixteen RVEs, as displayed in Figure [0.7]

ts (mm)

595955

0.9 h (mm)

Figure 9.7: Set of RVE geometries used to elucidate the effect of suture geometry on the behaviour of the

suture interface.

9.3 RVE experiments

To elucidate the mechanical behaviour of the suture interface, several loading paths are

applied to each RVE. These loading paths are:
o Uniaxial loading as described in Section in each direction;

o Shear loading as described in Section [4.4.4] applied in each shear direction;
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o Pressure loading as described in Section 4.4.3|

Additionally, to determine the viscous behaviour of the RVE, each loading path is applied
at three different loading rates: quasistatic, 7 /s and 99700 /s. Here, the loading rate refers
to the rate of change of the entry in the deformation gradient, which is controlled during the
loading path (see Section for details). The choice of these loading rates is motivated
by the relaxation times of the cortical bone presented in Table 0.1}

mtaT/s, 7' A~99700 /s. (9.2)

A separate loading rate determined by the relaxation time of the suture is not applied since
it is in the same order of magnitude as 7 for cortical bone.
The material behaviour of the suture interface is then approximated by a surrogate model

as per Section [6.2.3] The long time-scale material response is governed by the strain energy

function ]
=3 1y, 1= Kkayli

J=1 i=1

vo=3 el Vs = Kols '+ Y K [+ 1 = 2]
i=1 i=1

Ya=) “(4)i]i , Vs =Y Kyills — L+ L)'
=1 i=1

Vs = Z K(ﬁ)ilé ) U7 = Z’ﬁ?)i [I7 — Ie]y + ]g}i .
i=1 i=1

Here, k), k@0 = 0,4 =1,...,7, j = 1,...,n are material parameters. Details of this
hyperelastic model are given in Section [4.1.1, The long time-scale second Piola-Kirchhoff
stress is then given by

ov>
S =2—. 9.4
5C (9-4)
The total second Piola-Kirchhoff stress of the surrogate model is given by a superposition of

the long time-scale stress and a viscous stress S"; that is,
Sg=8"+5". (9.5)
Here the viscous stress is given by
Npw o
SV = Z/ Ba €Xp (_
a=1"0

Swzsw—;[sw:qcl,

t—s

Ta

) s ds, (9.6)
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where [, and 7, are material parameters. The viscous material behaviour is modelled with
two Maxwell branches; that is, N,, = 2. The Cauchy stress for the surrogate model can then

be obtained by using the usual push-forward operation; that is,
os=J 'FSsF* (9.7)

This constitutive model is implemented in a UMAT in a discretized sense; that is, discretized
in time (see Section . Of course, the actual macroscale Cauchy stress defined by the
RVE is given by

oy =J"(Py) F", (9.8)

The material parameters for the surrogate model are obtained by fitting the model to the

results of the RVE experiments.

9.3.1 Single test set

The results for the loading paths applied to a single RVE with the geometric parameters
h = 0.6mm and ¢, = 0.25 mm are presented here. The results for the three uniaxial tests, six

shear tests and pressure test are displayed in Figures|(9.849.10} respectively. The figures also

1401 1409 o RVE data
Surrogate model
300 4
1201 1204 99700.0/s o
. 7.0/s o
orn |
0 100 10| I o5
= 2001 @ =
a o] - so a 804
= S s
= = =
= 150 A & 604 2 60
S s S
100 n 104
501 / 20 1 / 201
0 0+ 0+

1.00 1.02 1.04 1.00 1.02 1.04 1.00 1.02 1.04
Al Ao A3

Figure 9.8: Uniaxial loading applied to an RVE with geometric parameters o = 0.6 mm and t; = 0.25 mm

in three different basis directions.

include the results of the surrogate model which is fitted to the test data. The RVE behaves
close to linearly in all loading cases. Comparison of the quasistatic uniaxial loading paths
shows that the RVE is approximately 65 % stiffer in the first direction than in the second and
third directions. Furthermore, it is approximately 2 % stiffer in the third direction than the

second direction. Hence, the RVE is approximately transversely isotropic. The transverse
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Figure 9.9: Shear loading applied to an RVE with geometric parameters h = 0.6 mm and ¢t; = 0.25 mm.
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Pressure loading applied to an RVE with geometric parameters h = 0.6 mm and ¢; = 0.25 mm.

isotropy is evident in the shear behaviour as well; the results in the 1-2 and 1-3 directions

are similar and stiffer than those in the 2-3 direction.

The viscous behaviour is significant in the uniaxial and shear tests. However, it is negli-

gible in the pressure test. This is unsurprising as the viscoelastic behaviour of the bone and
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suture is based on shear deformation, which is small during pressure loading.

The surrogate material model can replicate the RVE’s behaviour sufficiently well in all
cases apart from the uniaxial loading in the first direction at a rate of 99700 /s. This is likely
due to the fact that the form of the viscous contribution to the stress is defined by the long
time-scale stress. Hence, at a loading rate of 99700 /s, the surrogate model is approximately
65 % stiffer in the first direction than in the other directions (the yellow line in Figure[0.§](a)
in comparison with Figures[9.8|(b) and (c)), which is in accordance with the long time-scale
behaviour. However, the RVE does not behave this way; at a loading rate of 99700 /s the
RVE is approximately 145 % stiffer in the first direction (the yellow squares in Figure[0.§](a)
in comparison with Figures[0.8/(b) and (c)). This shortcoming could potentially be remedied
by increasing the flexibility of the viscous component of the surrogate model. In particular,
it seems likely that allowing the viscous behaviour to be defined independently of the long

time-scale behaviour could resolve this issue.

9.3.2 Effect of geometry

To determine how the geometry of the suture affects its mechanical behaviour, the stress at
the end of each loading path is plotted as a function of protrusion height and suture thickness.
The stresses at the end of the uniaxial loading in the first, second and third directions are
presented in Figures [0.11)(a), (b), and (c), respectively. The stress in the first direction is
consistently greater than in the second and third directions. Furthermore, the second and
third directions have a similar stress response for all the geometries, again showing that the
RVE behaviour is close to transverse isotropy. It is apparent that the viscous behaviour has
a significant effect, approximately doubling the RVE’s stiffness. In the case of loading in the
first direction, an increase in suture thickness typically decreases the stiffness of the RVE.
However, this is not the case when h < 0.4 mm and ¢, > 0.25 mm. Additionally, an increase
in h typically increases the stiffness. In the case of uniaxial loading in the second and third
directions, the stiffness also increases with an increase in h and decrease in ;.

The stress at the end of the shear test is presented in Figures [0.12](a), (b) and (c) for
components 2-3, 1-2 and 1-3, respectively. The transverse isotropy is also apparent in this
case, as the behaviour for the 1-2 and 1-3 components is similar and contrasts that of the
2-3 component. The response for the 2-3 shear component is affected by h and t, similarly
to the uniaxial loading responses in the second and third direction — it increases with an
increase in h and a decrease in t,. Additionally, the stress response is more sensitive to h
than t;. The 1-2 and 2-3 components have a sinusoidal-like response to an increase in h

and, similarly to the case of uniaxial loading in the first direction, they have a parabolic-like



9.3. RVE experiments 159

99700.0/s
7.0/s

Quasistatic

¢ (mm)()A 0.15
(a)
99700.0/s 99700.0/s
7.0/s 7.0/s
150
Quasistatic Quasistatic

100

TN33 (MPa)

TMN22 (Mpa)

0.25

0.25 .
N E
% (i mm)

0.20 0.0
s (mm) 5

Figure 9.11: Stress at A = 1.05 during a uniaxial loading path applied at different strain rates as a function

of h and t,.

response to t; when h is small and stiffen with a decrease in ¢, for larger h.

The pressure at the end of each pressure loading path is displayed in Figure [9.13] The
magnitude of pressure appears to increase significantly with an increase in h and slightly
with an increase in t,. This is likely due to the increase in volume of the near-incompressible
suture. Additionally, the difference between the pressure response for different loading rates

is insignificant. This is unsurprising as the viscoelasticity is based on shear deformation.
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Figure 9.12: Stress component ij at F;; = 0.1 during a shear loading path applied at different strain rates

as a function of h and t.

9.4 Macroscale simulations: breathing and locomotion

Investigations into the restriction of the shell on the breathing and locomotion of the turtle
are presented here. It is assumed that the mechanical behaviour of the shell during these
two loading cases is similar. The loading is modelled by applying a pressure to the internal
surface of the shell (see Figure . The loading is applied over a time of 2 seconds as this
is the length of one inhalation for a turtle [118] and the maximum pressure applied is 5 kPa
as this is the lung pressure of a human [119] which is expected to be in a similar range to a

turtle. Hence, the boundary condition is described by

— 5)
t=—pn, p= Et kPa . (9.9)
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Figure 9.13: Pressure at 1 — J = 0.02 during a pressure loading path applied at different strain rates as a

function of h and t,.

Additionally, the surfaces 27, y~ and 2z~ (Figure are prescribed roller boundary condi-
tions. All other surfaces are traction free.

To elucidate the effect of sutures, a shell that contains sutures is compared to one that
does not. The suture containing shell has geometric parameters of h = 0.6 mm and t, =
0.25 mm. Additionally, simulations are run for each suture geometry to elucidate its influence

on the behaviour of the shell as a whole.

9.4.1 Comparing suture containing shell with suture excluding
shell

Three metrics are used to evaluate the behaviour of the shell: maximum displacement in the
shell, maximum strain energy and maximum non-equilibrium energy. The results of these
three metrics are displayed in Table for both the suture containing and suture excluding

simulations. The maximum displacement in the suture containing shell is approximately

Table 9.4: Key metrics for comparison between suture containing (h = 0.6 mm and ¢; = 0.25 mm) and suture

excluding shells during breathing and locomotion.

Shell type Maximum dis- | Maximum strain | Maximum  non-
placement (um) energy (uJ) equilibrium  en-
ergy (uJ)
Suture containing | 0.111 0.475 0.210
Suture excluding | 0.248x10~¢ 0.230x 1073 0.140x107°
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450 x 103 larger than that in the shell that does not contain sutures. This indicates that
the sutures significantly increase the compliance of the shell. Naturally, due to the increase
in deformation, the strain energy and non-equilibrium energy in the suture containing shell
are far greater than the shell which does not contain sutures. However, comparison of the
ratio of strain energy to non-equilibrium energy, approximately 2.3 and 1.6 x 10° for the
suture containing and excluding shell, respectively, shows that the sutures make up for the

vast majority of the shell’s rate dependent behaviour.

9.4.2 Effect of suture geometry

To determine the effect of the suture geometry, three metrics are plotted as a function
of suture thickness t; and protrusion height h: displacement at point B (see Figure ,
strain energy, and non-equilibrium energy. These are plotted in Figures[9.14] 0.15] and [9.16],

respectively.
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Figure 9.14: Displacement at point B (Figure as a function of suture thickness t; and protrusion height
h.

9.4.3 Discussion

It is clear that the sutures significantly increase the compliance of the shell during breathing a
locomotion. However, even though the maximum displacement in the shell is approximately
450 x 103 larger for a shell that contains sutures, it is still less that a micron. This is far

smaller than the displacements of a turtle’s muscles during locomotion, which is in the order
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Figure 9.15: Maximum strain energy as a function of suture geometry.
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Figure 9.16: Maximum non-equilibrium energy as a function of suture geometry.

of centimetres. Hence, for all intents and purposes, the shell is rigid relative to the forces
that a turtle applies to it whether it has sutures or not.
The suture geometry appears to have a significant effect on the behaviour as values range

by about 20%, 100% and 400% in the distributions of displacement, strain energy and non-

equilibrium energy (Figures|9.14} [9.15/and [9.16]), respectively. Additionally, these values are

all clearly related, as their shapes are all similar. However, there does not seem to be a
sensible reason as to why the shapes of the surfaces are the way they are. This is somewhat

inconsequential though since, as mentioned earlier, the shell is effectively rigid relative to a
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turtle whether it contains sutures or not.

9.5 Macroscale simulations: predator attack

Investigation into the effect of sutures on the performance of the shell as a protective structure
during a predator attack are presented here. A point mass of 3kg is added to the shell at
point A (see figure representing the mass of the predator’s body connected to the tooth
or claw which makes contact with the shell. The point mass is assigned an initial velocity of

v; = [O -2 O]T m/s. (9.10)

Additionally, a constant force of

fo=]o —a42 0] N (9.11)

is applied to the point mass, representing the biting strength of the predator. The surfaces
xT, y~, and 2z~ are prescribed roller boundary conditions. All other surfaces are traction
free. To elucidate the influence of the suture, a shell that contains sutures is compared to
one that does not. The suture containing shell has geometric parameters of A = 0.6 mm and
ts = 0.25mm. Additionally, the effect of the suture geometry is investigated by repeating

the simulations while varying suture geometry.

9.5.1 Comparing suture containing shell with suture excluding
shell

Four metrics are used to determine the performance of the shell as a protective structure:
the maximum displacement, maximum strain energy, maximum non-equilibrium energy and

maximum strain energy density. These values are displayed in Table for both shells. The

Table 9.5: Key metrics for comparison of suture containing (h = 0.6 mm and ¢, = 0.25mm) and suture

excluding shells during predator attack.

Shell type Max. displace- | Max. strain | Max. non- | Max. strain
ment (pm) energy (J) equilibrium en- | energy density
ergy (J) (m /mm?)
Suture containing | 837 2.63 3.79 45.0
Suture excluding | 3.30 3.08 3.15 1380

maximum displacement in the suture containing shell is approximately 250 times greater
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than in a shell without sutures. Again, this shows that sutures significantly increase the
compliance of the shell. By inspecting the displacement field for the shell with sutures and
shell without sutures, show in Figures [9.17(a) and (b), respectively, one can interpret the

nature of the deformation. In a shell with sutures, the majority of the deformation occurs in

U, Magnitude (mm)
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Figure 9.17: Comparison of displacement field between (a) a shell which contains sutures and (b) one that

does not. Note that the contours are applied on a log scale due to the large difference in magnitudes.

the suture interface regions and the bone plate which makes contact with the tooth of the
predator displaces as a whole. The shell without sutures displaces much less in comparison.

The maximum strain energy in a shell without sutures is about 17 % greater than the shell
containing sutures. However, the maximum non-equilibrium energy is 20 % in the shell with
sutures in comparison to a shell which does not contain sutures, showing how the sutures
serve to dissipate energy.

It is apparent that a shell with sutures is much more resistant to failure, as the maximum
strain energy density is approximately 31 times less than a shell without sutures. Inspecting
the strain energy density contour plots for a shell with and without sutures, displayed in
Figures m(a) and (b), respectively, provides insight as to why this is the case. The suture
regions contain higher levels of strain energy density than in the bone plates. Hence, the
sutures are able to distribute strain energy among the different bone plates even for a highly
localised attack. On the other hand, the strain energy density in the shell without sutures is
focused around the point of contact leading to a large maximum strain energy density and,
hence, high likelihood of fracture. The higher levels of strain energy density in the sutures
(Figures [0.18(a)) is comparable to results of physical experiments on goat (capra hircus)
cranial bone [123] where impact loading for specimens that contained sutures was compared

with specimens that did not.
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Figure 9.18: Comparison of strain energy density field between (a) a shell that contains sutures and (b) one
that does not.

9.5.2 Effect of suture geometry

To determine the effect of suture geometry, the attack simulation is run for the set of geome-
tries displayed in Figure The results for the maximum strain energy, maximum strain
energy density, maximum non-equilibrium energy and vertical displacement at the point of
contact are displayed in Figures[0.19(a), (b), (c), and (d), respectively. Each of these results
have a range of in the order of 10%. Hence, the suture geometry has a moderate influence
on the mechanical behaviour of the shell as a whole during a predator attack.

The energy results (Figures [0.19)(a), (b) and (c)) do not seem to follow a discernible
pattern. This may be because the strain energy function of the suture interface is not fitted
to the strain energy resulting from the RVEs, but rather the stress determined by the strain
energy is fitted to the RVEs’ stress response. Hence, it may be that the strain energy function
of the suture interface does not accurately reflect the strain energy in the RVE.

The magnitude of displacement increases with an increase in h and ¢,. This is consistent
with the results in Chapters[7]and [§] whereby an increase in the volume of the suture increases
the compliance of the suture interface. However, the effect of interlocking, where the increase

in compliance due to increasing h plateaus after h is sufficiently large, is not observed.

9.5.3 Discussion

The presence of sutures increases the maximum displacement of the shell from 3.30 um to
837 pm. However, 837 um is still small in comparison to the motion of the turtle’s organs
during everyday functioning. Hence, the increase in compliance is not a significant detraction

from the performance of the shell as a protective structure.
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Figure 9.19: The effect of suture geometry on the behaviour of the shell: (a) maximum strain energy, (b)
maximum strain energy density, (¢) maximum non-equilibrium energy, and (d) minimum displacement at

the point of contact.

However, the presence of the sutures decreases the maximum strain energy density in the
shell by approximately 31 times. This is attributed to the dispersion of the strain energy
caused by the sutures, which is evident when comparing Figures [0.18)(a) and (b). Hence, a
shell that contains sutures is far more resistant to failure than one that does not.

Furthermore, it is evident that the sutures improve the dissipation of energy, as shells that
contain sutures contain approximately 20% higher non-equilibrium energy during predator
attacks than shells without sutures.

The suture geometry has some influence on the energetic behaviour of the shell, but
this is limited to a range of approximately 10%. Moreover, increasing h and t, increases
the compliance of the shell, as is evident from Figure m(d) This is likely due to the

corresponding increase in suture volume, and is in agreement with the results in Chapters
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and [§l As the suture geometry does not seem to significantly improve or worsen the
mechanical behaviour of the shell as a whole, the geometry may be governed by the likelihood

of local fracture in the bony protrusions, as investigated in Chapters [7] and [§]

9.6 Conclusions

The presence of sutures increases the compliance of the shell, both in the case of locomotion
and predator attack. However, in the case of locomotion, the shell is still stiff enough to be
considered rigid even with sutures. In the case of a predator attack, a shell with sutures is
still stiff enough that the displacements incurred are not problematic for the internal organs.
So, in both cases, the increase in compliance is inconsequential.

However, during a predator attack the sutures disperse and dissipate energy which ulti-
mately reduces the maximum strain energy density (and likelihood of bone fracture) by 31
times.

The suture geometry has a fairly small influence on the mechanical behaviour of the shell
as a whole. Hence, the geometry may be driven by the likelihood of fracture in the bony

protrusions rather than to improve the mechanical behaviour of the shell as a whole.



Chapter 10
Conclusion

Recall the research questions that are posed in the introduction:
1. Do sutures improve the protective performance of the structures in which they reside?

2. If the answer to the above question is the affirmative, what are the mechanisms by

which this occurs?

The results presented in the previous chapters provide the following brief answers to these

questions:

1. Yes, sutures improve the protective performance of the structures in which they reside.
This is most clearly shown by the fact that, during a predator attack, a turtle shell
that contains sutures experiences a maximum strain energy density of 31 times less
than a shell without sutures. Hence, a shell with sutures is far less likely to experience

material failure.
2. Some mechanisms by which protective performance is improved are as follows:

(a) During a predator attack, sutures cause dispersion of deformation, and hence
energy, throughout the shell, whereas for shells without sutures deformation is

concentrated at the site of the attack;

(b) Sutures increase the compliance of structures, but not so much as to allow for

injury of the internal organs which the structures ought to protect;

(c) Sutures dissipate energy due to their viscoelastic material behaviour.

These are the take-home messages of this thesis.

In addition to the research questions, two objectives are presented in the introduction:

169
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1. Develop a framework for modelling the influence of sutures on the mechanical behaviour
of structures in which they reside that could be used to aid the design of engineered

structures that include sutures;
2. Determine the structure—function relationship of sutures.
Briefly, these objectives were achieved as follows:

1. The influence of sutures on the structures in which they reside was modelled using a
multiscale modelling framework. A surrogate modelling approach was developed to

circumvent the large computational expense of concurrent FE?;

2. The structure—function relationship of sutures was determined through computational
parametric studies whereby the suture thickness t5 and bony protrusion height i were

varied.

The results of this work also allow for more detailed conclusions than those presented
above. The results are compartmentalised into three chapters: quasistatic suture scale sim-
ulations, dynamic suture scale simulations, and multiscale simulations. Each chapter yields
valuable conclusions, which are provided in the following sections of this chapter. The final

section of this chapter presents recommendations for extensions to this work.

10.1 Quasistatic suture scale simulations

Quasistatic simulations are presented in Chapter [7} There, a computational model of a
suture interface is validated by comparing the results of a bending test with that of a physical
experiment. Additionally, the effect of the presence of sutures and their structure-function

relationship is investigated.

10.1.1 Validation

The validation simulation replicated qualitative and quantitative aspects of the physical

experiment. The findings are summarised as follows:

o The largest stresses in the simulation occurred in the regions where fracture occurred

in the physical experiment;

e The maximum principal stress is aligned normal to the fracture planes in the lower
portion of the model, as one would expect. However, this is not observed in the upper

portion of the model;
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o The load deformation curve replicates that of the physical test, not accounting for the

failure of the trabeculae in the cancellous bone region.

From these findings, it is clear that the model sufficiently replicates the behaviour of the
suture region, and so it is valid to use it in the computational investigations in the following

sections.

10.1.2 Effect of sutures

To determine the effect of sutures, a model that contains a suture is compared to one without.
The loading applied to the model replicates that applied during a predator attack. However,
loading is modelled quasistatically as a simplification. Dynamic loading is considered in

Chapter |8 The simulations yield the following insights:

o Inclusion of a suture increased the strain energy, and thus the work required for the

predator to deform the shell, by approximately 12%;

o The suture decreased the maximum strain energy density in the bone, and thus the

likelihood of fracture, by approximately 5%:;

o The combination of increased strain energy with a decreased maximum strain energy

density is due to a larger dispersion of strain energy density;

o The effect of the fibre direction on the mechanical behaviour of the interface is insignif-
icant. This suggests a one-way relationship between loading and fibre direction; that
is, the prevailing loading of the suture determines the fibre direction in the suture, but

the fibre direction does not significantly affect the mechanical behaviour of the region.

Hence, the presence of a suture decreases the likelihood of bone fracture and increases

the strain energy absorption in the suture interface region by distributing the strain energy.

10.1.3 Effect of suture geometry

The structure-function relationship of the suture is determined using a parametric study
wherein the bony protrusion pointiness a, suture thickness ¢, and bony protrusion height
h are varied. For each geometric model the same loading conditions, that is of a predator

attack, are applied. The following insights are deduced:

o Increasing bony protrusion height h and suture thickness ¢4 increases the compliance

of the region;
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o There is an interlocking effect whereby the increase in compliance plateaus once h

exceeds 0.75 mm;

o Increasing h and t, increases the strain energy in the region; that is, the amount of

energy required for the predator to deform the region;

o However, increasing h and t; also increases the maximum strain energy density, and

hence the likelihood of fracture occurring;

e The maximum strain energy density increases dramatically for A > 1.25 mm which

suggests an upper limit on the length on the bony protrusions.

Hence, the mechanical behaviour of the suture region can be tailored significantly by

altering the suture geometry.

10.2 Dynamic suture scale simulations

Dynamic simulations of the suture region are presented in Chapter [§| There, viscoelastic
material behaviour is considered for the suture, bone, and keratin. The material parameters
are determined by fitting the material models to test data from the literature. Three loading
cases are considered to elucidate the behaviour of the suture interface in pertinent dynamic
loading scenarios it may incur: locomotion, predator attack and stress wave transfer. Ad-
ditionally, a parametric study is conducted to elucidate the structure-function relationship
of the interface. In particular, the effect of suture thickness t; and protrusion height A is

investigated.

10.2.1 Locomotion

It is expected that the shell restricts the turtle’s ability to locomote and breathe. It is
hypothesised in the literature that the presence of sutures increases the compliance of the
shell to allow the turtle to locomote with greater ease [9]. These simulations provide a basis
to confirm or reject this hypothesis, in addition to supplying other insights. The simulations

yield the following insights:

o The viscous effects of material behaviour are negligible in comparison to the elastic

effects, suggesting that the viscous effects do not inhibit the turtle from locomoting;

e The deformation is orders of magnitude smaller than the displacement of a turtle’s

limbs during locomotion. This suggests that the shell may be considered rigid even
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with the inclusion of soft sutures. This contradicts the hypothesis presented in [9)
which suggests that the function of the sutures is to allow the turtle to locomote with

greater ease;

o The compliance of the suture region can be tailored by changing the suture thickness
ts and bony protrusion height h. As with the quasistatic simulations, an increase in t,

and h corresponds to an increase in compliance.

Hence, the shell may be considered rigid in the case of locomotion irrespective of the

inclusion of sutures.

10.2.2 Predator attack

A key function of the shell is to protect the turtle from predator attacks, and so the behaviour
of the suture region during these attacks is of interest. Simulations of a predator attack yield

the following insights:

o As with the quasistatic simulations, an increase in compliance is observed with an

increase in h and t;

o An interlocking effect is also observed where the increase in compliance plateaus for
sufficiently large protrusion heights. This interlocking effect is not observed in the
locomotion simulations. It is hypothesised that the interlocking effect requires suffi-
ciently large deformations to become apparent. These large deformations occur during

predator attacks but not locomotion;

o The viscous effects significantly contribute to the protection of the turtle, as the non-
equilibrium energy is approximately 10 times greater than the long time-scale strain

energy.

10.2.3 Stress wave transfer

In the stress wave transfer simulations, two types of waves are considered: direct and shear
stress waves. The degree to which the stress waves propagate through the suture interface
is quantified using a metric termed the ‘transmission ratio’; defined as the maximum strain

energy in the right bone divided by the maximum strain energy in the left bone; that is,

max vdf)
rp= ——0R (10.1)
max wdf)

Qr,
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Hence, the transfer ratio is bounded from below by 0 (corresponding to the entirety of the
wave being reflected by the suture) and from above by 1 (corresponding to the wave passing

through the suture unperturbed). The simulation results provide the following insights:

e The transfer ratio is lower for shear stress waves than for direct stress waves. Values of
approximately 0.05-0.31 are observed for shear stress waves in comparison to 0.50-0.75

for direct stress waves;

o The proportion of the wave that is transmitted decreases in a linear fashion in relation

to suture thickness for both shear and direct stress waves;

o For direct stress waves the transfer ratio has a parabolic-like response to protrusion

height h with a minimum at approximately 0.3 mm;

o For shear stress waves the transfer ratio increases linearly with protrusion height h.

10.3 Multiscale simulations

A multiscale modelling approach is used to determine the effect that a network of sutures
has on the mechanical behaviour of the carapace. The multiscale approach is required, as
the length scale of the sutures is far smaller than that of the carapace. Hence, an excessively
fine mesh would be required if a single-scale approach is used. To this end, two separate
geometric models are required: a microscale representative volume element (RVE) of the
suture interface and a macroscale geometric model of the carapace which contains regions
of cancellous bone, cortical bone and suture interface. The RVE is then used to define the
constitutive behaviour of the suture interface region in the carapace.

A non-concurrent multiscale approach is developed to circumvent the large computa-
tional expense associated with concurrent multiscale modelling for nonlinear problems. The
approach is similar to other surrogate modelling approaches presented in the literature,
whereby a flexible constitutive (surrogate) model is fitted to data obtained from the RVE
via several test simulations. Then, the fitted surrogate model is used in place of the RVE
during the macroscale simulation. However, the approach used here differs from those found
in the literature in that the surrogate model is constrained to have a polyconvex strain en-
ergy function. This ensures numerical stability in the macroscale simulation, in contrast to
other surrogate modelling approaches.

With these tools in hand, several test simulations are applied to the RVE to elucidate the
mechanical behaviour of the suture interface. The results of the test simulations are used

to fit a surrogate model, which is in turn used in macroscale simulations. The macroscale
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simulations are used to elucidate the effect of a network of sutures on the behaviour of
the carapace during locomotion and predator attacks. Moreover, the investigations are
carried out as a parametric study, varying the bony protrusion height and suture thickness
to elucidate the structure—function relationship of suture networks. Hence, the RVE test

simulations are applied to several RVEs and a surrogate model is fitted to each of them.

10.3.1 RVE test simulations

To obtain data of the RVEs’ behaviour, three loading paths are applied to each RVE:
« Uniaxial loading as described in Section [4.4.1] in each direction;
o Shear loading as described in Section [4.4.4] applied in each shear direction;
« Pressure loading as described in Section [4.4.3]

Furthermore, to determine the viscous behaviour of each RVE, each loading path is applied
several times at different loading rates.

In addition to fitting the surrogate model, the data can be used to draw conclusions on
the mechanical behaviour of the suture interface by analysing the data for a single RVE.

Using a RVE with protrusion height A~ = 0.6 mm and suture thickness ¢, = 0.25 mm (results
in Figures|9.8H9.10)), the following conclusions are made:

o The quasistatic behaviour is clearly transversely isotropic. This is best illustrated
by the uniaxial loading tests which show that the RVE is approximately 64% stiffer
in the first direction, that is, the direction of the bony protrusion, than the second.
Additionally, the difference between the stiffness in the second and third directions is

approximately 2%;

o The viscous behaviour is also transversely isotropic. Using the uniaxial loading tests
for illustration again, the increase in stiffness from quasistatic loading to the largest
loading rate for the first direction is about 320% whereas the increase in stiffness for
the second and third directions is about 183%;

o The anisotropy of the viscous behaviour is not well captured by the surrogate model.
This results in a discrepancy between the data and surrogate model for the largest
loading rate in the first direction of about 56% (uniaxial loading). However, this is the
only loading path where large errors are found — for all other loading paths the relative

error is below 4.5%:
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o The viscous material behaviour is insignificant during pressure loading. This is unsur-

prising as the deformation experienced during pressure loading is mostly volumetric,
and the viscous stress is governed by isochoric deformation, which is small in compar-

ison.

10.3.2 Macroscale locomotion

With the fitted surrogate models in hand, macroscale simulations of the shell’s behaviour are

conducted. Breathing and locomotion are simulated first by dynamically applying a pressure

load to the internal surface of the shell. The effect of sutures is elucidated by comparing a

simulation with sutures (protrusion height A = 0.6 mm and suture thickness ¢, = 0.25 mm)

to one without. The following conclusions are made:

o Sutures dramatically increase the compliance of the shell. As a result, the maximum

displacement experienced in a shell with sutures is six orders of magnitude greater than

one without;

Sutures also increase the significance of the viscous behaviour of the shell. This
is evident from comparison between the long time-scale strain energy and the non-
equilibrium energy. For a shell with sutures the strain energy is 2.3 times greater than
the non-equilibrium energy, whereas the equivalent ratio for a shell without sutures is
1.6 x 106;

Although the sutures increase the compliance of the shell, the displacement is still
small (less than a micrometer) in comparison to the motion of the internal organs of
the turtle during locomotion and breathing (several millimetres). Hence, the shell may
be considered rigid in the case of locomotion. This contradicts a hypothesis presented
in the literature that the function of sutures is to reduce the constriction caused by

the shell during locomotion [9].

In addition to elucidating the effect of sutures, the structure-function relationship is

investigated by repeating the breathing and locomotion simulations for various suture ge-

ometries. In this regard, the following conclusions are drawn:

e The maximum displacement, strain energy, and non-equilibrium energy have an un-

dulating response to a change in protrusion height and suture thickness that does not

reveal a clear pattern or trend. It is unclear why this is the case;
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o The behaviour of the shell is significantly tailorable by altering the small-scale geometry
of the sutures. This is evident as the variations in maximum displacement, strain

energy, and non-equilibrium energy are 32%, 56%, and 150%, respectively.

10.3.3 Macroscale predator attack

A predator attack is simulated by applying a concentrated force to the shell. Additionally, a
point mass with an initial velocity is tied to the node where the concentrated force is applied.
This is intended to capture the mass of the predator’s body and the initial velocity with
which the predator makes contact with the shell. Again, the effect of sutures is elucidated
by comparing the results of a shell with sutures to one without. The following conclusions

are drawn:

o The predator attack simulations corroborate the conclusion that sutures dramatically
increase the compliance of the shell as the maximum displacement is 253 times greater

for a shell that contains sutures than one that does not;

o Although the sutures increase the compliance of the shell, the maximum displacement
experienced during the attack is 0.837mm — less than a millimetre. This is far less
than the displacements the vital organs would experience during everyday function-
ing. Hence, the shell still provides the requisite protection even with the increased

compliance due to the sutures;

o The maximum strain energy density, a key indicator for material failure, is 31 times
larger in a shell without sutures, than one with sutures. Hence, although a shell
without sutures is stiffer, it is far more likely to experience material failure than one

with sutures, making it less resilient to attacks;

o Again, it is evident that the inclusion of sutures increases the ratio of non-equilibrium
energy to strain energy. In the case of a predator attack, this increase is from 1.02 for a
shell without sutures to 1.44 for a shell with sutures. This increase in non-equilibrium

energy serves to further protect the shell and dissipate energy from the attack.

The structure—function relationship is also investigated by repeating the predator attack
simulations for various suture geometries. The investigations yield similar conclusions to

those obtained from the breathing and locomotion simulations:

o The strain energy, maximum strain energy density, and non-equilibrium energy have
an undulating response to a change in protrusion height and suture thickness that does

not reveal a clear pattern or trend;
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o The magnitude of displacement increases with protrusion height and suture thickness.
This corroborates the conclusion drawn from the suture scale simulations that an
increase in suture volume increases the compliance of the suture region and hence the

shell as a whole.

10.4 Limitation of constitutive data

For completeness, a significant limitation of the current work is discussed here. There is the
lack of stress-strain data for the soft collagenous tissue of which sutures are comprised in
the literature. As a result, the material model for the suture is fitted to data from another
soft collagenous tissue which is scaled to have the same Young’s modulus of the suture as
determined by nano-indentation tests. Although this is the best one can do with the data
at hand, one cannot be sure that the resulting stress-strain curve is a good representation
of the suture material.

Despite this limitation, the computational models in this thesis have replicated the results
of a physical three point bending test on a beam specimen extracted from a turtle shell that
contains a suture, as presented in Chapter 7. Additionally, the multiscale modelling results

presented in Chapter 9 are comparable to physical experiments on goat craniums [123].

10.5 Recommendations for further work

There are several ways in which this work can be extended. These are outlined here.

This work can benefit from physical experiments on test samples from turtle shells that
provide accurate constitutive data for the suture. Alternatively, one could adopt different
scaling strategies to the one used in this work and investigate how these influence the results.
For instance, instead of using a constant scale factor, one could use a scale factor that varies
linearly from Kgeae to 1 between A = 1 and A = Aqnq, where Aenq is the maximum stretch in
the data. Physical experiments could also be conducted to verify the simulations at the shell
level. There currently exists 3D-printers that are able to print both hard and soft materials
that are intended to replicate bone and soft biological tissue, respectively [124]. Such a
printer could be used to create a synthetic shell with sutures in it. Mechanical tests could
then be applied to the synthetic shell and Digital Image Correlation (DIC) [125] could be
used to reconstruct a displacement, and hence, strain field. These results could be used to
verify the modelling approach presented here. Additionally, such a 3D-printer could be used

to construct prototypes of protective clothing that incorporates sutures.
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This work investigated the behaviour of turtle shells under predator attacks prior to
failure. It may also be interesting to model the effect that sutures have on the shell during
failure. This may require extending the material models used here to include damage or
plasticity. One could also model crack propagation through the shell.

The effect of different choices for boundary conditions can also be investigated further.
For example, the placement of the predator attack for the simulations in Chapter 7 can
be varied, and, in Chapter 8, the rigid sphere representing the tooth of a predator can be
replaced with an elastic sphere.

Further work can also be done on the surrogate modelling approach presented here. The
presented approach requires one to run several RVE simulations and then perform training
of the surrogate model prior to running the macroscale simulation. Such an approach is
referred to as an offline approach, since all RVE simulations occur independently of the
macroscale simulation. It may be preferable to adopt an online—offline training approach
instead. In such an approach, a small number of integration points in the macroscale model
could be used to define the deformation gradients that are applied to the RVE concurrently
with the macroscale simulation. Then, a surrogate model is trained using the resulting data.
This surrogate model is then used as the constitutive model for the remaining integration
points. This approach has an advantage in that the deformations applied to the RVE are
guaranteed to be similar to those experienced during the macroscale simulation, since they
are sampled directly from the macroscale simulation. Additionally, such an approach would
not require the user to manually run test simulations on the RVE prior to the macroscale
simulation.

Work can also be done to verify how well the surrogate model presented in this thesis can
replicate a wider range of RVEs. One might do this by constructing several RVEs, running
test simulations on them, and determining the error between the trained surrogate model
and the data similarly to that in [101].
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Appendix A

Mathematical preliminaries and

conventions

The necessary mathematical preliminaries for the development of a continuum mechanics
framework are presented here. For a more detailed presentation of these mathematical tools
see [126].

A.1 Notation for vectors and tensors

Vectors are written in lower-case boldface letters, for example

v, (A1)

with the exception of X which denotes position in the reference configuration (see section
3.2.1). The components of vectors exclude the boldface and include the index in the subscript,
for example

Yi - (A.2)

Basis vectors in particular are denoted by e. A vector may then be written in terms of its

components with respect to a prescribed basis as
Y = vyiei, (A.3)

where the Einstein summation convention for repeated indices has been adopted. An or-
thonormal basis is used throughout this work, typically in three dimensions.
Second order tensors, denoted by bold capital letters, describe a linear map between two

vectors, for example

a = Bec. (A.4)
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The components of second order tensors are denoted by omitting the boldface and including
the indices in the subscript. For example, the indicial notation equivalent of equation
is given by

a; = Bj;c; . (A.5)

The tensor product ® of two vectors a and b creates a tensor that, when operating on a

third vector ¢, follows the rule
[a®blc=alb- | . (A.6)

It follows that the components of the tensor A = a ® b are A;; = a;b;. This allows one to

create a basis for tensors using the tensor product of the basis vectors, for example
A= Aijei & €;. (A?)

The identity tensor I maps a vector to itself and its components are given by the Kro-
necker delta d;;. This is defined as

L i=y,

0 ©# 7.
Fourth order tensors describe a linear map between two second order tensors. They are
denoted by blackboard bold and their components are denoted by including their index in

the subscript. For example,

A=CB (A.9)

is equivalent to
Aij = CijriBp - (A.10)

Similarly to second order tensors, a basis for fourth order tensors can be constructed by

utilising the tensor product, for example
C= Cijklei & €; XK e ®e;. (All)
The permutation symbol, €, is special third order tensor defined in index notation by

+1 i (4,5, k) = (1,2,3), (3,1,2),(2,3,1),
€k =49 —1 if (4,5, k) =(3,2,1), (1,3,2),(2,1,3), (A.12)
0 ife=ygj=ki=k.

Note that this is the only third order tensor that is used in this work.
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A.2 Some linear algebra operations

The dot product of two vectors, a and b, is defined as
a-b=ab. (A.13)
The inner product between two tensors is defined as
A:B=A;B;. (A.14)
The trace of a second order tensor is defined as
trA=A;. (A.15)
The Euclidean norm is defined for vectors as

lal| = va-a, (A.16)

and second order tensors as

A]|=VA: A. (A.17)

The determinant of a 3 x 3 tensor is defined by
det A = AliAQjA3k;€ijk . (Alg)

Note that the dot product, inner product, trace, Euclidean norm and determinant are in-
variant to the choice of basis.

The cross product between two vectors is defined as
axb= aibjel-jkek . (Alg)
The symmetric tensor product is defined between two symmetric matrices as

1
—[ABji+ AjxBile, ®e; @ e, @ e . (A.20)

A ® B = [A”el X ej] ® [Bklek X el] = 5

A.3 Tensor calculus

Differentiation with respect to a vector b is defined for scalars as

da Oa
= = 8761-8“ (A.21)

and vectors as

da 8ai
ab oS 22




A.3. Tensor calculus 195

Differentiation with respect to tensors is defined for scalars as

oa da
9B~ 0B, 42
and tensors as 94 94
= e e, : A.24
5B aBkleZ@)e]@ek@el ( )
The chain rule for vectors implies
da(b(c))  Oa; Oby, ~ Ja db
dc by, Oc; COC = b 0e (A.25)
and for tensors it implies
0A(B(C)) 0A;; 0By 0A 0B
= J ei®ej®ek®el:a—B:%. (A.26)

oC 0B, 00Kk

Partial derivatives with respect to time are denoted by e, which is also referred to as the
material time derivative. The partial derivative of a tensor and vector with respect to time

in a Cartesian basis are given, respectively, by

The derivative of a vector with respect to position X is defined as

ov
Gradv = aiX . (A28)

The divergence of a vector and tensor in Cartesian coordinates are given, respectively, by

. A
Divazg)agi, DiVAZZXZ

e;. (A.29)

Green’s theorem states that for a region Qg C R? which is bounded by the surface I'y the
following holds:

22040, = / Ainidly — [ 224,40, A.30
/QU v 8Xj 0 F() v ]nj 0 QU aX] J 0 ( )
where n is the outward facing unit normal to the surface I'y and X € R? denotes position.
Note that this can be written equivalently as

w-DivAdQy= | w-Andl'y— [ Grad (w): AdQ. (A.31)

Qo To Qo



Appendix B

Constitutive models

B.1 Schroder-Neff strain energy functions second deriva-

tives

The second derivatives of the Schroder-Neff strain energy functions (see equation (4.92))

with respect to the invariants are as follows:

OV Z Brgii® (—LhLi+ L+ 1) Brgi (Ll + L+ I5)’
oLoL, - (=L 0y + I + I5)? (—IIyi+ I + I5)?
Brai® (~LIg+ L+ 1) Brmi (Ll + L+ 1) | Likgid® kg
(—]1—76+[2+I7)2 (=LIs+ L+ I;)? I3 I
o\ Z”: Likyi? (~LIs+ L+ I5)  Likgui (=L + I + I5)’
oL0I, ( LI+ L+ 1) (—LL+ L+ I5)?
Ikt (=Ils + Iy + I7)' AL (—LIg+ L+ 1)
(—LIg+ I, + I;)? (~LIg+ L, +1;)*
W
onon,
O*v Z I 14K 5) i? (- [1I4+]2+]5) [1I4f€(5)ii(—11]4+]2 +I5)i
OLOL, ( 11[4 + 1+ 15) (=L I+ I + I5)?

K(5)il (=L, + L+ ]5)
LI+ I, + Iy
82\11 n ]4/1(5 ( ]1]4 + [2 -+ I5)Z + ]4/1(5)i’i (—]114 + IQ + ]5)Z

Y

611815 N i ( 11]4+]2+I5) (_Ill4+]2+15)2 ’
02\11 . n 11[65(7)1'1 <_[1I6 + 12 + ]7)Z _ [1[6/i(7)2'i <_IIIG + ]2 + [7)Z
811816 B (—11]6+]2+I7)2 <_III6+]2+I7)2

:‘i(7)i’i (_[116 + [2 + [7)Z
—LIg+ 1L+ I

)
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82\11 _ i IGK/(’? ( IIIG + .[2 + 17)1 + I@‘i(ﬂﬂ (_IIIG + IQ + I7)Z
0601y 1116 + L+ ;) (—hls+L+1I;)°
Pv Z LI+ L+15) ki (—hl+ L+ I5)’
812812 i _[1]4+IQ —|—]5) (—]1]4+[2 +I5)2
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0*w
= ()7
01,013
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82\11 _ Xn: _]1/{(7)1'2.2 (—]1]6 + [2 —|— 17)1 ]1/%(7)” (_11[6 —|— Ig —|— ]7)Z
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o 2”: Keyit® (=1l + I + Ir)’ kit (=hls+ L+ L)
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OLOI; 4 2 ’
P e )
fii (<14 #) (1= %) (B=2+4) 2m 26 (i -2+ 1)
+ > + =0 ; <
-2+ 1) I CEERTY
0?w
= ()7
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Appendix C

Quasistatic simulations

C.1 Implementation

C.1.1 Geometry generation

The generation of the geometry is automated using the ABAQUS Python application pro-
gramming interface (API). A swept cut is used to remove the suture region from a blank,
displayed in Figure [C.1], leaving the left and right bone parts. The section for the swept cut,
displayed as the region contained by the red curves in Figure [C.1] is generated by defining

the function )
y=f(z)= §sin (27TZJ> : (C.1)
where A and w are the length and width of the protrusions, respectively. The left and right

red curves are then generated via a transformation of the middle curve, f(z), using the

functions
T om x
0 = E + Z COS (27Tw> s (02)
ts .
Y=y+ n+ sin (0) (C.3)
and .
X=x- ngsign(cos(é’))] cos(0)|*. (C4)

Here, 6 is the angle between the normal to the middle curve and the z-axis in radians, X and
Y are the x and y positions respectively of the points on the red curves, t, is the thickness of
the suture, a controls the ‘pointiness’ of the protrusions and n is set to —1 for the left curve
and +1 for the right curve. This section is then swept along a sinusoidal path extending
perpendicularly to the front face. The length, thickness and depth of the region of shell are

parametrized in the variables [,., ¢, and d,, respectively.
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L,
- > ) J
A 'S
Ly
w
Y
TN —
D S >
h

Figure C.1: Model geometry. [, t, and d, are the length, thickness and depth respectively of the section of
shell to be modelled, ¢ is the thickness of the suture and w and h are the width and height respectively of the
bony protrusions. Geometric parameters not illustrated here include the thickness of the collagenous skin %,
and keratinous layer t;; see Figure for interpretation. The suture geometry is generated by sweeping the
region defined by the red curves along a sinusoidal path in the direction of d,.. The red curves are generated
by translating the points on f(z), defined in equation , perpendicularly to the curve, that is, in the
direction of 6, as defined in equation (C.2).

The resulting bone parts are used with the cut feature to cut the suture region out of

a second blank. The left bone, suture, and right bone parts are shown in Figure The

Figure C.2: Display of the model geometry: left bone part (left), suture (centre) and right bone part (right).

keratin and skin layers, having thicknesses of ¢, and ¢, respectively, are modelled as thin since
they are approximately 100 times thinner than the bone [30]. Hence, they are generated by
copying the top face of the model, as shown in Figure
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Figure C.3: Merged model geometry including the skin (red) and keratin (brown) layers. The thicknesses
of the skin and keratin layers are parametrized in t. and ti, respectively. The layers are displayed with an
offset here for visual illustration. However, they are modelled as being coincident with the top face of the

model.

C.1.2 Meshing

The merged part shown in Figure is meshed with tetrahedra to generate the base mesh.
The bone regions use a piecewise quadratic displacement (P2) approximation, whereas the
suture region uses a mixed piecewise quadratic displacement and constant pressure (P2-P0)
approximation which is stable for incompressibility.

Shell-type element meshes are generated to model the skin and keratin layers by copying
the element faces of the top surface of the base mesh. The skin is modelled using mem-
brane elements, having only displacement degrees of freedom, as it is not expected to have
significant shear or bending stiffness. A piecewise quadratic approximation is used. On the
other hand, the keratin layer is modelled using shell elements having two rotational degrees
of freedom per node in addition to displacement degrees of freedom. A piecewise quadratic
approximation is used for the displacement and rotational degrees of freedom. The nodes
between the skin layer, keratin layer and top surface of the base mesh are shared. Hence, the
only additional degrees of freedom that the shell meshes add to the problem are rotational

degrees of freedom due to the keratin layer; tie restraints are not required.

C.1.3 Keratin material model stability

Pointwise strict convexity of the material strain energy is a sufficient condition for stability
of small strain material models [127]. This is equivalent to the positive definiteness of the

elasticity tensor, which is equivalent to the positive definiteness of the compliance tensor.
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Hence, the stability of the material model for the chosen material parameters can be verified
by determining that the eigenvalues of the compliance tensor are positive. If the Poison’s

ratio and shear modulus are equal in all directions, then the eigenvalues are given by

v+1 1
V1 = Eta UQ_;u (05)
Eylv —1] = B+ /EPlv — 12 + 2B B v — 1] + E[802 + 1] -
Vg = — , .
’ 2E,E,
Elv—-11—-E, —\/E?v - 12 +2E,E,[lv — 1] + E?[8v? + 1
oy BN BBl P BB N B2 Y

2E F;
Note that the second eigenvalue has a multiplicity of 3. Substitution of the chosen values
for E;, F; and v yields

vy =2GPa™! >0, vy =2.16GPa™! >0, (C.8)

v3=037GPa' >0, v, =125GPa!>0. (C.9)

Hence, the material model is stable.

C.1.4 Suture fibre direction

The collagenous fibres in sutures tend to align themselves so that they are loaded in tension
[51,19]. To determine the direction that this would correspond to, the system illustrated in
Figure is used. First, a setup simulation with the same boundary conditions and mesh
is run prior to each simulation using x = 1/3, thus forcing the tissue to behave isotropically.
In the setup simulation, the eigenvectors IN; and N3 corresponding to the maximum and
minimum eigenvalues respectively of the right Cauchy-Green tensor are determined and saved
in the setup output database (ODB) at each integration point. A Python script then uses
the data from the setup simulation and a template to write the ORIENT subroutine for the
subsequent simulation defining the fibre direction at each integration point (NPT) in each

element (NOEL). The fibre direction within the suture is defined using the equation
ao(X) = Ni(X)cosa+ N3(X)sina, (C.10)

where « is the angle between the fibre direction and the first eigenvector in the plane which

contains both the first and third eigenvectors.
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Figure C.4: System used to define fibre directions. A setup simulation is used to determine what the direction

of the maximum IN; and minimum N3 principal stretches will be in the suture. A Python script then uses
this data to define the fibre directions in the subsequent simulation.

C.1.5 Spring boundary conditions

For the spring boundary conditions to be physically realistic, the spring stiffness at each
node should be dependent on the volume of external material responsible for constraining
that node. Hence, the stiffness of each spring should decrease with an increase in mesh
density. This is achieved by idealising the external material as a collection of cylindrical
beam elements, each attached to a boundary node, as shown in Figure The radius, r,

of each beam element is approximated by

r :7%1, (C.11)

where d is the distance from the node to which the beam is connected, to its nearest boundary
neighbour, and 7 is a packing factor; in this work v = 3/2 is used. The length of the beams, L,
represents the distance from the bounding surface at which the displacement is insignificant.
This value is estimated by using simulations of the mechanical behaviour of the carapace
given in , Figure (b) giving values of 14 mm for surfaces with normals in the lateral
direction and 43 mm for surfaces with normals in the anterior direction. These geometric
values are used to apply spring boundary conditions with representative stiffnesses in the
direct, k4, and transverse, k;, directions using the beam stiffness equations
mr?E
L

kg = (C.12)
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Figure C.5: Hlustration of dimensions for beam element approximating external material behaviour. Here d is
the distance from the node to which the spring boundary condition is being applied and its closest neighbour,
v is a packing factor and r is the radius of the beam element intended to approximate the behaviour of the

external material.

and
_ 3rErt

L3
where E is the Young’s modulus of the beam material. This was applied in ABAQUS by
utilising its Python API.

ke

(C.13)

C.2 Validation

C.2.1 Validity of spring boundary conditions

The models used in section [7.3 and [7.4] model only a small region of the shell and use spring
boundary conditions to approximate the behaviour of the rest of the shell. To determine
whether this is a suitable approach, a simulation is conducted to determine the approximate
behaviour of the shell as a whole, as illustrated in Figure The model makes use of
symmetry and takes the cortical-cancellous-cortical sandwich nature of the shell into account.
The dense cortical and spongy cancellous bone regions are modelled as linear elastic and are
assigned Young’s moduli of 12 GPa and 1GPa, respectively. Both regions are assigned a
Poisson’s ratio of 0.25. The left surface, bottom surface and back surface are assigned
boundary conditions of u; = 0mm, us = Omm and uz = 0 mm, respectively. Additionally,
a force F, with a magnitude of 295N is applied to represent one sixth of the bite force of a
lion |121] (assuming there are six pairs of teeth in contact during a bite) as shown in Figure
C.6

The high stress region in the resulting stress distribution is focused within 2 mm of the
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Back surface
Left surface

Figure C.6: Illustration of the model used to investigate the approximate response of the shell as a whole.
The dimensions for the model are taken from the turtle skeleton shown in Figure 2.1 Hence, 7 = 40 mm,
R = 80mm, t; = 1mm, t; = 1mm. Additionally, boundary conditions of u; = Omm, us = Omm and
ug = O0mm are prescribed to the left surface, bottom surface and back surface, respectively. Furthermore,
a concentrated force of Fj is applied to represent the force from a predator’s tooth. The magnitude of the
force is set to 295N as one sixth of the bite force of a lion (assuming there are six pairs of teeth in
contact during a bite).

region of loading as shown in Figure(a). Hence, modelling only a small region of the shell
to determine the local behaviour in detail is deemed appropriate. Additionally, a reaction
force approximately 280 N of the simulations in section and was observed when the
displacement was equal to —0.15 mm. As the vertical displacement at the point of loading is
—0.16 mm for an applied force of 205N, Figure [C.7|(b), it is clear that the spring boundary

conditions approximated the behaviour of the rest of the shell adequately.
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Figure C.7: Contour plots of (a) von Mises stress and (b) vertical displacement. The high-stress region, that
is the region of interest, is incredibly small. Hence, it is reasonable to use a detailed model to investigate the
behaviour in that region. The vertical displacement becomes negligible at 43 mm from the concentrated load
in the anterior direction and 14 mm in the lateral direction. Hence, these values were used for calculation of
the stiffness of the spring boundary conditions as outlined in The reaction force for the simulations
in sections and was approximately 280 N when the displacement was equal to —0.15mm. Hence, it

is clear that the spring boundary conditions approximated the behaviour of the rest of the shell adequately.
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Dynamic simulations

D.1 DMaterial test load cases analytical solutions

D.1.1 Biaxial loading of an incompressible viscohyperelastic ma-
terial

For a judicious choice of basis, the deformation gradient and stress of an incompressible

material during a particular class of biaxial loading is of the form
F=Diag[\ 1 A\'|, o=Diagloy on 0. (D.1)
Hence, the right Cauchy-Green matrix and its inverse are given, respectively, by
C=Diag[\> 1 X7, C'=Diag[x? 1 X|. (D.2)
Given that the second Piola-Kirchhoff stress of a viscoelastic material is of the form

S—S+8%, S§=8°+8, S%—JC, (D.3)

vol —

and C' is known, the undetermined pressure is given by

_ B 1

Ss3 = Ss3 + pCay' =0, =p= —FS?,?, : (D.4)

33

Hence, the non-zero terms in the second Piola-Kirchhoff stress can be determined purely in
terms of the isochoric stress and C),

_ c-1_ _ Cl_
S = S — =5 Ss3, Sog = Spg — —22-Ss3. (D.5)
Cs3 Cs3
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If the viscoelastic model outlined in Section [4.3.2] is used then the isochoric stress is of the

form

S =8> —i—Niﬁa/Otexp (—t; S) S§%ds — /Ot [1 —l—%ﬂaexp (—t_ S)} S’mds, (D.6)

o TO[

and so only the rate of the long time-scale isochoric stress need be found. Note that to deter-
mine a closed form solution one would need to perform the required integration. However,
the integrand is different for each model for the long time-scale isochoric stress. Furthermore,
solving the integration is likely intractable in most cases. Hence, the integration is evaluated
numerically by partitioning the time domain and applying Gaussian quadrature over each

subdomain.

Holzapfel-Gasser-Ogden model

Finally to determine the analytical solution for this loading under the Holzapfel-Gasser-
Ogden (HGO) model, one requires the isochoric stress rate for the model. Given that the
second Piola-Kirchhoff stress for the HGO model is

] 1 2 1 1
§% — 2723 <I _ 3110—1>+2J—2/3k1Eek2E {ﬁ (I - 311(1—1) +(1-3r) (a0 ® ag — 3140—1)] ,
(D.7)

the isochoric stress rate is given by
. 2 . . 2 . . . .
§* =30 (he™'+ne™) - gklEe’”Ez 5 (LC™ + 1C™) + (1= 3r)(LC™ + L,CTY)]

. . ! 1
2k (BE? 4 oky B2 EeR2P?) {/{ <I _ 3110—1> + (1 - 38)(ao® ao — 314(:—1)} .
(D.8)

D.1.2 Uniaxial loading of an isotropic linear compressible vis-

coelastic material

The strain and stress for uniaxial loading of a isotropic compressible linear elastic material
is of the form
g = Dlag [511 £99 522] s o — Dlag [0'11 0 0] . (Dg)

Moreover, the stress can be decomposed into a volumetric component oo, and an isochoric

oo

component & which can be further decomposed into a long time-scale > and viscoelastic

o' component,

= 00 = ~ 00 —v —v Al ! —[t—S] =00
oc=0+0,y, oc=0"+0o", o :Z@a/ exp| ———|@o ds.  (D.10)
a=1 0 «
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The long time-scale (time independent) response o> can also be decomposed into a shear

o> and a volumetric o, component,

vol —

2
oo = [/\ + 3u] tr(epor) I, o> =0 —o, =2uE,

(D.11)
1 _
svol:§tr(s)1, € =€ — Eyol -
Hence, the following relations for the stress can be determined:
t Nyn - [t - S] . 2
o= 2,u/ 14+ Baexp|—— || eds+ [)x + SM] tr (epor) I, (D.12)
0 = T

t N — [t =
o = 4:/0 [1 +D Baexp (W)] [E11 — €x0] ds + P\ + gﬂ} [En+ 260, (D13)

022 = 2; /Ot [1 + %;Ba exp (Mﬂ [E22 — €11]ds + P\ + iﬂ} [E11 4+ 2e22] = 0. (D.14)

Ta

An equation relating the known independent variables €11, €11 and t to the dependent variable
011 is required. This is provided by equation (D.13)). However, it contains the unknown
variable of €55 (and its time derivative). Equation implicitly defines £95. However,
finding its closed form solution is intractable. One possible approach is to assume €99 is
constant. From equation one can then obtain

) 2N Bata [1 — exp (—t/7a)] — Mt

€g9 = Ve, V.= .
%N Eévrn BaTa [1 — exp (—t/7a)] + T [A + 24

(D.15)

However, this result clearly contradicts the assumption that €95 is constant. Although,
equation ([D.15)) does approximately hold for certain combinations of material parameters
(details omitted). In order to determine a more robust method of determining €99 one resorts

to a numerical approach. The time domain is partitioned,
O=ty<ti1 <..<tp<tp1=t, (D.16)

and the following definitions are made:

1
Atn+1 = tn+1 — tn, tn+0.5 = 5 [tn+1 + tn] . (Dl?)
Then, using a midpoint integration rule, that is
tnt1 tnt1
[ r@as = [T fltnos)ds. (D.18)
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and equation (D.14]) gives

n+1 2[1'
U§2+):§

N,
els ™+ 3 [Baexp (—At/27,) [557 — elf)| + exp (—At/7) b

- [t 3 Bara L — exp <—t/m>]] ] (D-19)
T {A T 2“} [téu + 2553“)} .

Here, hg”) is a history term for each Maxwell branch determined at the current time increment
(n+1) from

B = By exp (~At/27,) [£57) — )] + exp (<At/m) B KO =0, (D20)

« « «

Equation (D.19) can be used to determine gégﬂ) by applying a numerical root finding proce-
dure, such as the Newton-Raphson method. The history terms at the current time increment

(to be used in the proceeding time increment) can be then be determined using equation

(D.20)) and o1 is given by

n+1 4,“
U£1+):?

lt + %Bam [1 —exp (—t/Ta)]] é1q — [éégﬂ) i sz hén+1)‘| ]
- “ (D.21)

2 n
+ [/\ + 3“] [ten +2e5577] .



	Introduction
	Motivation for investigation: convergent evolution and biomimetic design 
	Convergent evolution 
	Biomimetics

	Research questions and approach 
	Objectives
	Method of investigation

	Structure of thesis 

	Review of the mechanical behaviour of turtle shells and sutures
	The structure of a turtle shell 
	Sutures
	Bone ribs
	Keratinous layer

	Review of turtle shell mechanical characterization 
	Physical experiments
	Modelling and simulations

	Modelling of suture mechanical behaviour 

	Continuum mechanics 
	Mathematical notation and conventions
	Notation for vectors and tensors
	Notation for linear algebra operations
	Tensor calculus
	Convention for parentheses

	Kinematics
	The motion 
	Deformation quantities
	Volume change
	Isochoric-volumetric decomposition
	Rate of deformation

	Stress
	Stress quantities
	Stress objectivity
	Rate form and stress tangents 

	Balance laws
	Balance of mass
	Balance of linear momentum
	Balance of angular momentum

	Thermodynamic laws
	First law of thermodynamics: balance of energy
	Second law of thermodynamics: entropy inequality principle

	Work conjugacy 

	Constitutive models
	Hyperelastic materials 
	Compressible materials 
	Incompressible materials 
	Near-incompressible materials 
	Some material models

	Linear elasticity
	Isotropy
	Transverse isotropy 

	Viscoelasticity 
	One dimensional small strain viscoelasticity
	Three-dimensional finite strain linear viscoelasticity 

	Fitting material models to data 
	Uniaxial loading 
	Biaxial loading 
	Pressure loading 
	Shear loading
	Considerations for viscoelasticity 

	Some notes on implementation

	Numerical methods 
	The finite element method for spatial discretization
	Weak form
	Discretization: finite element form

	Methods for solving quasistatic nonlinear problems
	Newton-Raphson method 

	Methods for solving nonlinear time-dependent systems of equations
	Central difference method – explicit time integration
	Newmark method – implicit time integration


	Multiscale modelling 
	Theory
	Computational homogenization
	Using Abaqus to homogenize a nonlinear RVE for finite deformations
	Computational multiscale modelling
	Non-concurrent multiscale modelling using general polyconvex strain energy functions


	Quasistatic suture scale simulations 
	Material models and parameters 
	Soft collagenous tissue
	Bone
	Keratin 

	Validation simulation: Bending test 
	Simulation setup
	Numerical bending test: Results
	Discussion

	Simulation of a predator attack 
	Simulation setup
	Results
	Discussion

	Effect of suture geometry
	Simulation setup
	Results
	Discussion

	Conclusions

	Dynamic suture scale simulations 
	Material models and parameters 
	Cortical bone 
	Keratin
	Soft collagenous tissue 

	Model geometry 
	Locomotion simulations 
	Boundary conditions
	Results
	Discussion

	Predator attack simulations 
	Boundary conditions
	Results
	Discussion

	Stress wave transmission simulations 
	Boundary conditions
	Results
	Discussion

	Conclusions 

	Multiscale simulations 
	Material models and parameters 
	Cortical bone
	Cancellous bone
	Suture

	Geometric models 
	Shell-scale
	Suture-scale 

	RVE experiments 
	Single test set
	Effect of geometry

	Macroscale simulations: breathing and locomotion 
	Comparing suture containing shell with suture excluding shell
	Effect of suture geometry
	Discussion

	Macroscale simulations: predator attack 
	Comparing suture containing shell with suture excluding shell
	Effect of suture geometry
	Discussion

	Conclusions 

	Conclusion
	Quasistatic suture scale simulations
	Validation
	Effect of sutures
	Effect of suture geometry

	Dynamic suture scale simulations
	Locomotion
	Predator attack
	Stress wave transfer

	Multiscale simulations
	RVE test simulations
	Macroscale locomotion
	Macroscale predator attack

	Limitation of constitutive data
	Recommendations for further work

	Appendices
	Mathematical preliminaries and conventions 
	Notation for vectors and tensors
	Some linear algebra operations
	Tensor calculus

	Constitutive models
	Schröder-Neff strain energy functions second derivatives 

	Quasistatic simulations
	Implementation
	Geometry generation 
	Meshing 
	Keratin material model stability 
	Suture fibre direction 
	Spring boundary conditions 

	Validation
	Validity of spring boundary conditions 


	Dynamic simulations
	Material test load cases analytical solutions
	Biaxial loading of an incompressible viscohyperelastic material 
	Uniaxial loading of an isotropic linear compressible viscoelastic material 





