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General introduction

Context

Composite materials have been used with outstanding success over several decades thanks
to their superior mechanical performance, high damage tolerance, excellent corrosion resis-
tance, and stable physical properties in the current industrial domain. Based on recent data,
the application of composites in Boeing airplanes grew from 1 percent in 1969 to 50 percent
in 2010.

However, despite using 2D laminates for a long time, their use in many structural appli-
cations has been limited by manufacturing problems and inferior mechanical properties.
Consequently, over the past 30 years, considerable attention has been given to developing
advanced polymer composites reinforced with 3D fiber architectures, called textile compos-
ites. In textile composites, on the one hand, the 3D mechanical properties are improved
thanks to the complex interlaced structure. On the other hand, textile reinforcements can be
produced in massive quantities at a reasonable cost by using modern, automated manufac-
turing techniques. Accordingly, they are attracting growing interest from both academia and
the industry.

Motivations

At the design stage of textile composites, the mechanical behavior and the effective proper-
ties of the material are generally not known precisely. Experimental tests are usually expen-
sive, and it is sometimes impossible to obtain all properties. Hence much effort goes into
developing mathematical tools to get the performance of the composites. The analytical
models can generally give quick and effective results, but these coarse approximations show
a deficiency in studying complex behavior. Therefore, numerical approaches such as Finite
Element Methods (FEM) are introduced to simulate realistic models and complex behaviors.

The conformal mesh, the most used technique in FEM, can discretize the actual shape of
the model. However, in the case of complex structures, like textile composites, interpenetra-
tion zones and non-physical voids are present between yarns. Although algorithms exist to
establish full conformal meshes for these structures, their computational cost is hefty. Con-
sequently, the voxel-based mesh is an exciting alternative to the conformal mesh as it does
not require an advanced algorithm and can be used to create the model directly from the
image.
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Based on the voxel type mesh, an alternative numerical solver called the Fast Fourier Trans-
form (FFT) based method was initially proposed by Moulinec and Suquet in 1994. It can
offer the results in good agreement with FEM voxel-based models. Compared with FEM,
the FFT method does not need to assemble the global stiffness matrix, which facilitates its
parallel implementation over high-performance computation systems, and complex math-
ematical operations can be easily transformed into simple multiplications in the Fourier
space. These characteristics make the FFT possess much higher computational efficiency
than conventional FEM for voxel-type meshes. Thus, developments have increased interest
in this method for multi-scale material modeling, including this Ph.D. thesis.

In general, the principle of this thesis is to push forward the application of the FFT method
in heterogeneous materials such as fibrous composites concerning elastic modeling and
damage modeling. This thesis will focus on the microscopic level, where the material is
composed of a matrix and fibers.

Objectives

Elastic modeling

Since the introduction of the FFT method, many improved schemes have been proposed
and compared with FEM. However, to the best of our knowledge, the performance of the
different FFT algorithms is often assessed quantitatively only concerning the macroscopic
responses. Although in nonlinear analysis, like damage analysis, the local response is es-
sential (interface response in particular), quantitative comparisons between FFT and FEM
have rarely been reported. Therefore, at first, a quantitative comparison between different
schemes of FFT and FEM is reported.

Secondly, despite all the advantages of the FFT method, it also presents several drawbacks.
Numerical artifacts in the form of spurious oscillations are among the critical issues of this
method for solving multiphase elastic problems such as numerical homogenization. For
decades, several causes of oscillations have been proposed in the literature, but their impacts
have rarely been reported. In this thesis, a deep analysis is accomplished by evaluating the
impact of each cause quantitatively.

Thirdly, due to the use of a voxel-based discretization, in heterogeneous materials, this the-
sis shows that the irregular discretization of the interface is the dominant cause of oscilla-
tion. Special treatments such as the composite voxel method or the neighbor voxel average
method are presented to deal with these oscillations. An improved composite voxel method
relying on a signed distance function is proposed to alleviate the implementation difficulty
of the composite voxel method for non-parametrized interface representations such as those
obtained from images.

Damage modeling

Failure under loading is one of the most severe problems and can lead to unpredictable
losses and casualties. There is hence a motivation to study failure in material and structural

viii



CONTENTS

engineering, including in the case of composite materials. Among damage modeling tech-
niques, the phase-field gains increased attention because it allows dropping the requirement
of re-meshing or front tracking methods to follow the evolution of discontinuities. Indeed,
the evolution of the phase-field variable completely describes the crack and the damaged re-
gions of the material by regularizing the sharp cracks as a diffusive crack band. Meanwhile,
the displacement field and crack propagation are computed simultaneously by minimizing
the total energy with a variational approach to brittle fracture.

In the phase field, the characteristic length (I.) is one of the essential parameters widely dis-
cussed in the literature. Even if it is a numerical parameter to describe the degree of crack
diffusion, many researchers regard it as a material parameter since it can hugely impact the
material mechanical behavior. In the literature, the study of [, is principally restricted to
homogeneous materials. In this thesis, a study of the impact of /, in the heterogeneous
medium is conducted. It is shown that the choice of the characteristic length for hetero-
geneous materials affects not only the macroscopic mechanical behavior but also the local
crack propagation pattern. Consequently, a length-insensitive phase-field model proposed
by Wu in 2017 is studied and implemented into an FFT solver. This implementation includes
a modification as compared to previous works to model heterogeneous materials correctly.

Outline
The structure of this thesis is as follows:

* Chapter 1: A general presentation of composite materials, analytical modeling tech-
niques, numerical modeling techniques, and meshing techniques. The Fast Fourier
Transform method is also introduced in this chapter, and the detailed mathematical
description. The final part is the presentation of some drawbacks of FFT and existing
improvements.

e Chapter 2: An introduction of different causes that lead to spurious oscillations and
the improved schemes proposed in the literature specifically to attenuate those oscil-
lations. A quantitative comparison between different FFT and FEM schemes and an
in-depth evaluation of the impact of each cause is reported.

e Chapter 3: A neighbor voxels averaging technique and an improved composite voxel
technique are presented, and the comparisons between each other and with the con-
ventional composite voxel method in terms of oscillations reduction.

* Chapter 4: Different damage modeling techniques and various phase-field models are
reviewed, along with their detailed mathematical descriptions.

e Chapter 5: The application of Miehe’s phase-field model in the FFT solver and a deep
analysis of the sensitivity to the choice of [, for fibrous materials on the micro-level are
shown as well as some issues of the method.

* Chapter 6: The implementation of Wu’s phase-field model into the FFT solver for het-
erogeneous materials is detailed and some illustrative numerical examples.
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e Chapter 7: The chapter is a general summary of this thesis and includes some sugges-
tions that should be interesting for future work.
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CHAPTER 1. INTRODUCTION OF MATERIALS AND MODELING TECHNIQUES

1.1 Chapter overview

In this chapter, first, a general introduction to composite materials and textile composites is
presented in Section 1.2, including their advantages, drawbacks as well as their hierarchical
structures to emphasize the importance of multi-scale modeling. Analytical modeling ap-
proaches are presented in Section 1.3. Numerical modeling techniques are shown in Section
1.4, as well as different meshing techniques such as the conformal mesh and the voxel-based
mesh. The Fast Fourier Transform (FFT) method is presented in section 1.5 with its advan-
tages, drawbacks, and recent improvements.

1.2 Material introduction

1.2.1 Composite materials

Using materials to make tools is a characteristic of human beings compared to other species.
From wood, stone to modern materials, studying and improving materials are the main lines
of human civilization evolution. However, commonly, each material has specific properties
that make it interesting for certain applications only. For example, concrete is cheap and
relatively light, but it can break apart easily under tension. By contrast, steel is strong but
expensive and heavy. An idea is to pour the concrete around pre-stressed metal bars to form
a cheap, relative light, and strong material. This kind of material is called composite material,
in which two or more different constituents are combined [1]. Composite materials have
been widely used in human civilization for thousands of years, like the bow in ancient China,
which is made of wood and leather in which the wood offers rigidity, and the leather offers
toughness.

In modern industrial domains (aerospace, automotive, marine, civil infrastructure, chemical
processing equipment, and sports), composite materials have been used with outstanding
success over several decades due to their superior mechanical performance, high damage
tolerance, excellent corrosion resistance, and stable physical properties [2-4]. Based on

recent data, the application of composites in Boeing airplanes grew from 1 percent in 1969
to 50 percent in 2010 [5]. From the view of reinforcement type, composites can be separated
as particle reinforced, fiber-reinforced, and structural composites. According to the fiber
architecture, structural composites can be subdivided into laminated composites and textile
composites in which the fibrous reinforcements are interlaced in multiple directions [3, 4].

However, despite using 2D laminates for a long time, their uses have been limited by manu-
facturing problems and inferior mechanical properties. Due to the requirement of dedicated
labor (manual lay-up of plies) and expensive facilities, the manufacturing of laminates can
be costly. Besides, the wide application of prepreg and fabric plies adds to the difficulty of
molding complex shapes. As a result, numbers of machined laminate parts need further pro-
cesses to build up a complex part. These manufacturing issues limit the widespread use of
laminates in the structures of airplanes [3].

To overcome the problems with the manufacturing and mechanical properties of laminates,
over the past 30 years, considerable attention has been given to the development of ad-
vanced polymer composites reinforced with 3D fiber architectures, which are called textile
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composites. They are composed of textile reinforcements combined with a binding matrix
(usually polymeric), and the term "textile" is used to describe an interlaced structure con-
sisting of yarns.

In textile composites, on the one hand, the 3D mechanical properties are improved thanks
to the complex interlaced structures. On the other hand, textile reinforcements can be pro-
duced in massive quantities at a reasonable cost by using modern, automated manufac-
turing techniques. That makes textile composites at the center of the cost and performance
spectra, offering significant opportunities for new applications of polymer composites. Thus,
they are attracting growing interest from both the academic domain and industry [6].

Following the fabrication techniques, the textile composites can be classified into several
families, such as woven fabrics (weaving process), braided fabrics (braiding process), non-
crimp fabrics (stitching or knitting processes), and nonwovens [3, 7-9]. Among all the above
techniques, weaving is most used thanks to its high production speed and great flexibility to
produce a diverse range of 3D composites [7, 8].

1.2.2 Hierarchy of textile composite material

Fiber is the most basic material, which is usually defined as textile raw material. In the man-
ufacturing process, fibers are assembled into yarns by twisting or non-twisting techniques
and then fibrous plies and textile composite. Consequently, an important feature of tex-
tiles is their hierarchical nature, which can be distinguished into three levels and associated
scales:

e Fibers at the microscopic scale.
* Yarns at the mesoscopic scale.

 Fabrics at the macroscopic scale.

Each scale is classified by a characteristic length which can be 0.01 mm for fiber diameter,
0.5-10 mm for yarn diameter and repeating unit cells, and 1-10 m and above for textile struc-
tures. Each level is also characterized by dimensionality, where fibers and yarns are mostly
one-dimensional while fabrics are two- or three-dimensional. Comprehending this hierar-
chy is helpful to understand the structure and the mechanical behavior at each scale and
hence eases the material design as well as its optimization. [7]

At the design stage of textile composites, figuring out the mechanical properties is an essen-
tial step. Although WWEFE can provide them authentically [10], it is often on a large scale
(e.g., macroscopic scale). When meeting issues that need to be studied at a fine scale (e.g.,
local mechanical or damage fields), the experimental tests are usually expensive and some-
times even impossible. Hence the effort goes into the development of mathematical tools to
predict the performance analytically or numerically.
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1.3 Analytical modeling techniques for composites

1.3.1 Overview

Many simple yet effective analytical methods have been proposed in the literature to com-
pute the properties of heterogeneous materials. This is achieved using a multi-scale ap-
proach [11], which, for textile composites, generally consists of two homogenization steps
that are presented as follows:

 The first is at the microscale level to obtain the properties of yarns.
* The second is at the mesoscale level from yarns to the final composite properties.

They correspond to the hierarchy of textile composite introduced in Section 1.2.2.

1.3.2 Micromechanics

Homogenization at the microscale can be achieved by micromechanical models [12-15].
The most used one is the rule of mixtures, which incorporates the Voigt [16] and Reuss [17]
models and considers that the materials are arranged in parallel along the longitudinal di-
rection and series in the transversal direction. Next, the Chamis model [18, 19] considers
a square reinforcement instead of a cylindrical one hence improving the calculation of the
transverse and shear modulus while the longitudinal properties stay the same as in the rule
of mixtures. Finally, Eshelby derived analytical solutions for a set of problems involving el-
lipsoidal elastic inclusions in an infinite elastic matrix [20, 21].

However,it should be kept in mind that these solutions are often referred to as non-inter-
acting approximations and are only valid for small inclusion volume fractions. Generally,
they give dependable results only for an inclusion volume fraction V} < 0.1. In this case,
each inclusion can be assumed to be loaded by the same far-field stress o, so that the con-
tributions of each inclusion into additional strain can be treated separately [22].

Models for reinforcement volume fraction exceeding a few percent must account for the
interactions between local constituents. This is the case of the Mori-Tanaka scheme [23],
which, following the work of Eshelby, approximates the far-field stress acting on an inclu-
sion by an appropriate matrix overall stress. Besides, the self-consistent model is also under
the category of interacting models, where the stress acting on the inclusion stays the far-field
stress, but the matrix is replaced by an effective medium.

Moreover, many other micromechanical models have been proposed during the past cen-
tury, such as the Hashin and Rosen models [24], which have been improved in [25] for trans-
verse shear properties, the Halpin-Tsai model [26], and the bridging model [27, 28]. A com-
parative study can be found in [29-31].

1.3.3 Mesoscopic scale homogenization techniques

At the mesoscopic scale, the analytical modeling research in predicting mechanical prop-
erties of textile composites is encouraged and supported by the need for accurate and less

4
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complicated models that would consume less computation time as compared to numeri-
cal methods [32-34]. The availability of dependable and flexible 3D models is necessary for
research and development in advanced industries. Available analytical models for the meso-
scopic scale can be divided into the following categories: Classical Laminate Theory (CLT),
iso-strain/iso-stress models, mixed iso-strain-stress models, inclusions methods, and the
Method Of Cell (MOCQ).

For 2D woven fabrics, three basic models have been proposed successively based on the pi-
oneering work of Ishikawa and Chou [35-38] by using the CLT: the mosaic model, the undu-
lation model, and the bridging model. The idea of iso-strain/iso-stress models was initially
proposed in [39, 40] to discretize a Representative Volume Element (RVE) into asymmetrical
ideal cross-ply laminate blocks and then assemble them under parallel/series conditions.
This idea works well to predict the properties of 2D woven composites [41].

I d
St
— e
heo! /ﬁ
|-
= = dx
= —= y
1 v
Weft
N
= . 1 N
Warp —-

E
>
E

n (n-1)ar2 Resin rich
(a) (b) (c)

Figure 1.1: Schematic of three models proposed by Ishikawa and Chou [36]: (a) mosaic model, (b)
undulation model, and (c) bridging model.

To overcome some drawbacks of single iso-strain or iso-stress assemblage, researchers have
proposed mixed iso-strain-stress models, such as the parallel-series (PS) scheme [42, 43] and
the 3SHM scheme [44, 45]. The PS scheme proposes to first assemble the sub-volumes across
the loading direction under iso-strain condition (parallel) and then along the loading con-
dition under iso-stress condition (series). As for the 3SHM scheme, the technique is clearly
explained in Fig. 1.2.

The most used inclusion model is based on the Mori-Tanaka (M-T) model, where the con-
tinuous yarns are divided into sub-volumes that are considered inclusions with circular or
elliptical cross-sections. Then the sub-volumes are assembled based on their local orienta-
tions (these orientations can be approximated by statistics) [46, 47]. It is shown that the M-T
model yields better results than the classical iso-strain model, especially with knitted fabrics
[46].

The last one is the MOC, of which the fundamental idea is the same as in the methods listed
above. The RVE is decomposed into a fiber-matrix system, where the properties are evalu-
ated by the Chamis model and then upscaled with a complementary energy minimization
technique [48]. Details are shown in Fig. 1.3. As a summary, a general comparison of meso-
scopic scale analytical modeling approaches can be found in [32].
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Geometrical modeling
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Figure 1.2: The principle of the 3SSHM model [44].

1.3.4 Conclusions

A graphical overview is shown in Fig. 1.4, where models are classified based on their predic-
tive accuracy and computational efficiency. All these analytical methods are easy to imple-
ment and have a low computational cost.

Nevertheless, most analytical models are still based on the laminate theory and local ori-
entation average approaches. Usually, they have good predictive capabilities in the fiber-
dominated directions (e.g., longitudinal direction) but not in the matrix-dominated direc-
tions, which is problematic for transverse, shear, and out-of-plane properties. Moreover, the
real geometry of the complex structure of composites with their manufacturing defects, like
voids generation during a manufacturing process [49], is neglected. Additionally, material
damage is difficult to analyze using an analytical model.
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1.4 Numerical modeling techniques for composites

1.4.1 Overview

As stated above, analytical approaches are practical but use restrictive assumptions. Thus,
numerical methods such as the Finite Element Method (FEM) become increasingly attrac-
tive to understand the behavior of heterogeneous materials like textile composites [50]. The
great advantage is that numerical modeling can be used to analyze a structure close to real-
ity. Applying contemporary image-based characterization techniques (e.g., micro-CT) and
the growing computational capability enable researchers to analyze exact structures and di-
verse mechanical behaviors.

Macroscopic Scale Mesoscopic Scale Microscopic Scale

Homogenization Homogenization
f

-

Localization T ey Localization /\

Matrix Yarns

(]
/\ .. ..
Wefts Warps
Structured Random
distribution distribution

Figure 1.5: Multi-scale modeling strategy for textile composites.

Nonetheless, a complete representation of the microstructure of a composite part in a single
model is far beyond the current computational capability, as such a model would have to use
micrometer-sized elements. Thus, multi-scale numerical (micro and meso-level) modeling
strategies (as shown in Fig. 1.5) have gained popularity to bridge the gap between different
material scales [51].

These strategies require a detailed description of the structures, as presented in the follow-
ing.

1.4.2 Microscale geometry modeling

The microscale geometry of textile composites corresponds to a distribution of fibers and
matrix in a domain. As mentioned above, modeling the whole domain is far beyond the
current computational capability, so that an acceptable window that can stand for the char-
acteristic size of the microstructure should be chosen for study. This small representative
microstructure is called Representative Volume Element (RVE).

Accordingly, the key part of microscale modeling is the fiber (and voids if the voids are con-
sidered [52]) arrangement. Naturally, the first type of arrangements are the structured dis-
tributions shown in Fig. 1.6. The simplest among these microstructures are the periodic

8
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hexagonal (PHO) and periodic square (PS0) arrangements. Their use to evaluate the effective
properties of composites can be traced back to the 1960s [53]. Models with hexagonal sym-
metry (CH3, RH2, CH1, and PHO) have been shown to predict transversely isotropic elastic
overall behavior more accurately than models with tetragonal (CS8, CS7, PS0) or mono-clinic
(MS5) overall symmetry. The same phenomenon was observed in [54], where the authors
concluded that the stress state in the square unit-cell is too homogeneous, so the contribu-
tions of the fibers to the overall response are underestimated. In contrast, the test results
from the WWFE show that the overall predictive capability of the square unit cell is better
than the hexagonal arrangement [54].
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Figure 1.6: Several structured periodic fiber arrangements of fiber volume fraction V¢ =0.475 [55].

Although structured fiber arrangements can give reasonable estimates of the properties un-
der longitudinal direction loading, the overall behavior under transverse mechanical load-
ing depends markedly on the arrangement of the phase [56]. Furthermore, in many cases,
simple periodic micro-geometries are insufficient to provide an adequate representation of
composites as fibers are randomly distributed in reality . Besides, the distributions of micro-
stresses and micro-strains in the composite also strongly depend on the fiber arrangement.

Based on all the above reasons, stochastic fiber arrangements are often introduced into the
composite microstructure generation. It was confirmed in [54] that the properties estimated
are improved with these arrangements, especially the shear stiffness. Recently, a study of
the influence of the RVE size on mechanical properties has shown that the influence of the
random distribution on global properties is negligible when the RVE size/fiber diameter ratio
L/d > 22 [57, 58]. The remaining question is how to introduce this randomness.

Nowadays, increased algorithms are developed to introduce a random packing arrangement.
They can be divided into two classes: statical construction and dynamic types. For construc-
tive methods, the assemblies of fibers are accomplished without dynamic motion simula-

9
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tion or fiber diameter resizing, e.g. Random Sequential Adsorption (RSA) [59], Triangulation
based method [60], Stienen model [61], Sedimentation method [62], Layer-wise method [63],
and Nearest Neighbor Algorithm (NNA) [64]. As for dynamic approaches, the most represen-
tative instance is the Molecular Dynamic (MD) [65] model.

Each method has its advantages and drawbacks. For example, the RSA approach is the first
suggestion because of its robustness. In contrast, with its maximum packing density around
65% [66], it cannot be used for high fiber volume fraction composites, like textile composites,
where the tow fiber volume fraction can reach 75% [67]. Except for RSA, NNA, and dynamic
approaches, an issue for all methods mentioned above is that they cannot avoid the fiber
contact problem. Recently, Liu [68] and Parvathaneni [69] have pushed and accomplished
magnificent work in their thesis. Liu proposed a 2D random microstructure generator based
on the MD approach to control the local packing fraction, while Parvathaneni modified the
NNA algorithm to have better computational efficiency and generate models that are statis-
tically equivalent to the real microstructure.

1.4.3 Mesoscale geometry modeling

Mesoscopic scale modeling is an important bridge that connects the microscopic and mac-
roscopic levels. Lomov et al. [70] introduced a complete roadmap for numerical modeling
of textile composites at the mesoscale: from the yarn geometrical modeling and meshing
techniques to the boundary conditions and damage modeling. Because of the structural
complexity of yarns, mesoscale modeling can be classified into two categories: idealized
model and realistic model.

Idealized model

The "idealized model" means a simplification from the real shape. This kind of idealization
can be used to estimate macro-mechanical properties of 3D orthogonal woven composites
[71] but also to study the damage growth in woven composites [72]. Based on state of the art
(34, 70, 73, 74], these geometrical simplifications can be summarized as follows:

 Simplified yarn cross-sections, such as ellipsoidal, lenticular, racetrack, etc.
* Constant yarn cross-section.

* Functional binder yarn propagation path.

e Alignment of warp and weft yarns.

This kind of simplified geometries of textile composites can be easily constructed with avail-
able software: TexGen [75] and WiseTex [76].

Textile composites can also be modeled by the Digital Element Method (DEM), which has
first been proposed in [77] and [78]. In the DEM, each yarn is modeled as a bundle of 1D
element chains, and yarns are connected with the use of frictionless pins (as shown in Fig.
1.7). Thus, some complex behavior, such as yarns sliding, can be represented. Moreover, the
yarn undulations and varying cross-sections can be well-reproduced [79].

10
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Figure 1.7: Modeling of a binder yarn by the DEM [78].

Besides, an analytical approach, which assumes that the yarn geometry can be generated
by interpolating several cross-sections along two orthonormal planes, has been proposed in
[73].

Realistic model

A 'realistic" model should reproduce all characteristics of the textile geometry as close as
possible to reality. With the growth of image treatment techniques, these models are usually
constructed from an SEM image. The first attempt has been presented in [80]. The main part
of this work has been the image processing on a 2D microscope image, as presented in Fig.
1.8. The yarns perpendicular to the image have been figured out by block detection, and the
undulated yarns have been modeled by segments that were designed to fit the neighboring
above yarns cross-section closely.

A 3D model reconstruction method has been proposed by Naouar et al. in [81]. The authors
applied segmentation slice by slice to identify the matrix, warp, and weft yarns and then
assign different properties to these identified constituents.

1.4.4 Meshing technique

During several decades of application of FEM, the conformal (body-fitted) mesh has been
the most desirable approach because it can capture the real geometry of the microstructure.
For modeling textile composites, due to their complex shape, tetrahedra are typically used
[82-84] despite their lower performance as compared to hexahedra [85]. Although several
examples use hexahedral or hexahedral dominant meshes [86-88], the meshing procedure
is complex. In the conformal mesh, nodes of matrix and yarn elements at the interface be-
tween the two different material phases are shared. However, automatic meshing tools for
modeling realistic and complex 3D woven architectures often lead to non-physical interpen-
etrations and voids at the contact zones between yarns (shown in Fig. 1.9).

Consequently, manual control algorithms for conformal mesh generation have been devel-
oped, such as in [89]. These algorithms work in three steps:

11
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Figure 1.8: The illustration flow chart of realistic modeling process based on a microscopic image
[80].

Yarn 1:slave

Interpenetrations

Yarn 2 : master

Figure 1.9: Illustration of non-physical voids and interpenetrations at the contact zone between two
yarns [89].

e Step 1 (Fig. 1.10(a)): Draw the real shape of yarns with some techniques, such as de-
scribing the form of the yarn by cross-section and path equations [70, 74]. Hence for
each cross-section curve and path curve, there will be an intersection point.

e Step 2 (Fig. 1.10(b)): Calculate the distance between intersection points among con-
tacting yarns. If the distance is less than a specific value, this intersection point is
defined as a contacting point.

 Step 3 (Fig. 1.10(c)): Use these contacting points as nodes and generate the mesh.

The above instance [89] has been adopted by Doitrand et al. [83], who modeled a multi-layer
woven composite and studied the influence of layer shifts. Other conformal mesh generation
techniques also exist, such as in [74, 90], which are not discussed here.

12
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Figure 1.10: General algorithm to generate a conformal mesh along the contact zone between yarns
(89].

Furthermore, another technique called the Domain Superposition Technique (DST) has been
proposed in [91] and applied for predicting the stiffness matrix of a weave-reinforced com-
posite [92]. In the DST method, the matrix domain is the global domain leaving the yarns on
independent meshes. A coupling technique between the domains ensures the continuity of
displacements while the properties of the yarns are corrected due to the superposition.

In summary, the manual mesh control algorithms are usually complex and computationally
demanding. Meanwhile, the DST method is neither straightforward to apply nor cannot be
representative of interactions between two materials.

Consequently, a voxel-based (pixel in 3D) mesh may be preferred to overcome the difficulties
of conformal mesh generation. According to [93], the generation of a voxel mesh for textile
composites can be divided into three steps:

¢ Step 1: Create a big voxel mesh box filled with the matrix material.
e Step 2: Establish the real geometry of yarns.

* Step 3: Assign all voxels inside the yarns geometry as yarns voxels determined by cal-
culating the position of the voxel center point.

Fig. 1.11 illustrates voxels assignment on varied materials, with the matrix in gray and the
yarn in red. Voxel-based meshes have two obvious advantages. The first is that there is no
yarn interpenetration and thus no need for manual control. The second one is the straight-
forward establishment of a realistic model from images obtained using micro-CT or SEM,

13



CHAPTER 1. INTRODUCTION OF MATERIALS AND MODELING TECHNIQUES

L LN NN LN LN B LN L |

(a)

(c)

Figure 1.11: Assignment of voxels to yarns for different voxel sizes [93].

as described in Section 1.4.3. Hence, the voxel-based mesh is attracting increased attention,
especially for complex structure modeling, such as the study of elastoviscoplasticity in poly-
crystalline [94], the study of realistic waviness in textile composites [79], progressive damage

in triaxially braided composite [95], etc.

Using a voxel-based mesh does not come without drawbacks:

e Since the element boundaries do not follow the yarn surfaces, artificial contacts be-

tween yarns are introduced, as shown in Fig. 1.12(a).

¢ Isolated matrix elements: the center of these elements are located within the matrix,
but most of their volume belongs to one or several yarns, as shown in Fig. 1.12(a).

» Strong numerical oscillations lie along the interface between yarns, which can be due
to the non-smooth discretization of the interface, as shown in Fig. 1.12(b).

Isolated element Oscillations

local stres:

Artificial contact ~ extrema

=

Load
direction

y (Wefts)

of matrix between s§

z

X

(Warps)

(a)

Voxel mesh
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Load
direction

Figure 1.12: The drawbacks of voxel-based mesh: (a) isolated matrix elements and artificial contacts
(yarns are represented in red and blue while the matrix is in gray), (b) strong numerical oscillations in

the results [93].

The first issue cannot be solved but can be reduced by refining the mesh. The second prob-

lem can be solved by reassignment:

e Re-calculation: calculate the volume fraction of yarns and matrix in these elements.

* Re-assignment: if the matrix volume fraction is lower than the volume fraction of at
least one of the yarns in these elements, it is then assigned to the yarn with the biggest

volume fraction in the element [93].
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The third drawback, which is the most severe, can be reduced by the average smoothing
method proposed by Fang et al. [96]. In this method, for each voxel along the interface, the
stress state is averaged with neighbor voxels in one or several layers with a weight function.
The results in [96] have proven that the oscillations can be significantly reduced by using this
technique, and the damage patterns were also better predicted.

1.4.5 Conclusions

In the early 20" century, due to the lack of modern computers, many simple but effective
and robust analytical approaches have been proposed by researchers for both microscopic
and mesoscopic scale modeling of composite materials.

With the development of computers, more attention is transferred to numerical methods.
One of the most used methods in the industry and research is the FEM. Thanks to the con-
tributions of researchers and engineers over decades, the accuracy and fidelity of FEM have
been proven in many domains. Relying on modern computers and imaging techniques, in-
creasingly complex structures of materials can be represented realistically. This gives some
challenges to meshing techniques. The conformal mesh is usually the first choice because it
can capture the real shape of the model. However, for modeling complex structures, like tex-
tile composites, some drawbacks are hard to overcome, such as the interpenetration prob-
lem between yarns. Although some techniques exist for establishing full-conformal meshes,
itis often at the cost of tedious programming and significant computation time.

To overcome the issues of conformal meshing, the voxel-based mesh can be preferred. It gets
rid of the interpenetration problem and makes it easier to create realistic models directly
from images. Despite it presenting some drawbacks, the voxel-based mesh is an attractive
method for modeling complex structures, like textile composites.

The following section will present an alternative to the FEM with higher computational effi-
ciency for voxel-based meshes.
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1.5 Fast Fourier Transform method (FFT)

1.5.1 Overview

As presented in Section 1.4.4, the voxel-based mesh is a simple way of representing a ge-
ometry while overcoming some problems such as interpenetrations. In addition, it can be
created directly from an image. If image’s resolution is too fine, such as an image output
from micro-CT that can easily have over millions of voxels, the computational cost can be
too large for FEM. Although parallelization techniques have been proposed, such as domain
decomposition [97] and multigrid methods [98], their applications are not straightforward
[99]. Therefore, there is a demand for approaches that can be easier to parallelize. In 1994,
the Fast Fourier Transform (FFT) method was initially proposed by Moulinec and Suquet
[100-102] as a voxel-based methodology that does not need stiffness matrix assembling, un-
like conventional FEM.

In the FFT method, we can compute the overall properties of composites, as well as the lo-
cal distribution of stresses and strains. Its analysis is based on the Lippmann-Schwinger’s
equation, which is solved iteratively by employing the Green operator of a homogeneous
reference medium. As mentioned above, FFT algorithms require data sampled in a grid of
regular spacing, allowing the direct use of digital images of the microstructure.

The local strain tensor is calculated by a convolution product with a fourth-rank Continuous
Green Operator (CGO) and a polarized term. The convolution product is transformed into a
simple tensorial product in Fourier space. The calculation of the polarized term and the CGO
multiplication are local operations that can be easily parallelized [99]. This is less straightfor-
ward for the computation of the FFT itself, but packages can easily be found with different
parallel implementations of this operation (such as FFTW [103]). Consequently, large-scale
simulations based on full-resolution images can be performed with the FFT method.

During the last decades, FFT-based methods have been applied to investigate a wide range
of physical phenomena in heterogeneous media, such as eigenstrains / thermal strains [104,
105], crystal plasticity [94, 106-110] and damage [111, 112]. A number of physics in different
types of composites have been investigated, such as the thermoelastic properties of Alu-
mina/Al composites [113], the Kapitza interface resistance of composite conductors [114],
the damage analysis of SiC/SiC materials [99], the rate-dependent behavior of resin-bonded
nonwoven structures [115], the effect of heterogeneous interphase on unidirectional fiber
composites [116], the damage of laminates [117] and the damage analysis of textile compos-
ites [118, 119].

The FFT method proposed by Moulinec and Suquet relies on a fixed-point scheme (“basic
scheme”), which consists in iteratively updating the polarized stress and reapplying the con-
volution with the CGO through FFTs until convergence. In the following, the mathematical
description of the FFT method proposed by Moulinec and Suquet is presented.

1.5.2 Mathematical description of basic scheme

As shown in Fig. 1.13, the mechanical behavior of a composite material composed of fibe-
rs and a matrix is governed by the individual behavior of each constituent and by its mi-
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Figure 1.13: Scale separation for composite materials.

crostructure. Its effective response to a prescribed path of macroscopic strains or stresses
can be determined numerically via the solution of a local problem on an RVE. This RVE is as-
sumed to be a periodic unit-cell V composed of divergent phases that are perfectly bonded,
with continuous displacements across interfaces.

The displacement, strain, and Cauchy stress fields are denoted u, €, and o respectively. Note
that the local strain € (x) and the displacement u (x) fields can be split into the spatial average
and fluctuation terms, which are expressed as follows:

e(x)=€"(x)+&) or ux)=u"*(x)+E).x, (1.1)

where €* (x) and u™* (x) are the local fluctuations of the strain and displacement fields respec-
tively with u* (x) being periodic, and the operator (—) is the spatial average. The macroscopic
strain is hence a uniform overall strain that is defined as equal to the spatial average of the
strain field € (x) over the domain. Defining the local fourth-order stiffness tensor as C (x) and
introducing a reference material with fourth-order stiffness tensor Cy, Hooke’s law for linear
elasticity is written as:

ox)=Cp:e(x)+1(x), VxeV, (1.2)

where T (x) = (C(x) — Cp) : € (x) is called the polarized tensor. Usually, the optimum choice of
reference material is

. : . ;) +mi i
Ao = max (\;) -2|—m1n()\,), o = max (u )2 min (u ), (1.3)

with A; and p; the Lamé coefficients of the constituents. It can be shown [100] that the equi-
librium equation
divic(x))=0, VxeV (1.4)

combined with the constitutive equation in Eq. (1.2) is equivalent to the periodic Lippmann-
Schwinger equation
exX)=-To(x)*T(x)+<(€), VxeV, (1.5)

where * denotes a convolution product and I'y is the fourth-order tensor field that is called
Green operator. Meanwhile, the strain € (x) should satisfy the compatibility equation.

1 T
e(x) = E(Vu(x)+(Vu(x)) ), (1.6)
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The V means gradient operation, and ()T is the matrix transpose operator. Solving Eq. (1.5)
is not an easy task in real space because the numerical computation of a convolution product
is complicated. At the same time, the term I’y is easier to calculate in Fourier space. Thus,
Eq. (1.5) can be easily written in Fourier space as follows:

£ =-To(®):T©E, VE£0,£(0)=e), (1.7)

where the convolution is transformed into a double contraction. Here €, Ty and T are the
Fourier transforms of €, I'y and 1 respectively. The vector of frequency, denoted by &, varies
in Fourier space.

Eq. (1.2) is nonlinear because of the polarization tensor. It can be solved using an iterative
fixed-point scheme:

Initialization:
(ao) e (x)=(e), VxeV
(bo) 0% (%) =C(x) : % (x)
Iteration (i + 1): e’ and o' are known
(@) 1l =0'-Cp:€' (x) (1.8)
(b) T =F(1%)
(c) EO=-To®:T' @, VE£0,E0)=()
6)) gitl —p-1 (§i+l)
(e) o) =Cx): e ()
) Convergence test: ”ﬁ:—i’;a)” <e
Here || — || is the L2 norm, —! is the iteration count, and F() and F()~! are the Fourier transform

and its inverse. The iterative algorithm (1.8) is stopped when the convergence condition is
satisfied (e = 1.107'2 in our calculations).

In numerical calculations, the DFT is used. The unit cell is discretized into a regular grid of
N; -N> pixels in 2D cases and N -N» - N3 voxels in 3D problems. For 3D cases, the coordinates
of each voxel labeled by i3, iy, and i3 are

oo o3
1,02,14t3) — 1 2N1’ 2 2N2’ 3 2N3’

i1 =1..Ny, io =1...Ny, i3 =1...N3,

and T; is the period of the unit cell in the i’ direction. The definition of the discrete fre-
quencies ¢; depends on whether N; is even or odd. For the odd discretization types as those
used throughout this thesis, the discrete frequencies are given by:
_N;-11 1 1 N;-11
&i=— T T T > T,

with

)

> T
The definition for even N; can be found in [102, 120].
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The Green operator of Moulinec-Suquet (fg/[—s)

Accompanied by the proposition of FFT methods, the expression of the Green operator was
also givenin [101] and detailed in [102]. Following Egs. (1.1), (1.2), (1.4) and (1.6), the expres-
sion of IA“S/I‘S (€) (the notation of the Green operator of Moulinec-Suquet in Fourier space)
depends on the choice of reference material. In most studies, even for anisotropic materials,
an isotropic reference material is chosen. In this case, ’fg/{—s (€) is

(8ki&i&) +81i6kE;j + Bk j&1&i +81ExEi) No+Ho  &i€ick€s

M-S () = _
© HE to (o +2p10)  NIEN4

0, jkl

) (1.9)

where p and A are the Lamé coefficients of the reference material. The Dirac delta function
is denoted by &. Eq. (1.9) is valid only if  # 0. Otherwise,

5 0) = 0. (1.10)

Because Egs. (1.4) and (1.6) are continuous, Eq. (1.9) is also continuous. In numerical cal-
culations, the domain is discretized by voxels. Thus, the DFT is applied and the local fields
u, € and o are always calculated at the centroid of each voxel. In the DFT, ¢ is discretized
in limited series where the high frequencies are ignored. Therefore, the Green operator of
Moulinec-Suquet can also be called the “truncated Green operator”.

1.5.3 Advantages and drawbacks of FFT

The advantages of the FFT method can be seen in Section 1.5.2. One is that global stiffness
assembly is avoided in contrast to the FEM, another is that most operations are local, hence
helping the parallelization. The two global operations, namely the Fourier transform, and
its inverse can be easily parallelized with an available library, like FFTW [103]. As compared
to the DFT, the FFT relies on a divide-and-conquer algorithm to reduce the computational
complexity from O (N?) to O (NlogN), where N is the size of the DFT matrix. With this simpli-
fication, on the one side, the complexity of calculation is reduced, and on the other side, the
DFT calculations become easy to be parallelized because the small matrix operations can be
calculated separately and then be assembled.

According to Fig. 1.14, FFT can give comparable results as FEM and significantly reduce the
CPU time. Thus, it can be competitive, especially in simulating complex structures (e.g.,
textile composites).

Despite all the advantages above, the FFT method presents several drawbacks:

* Fig. 1.15(a): The convergence of the basic scheme sharply decreases when the me-
chanical contrast increases between constituents, and convergence cannot be achiev-
ed for infinite contrasts. Simulating the voids content in the material can be difficult.

e Fig. 1.15(b): The convergence also strongly depends on the choice of the reference
material introduced in the method.

* The FFT method can only work with voxel-based mesh, so the mesh cannot be con-
formal nor be adapted or refined only in some regions. Furthermore, it is not possible
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Figure 1.14: Comparisons between FFT and FEM on (a) macro-level o — e relation and (b) CPU time
(8 cores parallelization) (reproduced from [121]).

to duplicate nodes or introduce zero-volume interface elements to introduce cracks or
contact zones. In other words, for a model resolved in FFT solver, the voids and pre-
cracks should also be meshed and assigned with certain properties, although this may
not be physical.

e Fig. 1.15(c): The voxel-based models show strong oscillations around the interface
between phases.

Another characteristic of the FFT method is that the local fields are intrinsically periodic.
This facilitates the modeling procedure for periodic microstructures. However, in the case of
non-periodic microstructures, some specific modification should be introduced to cut the
periodicity.

r ags s o
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the elastic contrast , the reference material
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Figure 1.15: Some drawbacks of the FFT basic scheme algorithm (reproduced from Lionel Gelebart -
FFT-based solvers to evaluate stress distributions in RPV steels - SOTERIA Training School 2018).

1.5.4 Improvements of FFT methods

Since 1994, many researchers have contributed to the development of the FFT method and
have proposed solutions to overcome its drawbacks. In 1999, Eyre and Milton [122] intro-
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duced an accelerated scheme which replaces the operation et (x) = —To(x)*T (x)! + () by

et =¢l+2(C+Cy)7':Cy: (—FO *T —gl + (e)) ) (1.11)
In contrast to the basic scheme, in this accelerated scheme, €'*! satisfies the compatibility
condition only at convergence. The convergence rate of this accelerated method is propor-

tional to the square root of the contrast between the phases, and the optimum choice of
reference material can be expressed as:

—v/max(A;) -min(A;), M= —\/max(p,-) -min ;). (1.12)

Eyre and Milton improved the convergence rate at high contrast scenarios, nevertheless,
it cannot deal with infinite contrast problems that often occur in the presence of voids or
pre-cracks.

In 2001, J.C. Michel et al. [123] proposed an augmented Lagrangian scheme to overcome the
difficulty at infinite contrast. In this scheme, the value of Cy should be determined experi-
mentally for every studied microstructure and contrast value, which may be a limitation.

In 2010, Zeman et al. [124] and Brisard [125] proposed simultaneously the use of Conjugate-
Gradient (CG) based solvers that can improve both the sensitivity to the phase contrast and
to the choice of reference material.

Zeman et al. [124] found that the relation between microscopic strain fields and imposed
macroscopic loading strain with the FFT method can be written in a matrix form as:

(I+B):e=<¢). (1.13)

The Eq. 1.13 can yield at the m!" iteration a strain field in the form
m
Z (-B)': (1.14)

which is suitable for a CG solver. Brisard and Dormieux [125] have proposed to use the
Hashin-Strikmann energy principle to solve the problem instead of using the basic scheme,
but the principle stays the same.

In 2013, Gélébart and Mondon-Cancel [126] proposed a combination of the Newton-Raphson
algorithm and the CG solver to accelerate the convergence for nonlinear behavior. Based
on their results, it can be concluded that this combination is more efficient than the basic
scheme for strongly nonlinear materials.

1.5.5 Conclusions

In this section, the FFT method is briefly introduced as well as its mathematical description.
As shown in Section 1.5.2, the global assembly of the stiffness matrix is not necessary, and
the all operations can be easily parallelized thus making the FFT solvers much faster than
conventional FEM solver for voxel-based meshes.

21



CHAPTER 1. INTRODUCTION OF MATERIALS AND MODELING TECHNIQUES

—+—Basic scheme -5~ Basic scheme

© -5~ CG-based method 5 —+CG-based method

£ 2

g 5

o T

= >

£ £

S 8

® ®

2 ]
5 5 10° |
g g |
2 o |

: —
10
10" 10° 10’
E /E. o

matrix —inclusion

(a) (b)

Figure 1.16: Number of iterations at convergence as a function of the (a) elastic contrast (Young mod-
uli ratio) and as a function of the (b) reference material for an elastic contrast of 10® (a is multiplier of
basic scheme’s optimum reference [126]).

Although it also presents several drawbacks, improvements have been progressively pro-
posed since 1994. Section 1.5.4 only includes a few of these improved schemes and many
more can be found in the literature [127-131].

Thanks to the superiority in computational efficiency compared to the conventional FEM
solvers, the FFT solvers are progressively applied in various domains where voxel-based
meshes are preferred. Apart from the applications presented in Section 1.5.1 in the form of
published papers, many works have been carried out and published in Ph.D. thesis reports.
Chen [132] has studied the damage mechanisms in SiC/SiC composites tubes to help the
development of new-generation nuclear reactors; M.T. Nguyen [133] has studied the con-
ductivity and the elastic properties of composites and polycrystals, and proposed the ap-
plication of the FFT method to study the Stokes flow problem in a porous microstructure;
Chariere [134] has studied the mechanical behavior of composites with hollow spherical in-
clusions to help to manufacture lighter composites; Gallican [135] has studied the viscoelas-
tic behavior of polymer-based composites; Eloh [136] has studied the X-ray diffraction peaks
of single crystals under external loading and the presence of linear defects such as disloca-
tion loops, and D.V. Nguyen[137] has studied the mechanical behavior of chromium coating
on a zirconium alloy substrate under the room temperature environment to help the design
of nuclear reactors.

1.6 Chapter conclusions

In this chapter, the general introduction of material and modeling techniques have been
presented. Analytical modeling is the most straightforward approach to predicting material
behavior but shows a deficiency in studying complex behaviors. Numerical approaches such
as FEM are more advanced and can simulate realistic models and complex behaviors.

In the FEM, the conformal mesh is the most used technique, as it can represent the real
shape of the model. However, in the case of complex structures, such as textile composites,

an interpenetration problem between different yarns often occurs. Even if solutions have
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been proposed, their implementation complexity and computational cost are prohibitive.
Voxel-based mesh, where the regular cube mesh is used, is attracting more attention since
it can overcome some drawbacks of conformal mesh and have the capability to create the
model directly from the image.

Based on the voxel-based mesh, a much higher computationally efficient solver relying on
the Fast Fourier Transform (FFT) method was proposed in 1994. Unlike the FEM, the assem-
bly of the global stiffness matrix is avoided in the FFT method. Likewise, most operations
are calculated locally. These two characteristics can ease the massive parallelization to take
the advantage of modern computing systems. Thus, nowadays, the FFT method is widely
applied in various domains, and attracts many researchers worldwide.

Despite all the advantages for the FFT method, the drawbacks cannot be avoided. In this
chapter, we have discussed the first two drawbacks and their improved algorithms. For the
third drawback, the numerical oscillations, which is one of the focuses of this Ph.D. thesis,
details will be presented in the next chapter with a deep analysis on different causes of nu-
merical oscillations to identify the most severe one and a quantitative comparison among
improved techniques to find an optimal algorithm.

23



CHAPTER 1. INTRODUCTION OF MATERIALS AND MODELING TECHNIQUES

24



Chapter 2

Insightful and quantitative analysis of the
causes of numerical artifacts and
improved schemes for FFT

Contents
2.1 Chapteroverview . . . . o o v vt o o o o v o o o s o o s s oo oo onsneenas 26
2.2 Oscillation causes reported in the literature .. ................. 26
2.3 Improved techniques proposed in theliterature ................ 28
2.4 Finite-difference based improved techniques . ................. 30
2.4.1 Willot'srotatedscheme ... ........ ... ... .. .. .. ..... 30
2.4.2 Schneidershexscheme .. ... ... ... ... ... .. ... .. ... 32
243 SUMIMATY . . . . 0 vt e e e e e e e e e 34
2.5 Quantitative comparison between FFTsandFEMs . .............. 34
2.5.1 Introductionoftestcasemodels . .. .. ... ............... 34
2.5.2 Meshconvergencetest . . ... .. ... ...t 36
2.5.3 Quantitative comparison of local responses . . . ... .......... 38
254 Conclusions . . .. ... ... .. 45
2.6 Analysis of each cause of oscillations . ...................... 45
2.6.1 OVerVIewW . . . . . . .. e e 45
2.6.2 Definition of the oscillations . . ... .. ... .. ... .. ........ 45
2.6.3 Model and loading conditions . . .. .. ... .. ... .......... 48
2.6.4 Deepanalysisofoscillations . . ... .. ... ............... 48
26.5 Conclusions . . .. ... ... ... e 52
2.7 Chapterconclusions . ... ... ... ..ttt ennrenesennes 52

25



CHAPTER 2. INSIGHTFUL AND QUANTITATIVE ANALYSIS OF THE CAUSES OF
NUMERICAL ARTIFACTS AND IMPROVED SCHEMES FOR FFT

2.1 Chapter overview

As discussed in Section 1.5.3, the numerical oscillation (artifact) in the presence of materials
discontinuities (heterogeneity) is one of the severe problems shown in the FFT solvers, which
affects their precision and fidelity. With the oscillated results, it is hard to do the proper
analysis and understand the mechanisms. Therefore, analyzing the causes of oscillations
and proposing improved methods to reduce them are important research topics on applying
of FFT methods in mechanics.

This chapter will principally follow our publication [138]. Reviews of possible oscillation
causes and improved schemes are presented respectively in Sections 2.2 and 2.3. Section 2.4
introduces the mathematical description of improved techniques chosen for analysis. The
quantitative comparison of different improved schemes is presented in Section 2.5. Finally,
The deep analysis of each cause of oscillations is shown in Section 2.6.

2.2 Oscillation causes reported in the literature

The first cause is the Gibbs phenomenon or Gibbs effect, initially proposed by Henry Wilbra-
ham in 1848 and rediscovered by J. Willard Gibbs in 1898 [139] and well known in signal pro-
cessing. It was reported in the mechanical field in [140-143]. Fourier series approximate
periodic functions by summing numbers of normal trigonometric functions with different
frequencies and and up to a given truncation frequency. With a higher truncation, more fre-
quencies can be included in the series, and the function’s approximation can be closer and
closer to the original function. Nevertheless, Gibbs found that the error between the function
and its approximation decreases but does not reach zero when the function is discontinuous,
even for a nearly infinite number of frequencies in the series. Instead, the error approaches
a finite limit of around 9% of the discontinuity amplitude (as shown in Fig. 2.1). In hetero-
geneous materials like composites, as the constituents generally have different properties,
local fields may be discontinuous, and this may lead to the Gibbs effect.

1.5 y y

0.5

N=10
N=30]1
N=280

Gibbs phenomenon

15 : : - :
0 02 04 06 08 1

Figure 2.1: Illustration of Fourier series approximation using N frequencies for a square wave [141].
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The second cause, proposed in [102, 125, 140, 144] is that the Discrete Fourier Transform
(DFT) cannot satisfy Shannon’s theorem for mechanical fields. Although the Fourier trans-
form requires the frequencies (sampling frequencies) to cover the range from —oo to +oo, the
DFT needs a finite frequency interval from a numerical point of view.

Shannon’s theorem, widely applied in signal processing, image processing, and wave record-
ing, requires the sampling frequency to be at least twice the cut-off frequency (i.e., the fre-
quency above which the Fourier transforms of the local fields vanish) to recover the full in-
formation. That is why, in the sound wave recording, a music CD is recorded with a sampling
frequency of 44.1 kHz to match the human ear capability of which the cut-off frequency is
around 20kHz.

It is not possible, however, to define a cut-off frequency for mechanical fields [102]. That
means there is no resolution of the model (generally, the sampling frequency is equivalent to
the model resolution), even if it is very fine, that can fully recover the local fields information
by using the FFT solver. Therefore, the Green operator proposed by Moulinec and Suquet is
always "truncated", leading to the numerical artifacts.

The third cause is the hourglass effect, which is considered as one of the most important
origins that can lead to numerical oscillations in FEM, and which has also been observed
for the FFT method in [145]. In Fig. 2.2, a 2D finite element with reduced integration is
presented with the center lines as dash lines. The intersection of those lines is the Gauss
point used for reduced integration. If this element is submitted to a shear strain with no
volume change as shown in Fig. 2.2, the lengths of the dash lines do not change nor the
angle between them, which means that all components of stress at the Gauss point are zero.
This mode of deformation is thus a zero-energy mode because no strain energy is generated
by this element distortion, leading to non-physical results. That is called the hourglass effect.
Since the FFT method computes all fields at the center of the voxels, which can be considered
as hexahedral finite elements with reduced integration formulation, it may be prone to the
same hourglass effect as the FEM with reduced integration.

- T — 2
T - B L
(b)

(a)

Figure 2.2: Illustration of hourglass effect: (a) 2D finite element with reduced integration under a
volume-conserving shear strain, (b) Deformed element with no strain energy.

Finally, the fourth cause is linked to the nature of the discretization type used in the FFT
method, the voxel type mesh. Similar effects were observed in the FEM simulation of textile
composites and discussed in [93], where oscillations were formed mainly due to the zig-zag
interfaces between phases (as shown in Fig. 2.3).

In general, possible origins reported in the literature that led to non-physical artifacts in FFT
solvers can be summarized as follows:
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Figure 2.3: Comparison of local stress fields between voxel mesh and conformal (consistent) mesh of
textile composite for FEM [93].
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Non-satisfaction of Shannon’s theorem,

Hourglass effect,

 Zig-zag interfaces between phases.

2.3 Improved techniques proposed in the literature

Over a decade, many researchers have worked to reduce these non-physical artifacts in FFT
solvers. In the Fourier transform, the low frequency represents the global change, and the
local fluctuations are always represented by high frequencies. Therefore, a simple approach,
proposed in [142], is to use low-pass filtering to dampen the results. However, the FFT al-
ready contains less information as compared to the continuous Fourier transform and low-
pass filtering would only lead to more information loss.

The second strategy in [143] is to use "attenuation factors" based on the DFT of linear spline
functions, which means an interpolation operation is carried out to fill the missing informa-
tion between the discrete values.

On the other hand, researchers found that the numerical oscillations in the FFT can be due
to the creation of the "truncated" Green operator. In the FFT-based algorithm, the appli-
cability of the DFT is based on the assumption that the function is periodic, which is not
the case in a space-limited computational domain. Therefore, another idea is to create a
quasi-continuous Green operator to match the perfect continuous Green operator as close
as possible.
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Consistent periodized discrete Green operators, established based on this idea, were pro-
posed in [125, 144] for FFT methods based on the Hashin-Shtrikman variational formulation
and in [140] for those based on the Lippmann-Schwinger equation. In the DFT, the sampling
frequency ¢ varies from —oo to +oo, but this is not possible in practice. However, thanks to
the periodicity, which is an intrinsic property of the Fourier transform, the frequency ¢ can
be replaced by ¢ = mN + [, where [ € [0,N — 1] and m varies from —oo to +oco. Here N is the
resolution of the model. For example, for a two-dimensional model, the consistent Green
operator can be written as follows:

: . 00 _yym+n
L5 (8i5) = (i) sinc (%l)sinc (ﬂ) D

N sz (é(mN+i)(nN+j)) ,  (2.1)

m,n=—c0 (MmN + i)2 (TlN + ])

where m and n have the same meaning. Compared to the Green operator proposed by
Moulinec and Suquet, Eq. (2.1) gets rid of the dependency on the discretization of the real
model, which can be refined as needed by increasing m or n.

According to [140], the consistent Green operator can reduce the oscillations, and good re-
sults can be obtained when m is superior to 81. However, there are two main drawbacks. The
first one is that the peak stress computed using this operator is lower than that computed
using the M-S (Moulinec and Suquet) operator. It is also lower compared to the analytical
solution. Another issue is the computational cost, as the calculation of the consistent Green
operator is much more computationally demanding, especially for 3D cases. Therefore, a
filtering approach was finally used in [144].

Borrowing ideas from FEM and finite differences, another strategy is to compute Discrete
Green Operators (DGO) based on finite difference discretizations. This technique was firstly
reported in [146] and followed by Dreyer [147] and Brown [148] where a centered finite dif-
ference scheme was considered. Backward and forward finite difference schemes were pub-
lished by Willot in [149]. Because of its simplicity and robustness, this research direction
has been followed by many authors in the past few years and improved approaches have
been proposed [120, 150-153] and their efficiency has been proven on diverse applications
[154-157].

Among the different schemes, the discrete Green operator calculated based on the centered
finite difference scheme on a rotated grid, called “rotated scheme” [120], is one of the most
promising schemes. This scheme was implemented in the open-source software AMITEX-
FFTP [158] developed by Lionel Gelebart et al., and it was successfully applied in [156] for
solving field dislocation mechanics problems and in [159] for analyzing the failure mech-
anisms of a SiC/SiC composite. Another very interesting discretization scheme based on
linear hexahedral element was proposed by Schneider ef al. [152] and adapted both to the
basic scheme and conjugate gradient solvers. This scheme was presented in two versions,
one with reduced integration and the other with full integration, similarly to FEM. It was
analytically demonstrated that the scheme with reduced integration is equivalent to the “ro-
tated scheme” proposed in [120].

In this section, four improved schemes are introduced. The first two, low-pass filtering and
interpolation schemes, may not be sufficient to fill up the lost information. The consistent
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Green operator can reproduce the continuous operator but it requires significant computa-
tional resources, especially in the 3D cases. The idea of calculating a DGO based on finite
difference schemes seems to get a balance between the accuracy and the computational
complexity. Therefore, the improved techniques proposed by Willot [120], and Schneider
[152] are chosen for deeper analysis as well as the original basic-scheme [100]. The mathe-
matical description of the Willot [120] and Schneider [152] schemes will be presented in the
next section.

2.4 Finite-difference based improved techniques

The green operator of Moulinec and Suquet proposed in [100-102] has already been pre-
sented in Section 1.5.2. The methods described here are the rotated scheme proposed by
Willot and Schneider’s scheme based on the linear hexahedral elements.

2.4.1 Willot’s rotated scheme

Two dimensions

Inspired by the finite difference technique, Willot modified the equilibrium equation and the
strain expression, shown in Egs. (1.4) and (1.6). They are given as follows:

~ 1.~ R
ki ©5;j(€)=0, €= > [ki (€)1 (&) +kj (€) u; (§)], (2.2)

where k* and k represent the discrete divergence and gradient operators, respectively. A hat
(=) indicates a variable in Fourier space while no hat means the real space. In the tradition-
ally centered scheme, k is usually taken as

EVC© =Jsin (&),
which corresponds to the divergence of stress and the gradient of displacement:
aij(x+ej)—oij(x—ej) ui(x+ej) —ui(x—e))
, Ojui(x) =
2 2

where e; and e; represent the unit directions that can be referred to as e; and e, in Fig. 2.4,
and J = v —1. In [149], where the forward-and-backward finite difference scheme was pro-
posed, the k can be written as:

ajoij(x):

)

ENI—W &) =% —1,
with the divergence of stress and the gradient of displacement:
0j0ij(0)=0;;(x)—0;j(x—ej), Oju;(X)=u;(x+e;)—u;(x).
Integrating Eq. (2.2), the new Green operator reads:

T~ T T Tk -1

T3t = { % © [ (©) Comjin s @) K; (&)}Sym, (2.3)
where the symbol g, indicates the minor symmetrization with respect to the indices (i, j)
and (k, [). As stated previously, this definition is only valid for non-zero frequency vectors so
that Eq. (1.10) can still be applied. Also note that the Moulinec-Suquet Green operator can
be recovered if k; (§) is set as k; (€) =J&;.
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However, the centered finite difference scheme cannot define the Green operator fBNI_C at
three frequencies ¢ = (1,0), (0,7) and (m, 7). At the same time, the backward-and-forward
scheme can break the symmetry in certain models. Therefore, the rotated scheme is pro-
posed to overcome that. In this scheme, the displacement field and the divergence of the
stress field are evaluated at the four corners of the pixels while the strain and stress fields are
evaluated at the centers of the pixels, where the rotation angle is normally 45°. This is shown
in Fig. 2.4, where the original basis (e, e2) superimposed and the rotated basis (f1, f2) can be
expressed as follows:

Figure 2.4: Illustration of Willot’s rotated scheme: A pixel with edges parallel to the original Cartesian
basis (ej, e2) and the rotated basis with 45° (f1, f2). The strain and stress fields are evaluated at the
pixel center x. The displacement and the divergence of the stress field are output along the pixel
corners.

With this new basis, the local problem equations can be written as:

0j () =Cjjrr (X) &g (X), (2.4a)
o1 (x)—o; (x— \/Efl) +0|x+ fz\;zfl) -0 (x— fz\-/;ﬁ ), (2.4b)
€x(x) = % uk(x+%)—uk(x—%)+ul(x+ %)—ul(x—%)], (2.4¢)

where x is the pixel center and the x + f;/+/2 are the pixel corners. Re-expressing Eq. (2.4) in
the original Cartesian basis and applying the Fourier transform, k can be expressed as:

E’NI_R &= ;}tan (%

(1+e151) (1 +e152). 2.5)

If N; is even, the frequency can be & = (1, ). Thus the kV'"R cannot be defined. An essential
treatment should be carried out that KV "® =0 and I'}'"® = 0.

Three dimensions

Following the same logic, in 3D, k}V!"® can be extended as

VIR 6 = %tan (%) (145 (1+ %) (14 %), (2.6)
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With the assumption of isotropic reference material, the full version of the Green operator of
Willot’s rotated scheme FXVI in the 3D case can be given as:

(Ao +2po) (r,-rl*ﬁjk)sym + Ao [(r,-rl*sjk)sym —Re(rir]’.‘)Re(rkrl*)] —Morirjryr,

FWI

0,ijkl = > ’
Ho [2(A0+ po) —AQ(TIZ + r22+ T?;Z) ]
where r; = Ei/ IIEII, rlfk = El* / IIE* I, I = Il is the L2 norm and s is the symmetric second-order
tensor:

Sjj= 4Im(rir;)2, Sk = —4Im(rkr;)lm(rkr;), i#j#k.
Here Re (.) and Im (.) are the real and the imaginary parts of the complex values, respectively.

As shown in Fig. 2.5, the Green operator of Moulinec-Suquet and Willot with centered fi-
nite difference show strong oscillations that are reduced with the green operator of Willot
with the forward-and-backward scheme and the rotated scheme. Considering the forward-
and-backward finite difference scheme may break the symmetry. Consequently, the T~}
is chosen for subsequent analysis.

g |

(a) TM-S, (b) TWI-C, (c) TWI-W, (d) TWI-R,

Figure 2.5: Comparison of local stress fields between different Green operators: (a) Green operator
of Moulinec-Suquet (ITM~S), (b) Green operator of Willot with centered scheme (TW'=C), (c) Green
operator of Willot with forward-and-backward scheme TWI-Wy (d) Green operator of Willot with
rotated scheme (T'W'™R) [120] (remark: (b), (c) and (d) are the schemes based on finite differences).

2.4.2 Schneider’s hex scheme

The work of Willot [120] is interesting not only for the new DGO based on the rotated scheme
but also for the comparison between various finite difference schemes and how they lead to
various discrete Green operators. Based on this work, Schneider et al. [152] proposed to
use the finite element method instead of the finite difference method to construct the DGO.
They compared two types of finite elements, viz. the classical trilinear hexahedral element
with full integration and the one with reduced integration.

Following the notations of [152], it is reminded that the coordinates of the integration points
for the reference fully integrated hexahedral element [0, 1]° are

Zf’ = (aﬁl’aﬁz’aﬁg)’ﬁ € {0)1}3
3-V3 3+v3

with ag = 5 ,a) = 5

)
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and the finite element basis shape functions ¢ are of the form:

3
Oo =[] B, (20),0€{0,13%,2€ (0,11
i=1

with hg(a)=1-a, h; (a) =a,a€ [0,1].

(0_1_1) (1‘1‘1) Uls,5+1,k+1) U(i41,54+1,k+1)

0,1,1) (1,1,1)
du]én,’/.k}’ E[U]EL\J.};J

Ui g,h+1) / | /

1(1,0.1)

(0,0,1) (1,0,1)
1 i g.6)

0,0,1 .
[ ]E«.z-x)) elu

I
- 1(0,1,0) (1,1,0)
(] 5.) elul iy

! : 2 . o . i‘(z\l,jll‘k)
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Figure 2.6: Nodal numbering and Gauss points for trilinear hexahedral finite elements.

Similarly to Eq. (2.3) the DGO for hexahedral elements is
= -1
'S = Bx (BRMoBx) ™ BY,

where By is the discrete symmetric gradient operator and —BE is the discrete divergence
operator at voxel K. Note that BE is the Hermitian conjugate (the transpose of the complex
conjugate) of Bx. The operator My is equal to Cp when using reduced integration. Otherwise,
M, € R8*3x3x8x3x3 j5 defined as Cy applied independently at each integration point

Co,ijk,x=p

3 . . _
0,a# B ,o,Pe{0,13°,4, 7,k 1=1...3.

Mo, ai jpri = {

The formula for the discrete symmetric gradient operator By is similar to that in Eq. (2.2),
whereas this symmetric gradient is now computed at each integration point f§ of each voxel
K and thus involves a gradient operator EKyﬁ. There are always eight symmetric gradient
operators B g € C****3 to compute per voxel:

* in full integration, Bx = (Bk ) C8*3x3x3 and BE € C3x3x3x8

peio,1y €
* in reduced integration, Bk = § ¥pec(o,13 Bk p € C***"® and By € €33,

Consequently, we have
~ 1, ~ ~
Bk gijk = 3 [ki,pi €) 8k + ki (&) Sik] -
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The discrete gradient operator /IEK@ (€) € C3 is given by

R 3 Ea;
Fep = Y exp(‘zﬂi#)(‘”"”“ [T (e,
aef0,1}3 j=1 Nj k=1...3

k#i

while satisfying Eq. (1.10).

2.4.3 Summary

In this section, two improved schemes, Willot’s rotated scheme and Schneider’s hex scheme,
have been presented. They improve the procedure of Green operator calculation to reduce
the spurious oscillations. It has been proven in [152] that the hex scheme of Schneider with
reduced integration is equivalent to the rotated scheme of Willot. It is reminded that reduced
integration is well known to produce numerical artifacts known as the hourglass effect in
FEM computations. A similar difference between reduced and full integration when using
FFT-based numerical methods has been reported in [145].

2.5 Quantitative comparison between FFTs and FEMs

When dealing with complex analysis, like damage analysis, the local response is important
(interface response in particular). As illustrated in Fig. 2.7, oscillations are also present even
with the rotated scheme and FEM as well. Besides, the oscillations of FEM and FFT are so
similar that they cannot be distinguished with only the figure.

Therefore, it is interesting to evaluate each cause of oscillations and analyze its impact, as
proposed in this section through:

* Quantitative comparisons of the influence of different Green operators using FEM re-
sults as reference for different models proposed in [101, 120, 152]) in order to conclude
on an optimal choice.

* Identification and analysis of the causes of spurious oscillations in FFT and evaluation
of their impacts quantitatively.

2.5.1 Introduction of test case models

This thesis focuses on numerical methods so that our conclusions should be as general and
universal as possible. However, it is challenging to generate a universal model for complex
structures like textile composites. To put in evidence all artifacts presented in section 2.2,
three simple but representative models are proposed in Fig. 2.8, and we call them models A,
B, and C.
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zZ

Figure 2.7: Tllustration of spurious oscillations (check-board patterns) of local stress field (o)
present in FFT with rotated scheme proposed in [120] (left half part) and FEM (right half part) un-
der tension in x-direction with the contrast between the fiber and matrix Young’s moduli set to
Ef/Ep = 22.

Model A represents a case with two phases in parallel, thus without strain concentration
points. In model B, a square inclusion is inserted into the model, with four strain concen-
tration points. Note that the meshes of models A and B are intrinsically conformal if the
fiber/inclusion volume fraction (Vy) is chosen appropriately. As for model C, it is the same
as model B but with a circular inclusion. In model C, non-smooth zig-zag interfaces are
present and the mesh is not conformal anymore if it is a voxel-based mesh.

Note that these are 3D models, even though only one voxel is used in the z-direction, and
for model A, the width (size in y—direction) is also set as one voxel size. The fiber volume
fraction is set to V? = 0.6 for model A, lef =0.36 for model B and Vj? = 0.55 for model C. For
all three models, phase 1 (red part) is assigned as fiber, and phase 2 (blue part) is the matrix.
The fibers are composed of E-Glass, while the matrix is Epoxy PMR-15 with properties as
shown in Table 2.1.

Material type | E(MPa) v
E-Glass 72000 | 0.22
Epoxy PMR-15 3750 0.375

Table 2.1: The elastic properties of fibers and matrix [30].

In the following, the FFT method using the CGO of Moulinec-Suquet is denoted as M-S, the
method using Willot’s rotated DGO (equivalent to Schneider’s DGO with reduced integra-
tion) denotes W-§ and the method using Schneider’s fully integrated DGO is denoted as SF.
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Figure 2.8: Illustration of the three models: (a) model A, (b) model B and (c) model C (remark: the size
along y—direction of model A is set as one voxel size).

Regarding the FEM, the voxel-based hexagonal FEM with reduced integration is called FEMR
while FEMF refers to the fully integrated FEM with the same mesh type as FEMR. Further-
more, it should be pointed out that all FFT results shown below are computed using an in-
house python code while the FEM results are calculated using the Abaqus software.

2.5.2 Mesh convergence test

At first, a mesh convergence test is performed on the three models for both FFT and FEM.
The mesh resolutions are denoted as Ny, Ng and N¢ for models A, B, and C, respectively. It
is defined here as the number of voxels in the x and y directions. The resolutions used for
model A are Np =5, 15, 45, 135, and 405. The same resolutions are used for model B. The fiber
volume fraction is exactly obtained for both models for all chosen resolutions. For model C,
the target fiber volume fraction V¢ = 0.55 can never be perfectly reached due to the intrinsic
nature of voxel meshes, even with exceptionally fine resolutions. Therefore, the first step is
to for model C verify the fiber volume fraction convergence by varying the mesh resolution.
Then, for all models, the convergence in terms of macroscopic properties should be verified.
Herein, FEMR is taken as the reference.

As shown in Figs. 2.9(a) and (b), the macroscopic properties for model A do not show any
sensitivity to the model resolution. Different FFT methods as well as FEM show good con-
sistency for all resolutions on model A with respect to E, and Gy, where E; means Young’s
modulus in x-direction and Gy, stands for shear modulus in xy plane. As shown in Figs.
2.9(c) and (d), macroscopic properties for model B are converged when N = 135. The con-
vergence for E, occurs with iteratively improving lower bounds for all methods except for SF
which gives a higher bound. For Gy, all methods give higher bounds.

As aforementioned, because of the intrinsic characteristic of model C, the mesh convergence
of fiber volume fraction is first verified, as presented in Fig. 2.10. The mesh convergence for
fiber volume fraction begins at N¢ = 75 (which corresponds to the red circle in Fig. 2.10).
Hence, the resolutions chosen for the tests of elastic properties convergence are N¢ =75,
225, 375, representing the small, medium, and large resolutions, respectively.

36



CHAPTER 2. INSIGHTFUL AND QUANTITATIVE ANALYSIS OF THE CAUSES OF
NUMERICAL ARTIFACTS AND IMPROVED SCHEMES FOR FFT

11033 2832
——W-S
M-S —_
z o :
= 11028 > £, 2827
% 2
- G
11023 2822
1 10 100 1000 1 10 100 1000
Resolution [-] Resolution [-]
(a) ()
9500 2004
9000 1992
< S
?8500 — = 1980
2 C
8000 1968
7500 1956 -
| 10 100 1000 1 10 100 1000
Resolution [-] Resolution [-]
(c) (d)

Figure 2.9: The variation of elastic properties (E; and Gy) of different FFT algorithms with different
resolutions: (a) and (b) are for model A, (c) and (d) are for model B (remark: in all four figures, the
curves of W-§ and FEMR are superimposed, and the curves colors are the same for (a)-(d)).

Table 2.2 presents the mesh convergence of model C. The Relative Errors of Properties (REP)

are calculated as follows

Eprr —E
REP = ZFFT FEMR’

EreMR
where E stands for the elastic modulus (Ey or Gyy).

As shown in Table 2.2, the properties of model C significantly depend on the fiber volume
fraction (Vjcf). From N¢ = 75 to 225, the V]@ decreases from 0.5508 to 0.5502, and the E, value
drops around 100 MPa, which cannot be neglected. From N¢ = 225 to 375, this change on the
properties becomes more acceptable. Furthermore, the relative errors of all FFT methods are
smaller than 1% for N¢ = 225. Thus, for model C, the choice of resolutions in the following
begins at N¢ = 225.
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Figure 2.10: The variation of fiber volume fraction of model C with different resolutions with a target
V¢ =0.55.
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Based on the tests above, we can see that FFT methods can accurately calculate the homoge-
nized elastic properties. The error between FFT methods and FEM is typically less than 0.1%.
Considering that the FFT methods have a significant advantage in computational efficiency,
they can be a desirable alternative to FEM. This is only about the homogenized properties,
however, and the local responses still need to be assessed. Hence, in the next section, the
quantitative comparison of local responses will be presented to show the difference between
FEM and FFT methods.

2.5.3 Quantitative comparison of local responses

In this part, all three models are subjected to a macroscopic strain along the x- direction
(transverse direction) with a value (€), = 0.001 while stress-free conditions are imposed in
the other directions ((0)y, = (0)zz = (0)xy = (O)xz = (0); = 0). These mixed-type loading
conditions are applied using the method presented in [160]. It is reminded that periodic
boundary conditions are intrinsic to FFT methods. Due to stress-free boundaries, Poisson’s
effect is active during loading.

Based on the mesh convergence test, the resolutions chosen for model A and model B are
Nasg =135, 225, 315, and 405. The resolutions chosen for model C are N¢ =225, 255, 305,
345, 375 and 455. The fiber volume fractions in this part are kept as V2 = 0.6 for model A,

f
V}? = 0.36 for model B and V}Q = 0.55 for model C.

Here, the FEM results with voxel meshes are chosen as a reference to assess the performance
of different FFT methods on local fields. Due to our remarks on the hourglass effect, we
consider FEM with reduced integration (FEMR) and full integration (FEMF). The chosen
error measure is the relative absolute error of the local strains:

_ lepprs — €FEMS|

RE (2.7)

|€FEMSs |

38



CHAPTER 2. INSIGHTFUL AND QUANTITATIVE ANALYSIS OF THE CAUSES OF
NUMERICAL ARTIFACTS AND IMPROVED SCHEMES FOR FFT

N¢ =75, V]@ =0.5508
FEMR W-S M-S SF
E, (MPa) 13373.63 | 13370.74 | 13304.28 | 13517.49
REP Reference | —0.027% | —0.52% 1.1%
Gyy (MPa) | 2806.507 | 2806.144 | 2813.617 | 2827.081
REP Reference | —0.013% | 0.35% 0.73%
N¢ = 225, v}i = 0.5502
FEMR W-S M-S SF
E, (MPa) 13271.33 13270.66 | 13247.26 | 13318.85
REP Reference | —0.051% | —0.18% 0.35%
Gyy (MPa) | 2792.032 | 2791.960 | 2794.563 | 2798.924
REP Reference | —0.0026% | 0.091% 0.25%
N¢ =375, v; =0.5499
FEMR W-S M-S SF
E, (MPa) 13230.77 13229.38 | 13216.68 | 13258.79
REP Reference | —0.011% | —0.11% 0.21%
Gyy (MPa) | 2785.611 | 2785.473 | 2786.784 | 2789.513
REP Reference | —0.0050% | 0.042% 0.14%

Table 2.2: The elastic properties (Ex and Gy, (MPa)) of model C of different FFT algorithms with
different resolutions and their relative error compared to the FEM.

where FFTs denotes the result obtained using an FFT solver and FEMs is the result obtained
from the FEM with reduced or full integration. €, is the strain component chosen for com-
parison for models A and B. Regarding model C, the interface radial strain (¢,,) and the in-
terface tangential strain (egg) are chosen, which can be expressed as:

(2.8a)
(2.8b)

€rr = Exyx - COS (0)? +£yy-sin(9)2 +€xy-sin(2-0),

€00 = (€ — €xx) -sin(0) - cos (0) + &, - [cos (0)% —sin (6)2] )

where the components can be seen in Fig. 2.11.
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Figure 2.11: The interface normal and tangential strain (g, and ggg) of model C, as well as the angle
0.

Note that all strain values along the interface are taken on the matrix side.

First, as shown in Fig. 2.12, the relative error between FFT and FEM results, both FEMR
and FEMF, are null for model A. Indeed, FFT and FEM results are identical for this model,
independently of Green operators or integration schemes.
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Figure 2.12: (a) The average relative errors for FFT results compared with FEMR and FEMF of the
model A of different resolutions, (b) The relative errors along the model A for FFT results compared
with FEMR and FEMF of resolutions 315.

For models B and C, first, we consider both the maximum relative absolute error on local
strain values along the interface and the relative absolute error on the maximum of local
strains along the interface. The latter is relevant for investigating the influence of oscillations
on damage initiation criteria. Meanwhile, the average relative error along the interface, in
the fiber center as well as over the whole domain are also taken for comparison. All these
relative errors are defined in Eq. (2.7).
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Regarding model B, Figs. 2.13(a,b) show the maximum error along the interface and Figs.
2.13(c,d) shows the error on the maximum strain along the interface. To assess the hourglass
effect, FEMR is used as reference for Figs. 2.13(a,c) while FEMF is used for Figs. 2.13(b,d).
Clearly, W-Sis the most accurate when compared with FEMR while SF is the most accurate
when compared with FEMF. This confirms once again that the type of integration has an
influence even for FFT methods. This is verified for both error measures.
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Figure 2.13: Model B: maximum relative absolute error along the interface (a) with FEMR and (b) with
FEMF, relative absolute error on the maximum strain along the interface (c) with FEMR and (d) with
FEMF (remark: the curves colors are the same for all plots).

Fig. 2.14 shows the average interface (orange contour) relative errors (a,b), the average rel-
ative errors at the fiber center (green point) (c,d) and those of whole volume (e,f). Similarly
as in Fig. 2.13, the left parts of Fig. 2.14 are the relative errors with FEMR and the right parts
are those with FEMF. These two figures re-confirm that W-S is always more accurate when
compared with FEMR, while SF is more accurate when compared with FEMF, except for the
average relative errors at the fiber center.

We noticed that the W-S method produces more oscillations in the bulk (shown in Fig. 2.23),
which however are less visible and can be neglected due to their sufficiently low values.
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Figure 2.14: Model B: The average errors for FFT results along the interface compared to: (a) FEMR
and (b) FEMF. The average errors for FFT results at the fiber center compared to: (c) FEMR and (d)
FEMF,; The average errors of FFT results over the whole volume compared to: (e) FEMR and (f) FEMF
(remark: the curves colors are the same for all plots).

Regarding the model C, the maximum and average relative errors are presented in Fig. 2.15
and 2.16 respectively. In general, the conclusions are the same as for model B. SF has the best
results when compared with FEMF and it is W-§S when compared with FEMR. Furthermore,
Figs. 2.14 and 2.16 show that the average relative errors decrease when refining the mesh
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Figure 2.15: Model C: maximum relative absolute error along the interface (a) with FEMR and (b) with
FEMF, relative absolute error on the maximum strain along the interface (c) with FEMR and (d) with
FEMF (remark: the curves colors are the same for both all plots).

while the maximum errors and the errors at the maximum strain along the interface (Figs.
2.13 and 2.15) show the opposite behavior. This phenomenon can be due to the increased
error at singularities when refining the mesh. Because both model B and model C have sharp
corners, where the strain concentration appears during the loading. Note that this is a phys-
ical phenomenon for model B while it is artificially caused by the zig-zag interface for model
C. Model C has more sharp corners than those for model B, which can explain the opposite
behavior with mesh refinement on interface average errors for these two models.
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Figure 2.16: Model C: The average errors for FFT results along the interface compared to: (a) FEMR
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(Remark: the curves colors are the same for all plots).
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2.5.4 Conclusions

Three FFT methods give identical results on model A. On models B and C, however, the SF
is the most accurate when compared to full integration FEM and the W-S§ is more accurate
when compared to the reduced integration formulation. Considering that SF has fewer os-
cillations (detailed in the next section) than others, in consequence, if a simulation needs
high accuracy where a full integration is required in the FEM, the SF should be applied when
the simulation is performed using an FFT solver.

However, applying SF requires eight times more memory than W-§ and the computation
time is also increased. In many cases, the full integration formulation is not needed, and the
hourglass effect can be easily controlled by introducing “hourglass stiffness” as done in most
FEM codes. Furthermore, the non-smooth interface has been proven to be the most critical
cause of oscillations (detailed in the next section). Thus, a reduced integration formulation
could be a better choice in many cases, where the W-§is, generally, more accurate than other
FFT methods with an optimum computational speed.

In the next section, these three FFT methods as well as the FEM with both integration for-
mulations are analyzed more thoroughly to investigate the causes of the oscillations.

2.6 Analysis of each cause of oscillations

2.6.1 Overview

The last part of our work in this chapter is an analysis of the oscillations to determine the
impact of each cause quantitatively. In this section, the FFT methods and FEMs used in
Section 2.5 are taken to make this evaluation. First of all, we need to establish a clear measure
to quantify the oscillations.

2.6.2 Definition of the oscillations

To compare the influence of oscillations, the first step is to define the criterion to quantify
them. Researchers often use the stress field to quantify the oscillations (e.g. [161]). Even
though the fiber and the matrix present the same amplitude of oscillations under some con-
ditions, the oscillations in the fiber are often stronger than in the matrix because the fiber
stiffness is normally higher than that of the matrix. Furthermore, when comparing differ-
ent algorithms, researchers often put the color maps together and compare them visually. A
better choice is to plot the curves of certain strain components of different methods along a
direction. If there are some oscillations present in the curve, the curve will not be as smooth
as it should be. This non-smoothness of the curve can be easily visualized and captured, and
referred to as the oscillation degree of this curve. A detailed definition is presented in the
following.

In Fig. 2.17, an illustrative reference curve without oscillations is shown as well as an oscil-
lated curve. To quantify the irregularity of the oscillated curve (orange curve), we introduce
a function D; standing for the differences in strain values along a curve.

Dj=€j+1—8j, (2.9)
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Figure 2.17: Illustration scheme of strain variation along a line in a direction (reference curve VS
oscillated curve).

where € is the local strain at position j in the curve, and €., is the local strain value at the
next position.

Based on the Eq. (2.9), we get the D values of the oscillated curve and the reference. Gen-
erally, the more differences that two values have, the stronger are the oscillations, under
the precondition that a reference curve is available. Therefore, we start by evaluating the
smoothness of the FEMF method for model B. The values of D for half of the interface lines
are shown in Figs. 2.18. We would expect the strain to increase increasingly intensely up to a
maximum value at the fiber corner, and then decrease. Therefore, the values of D should be
positive at the beginning and increase up to a maximum value, and then become negative
at the fiber corner. This general tendency is confirmed in Fig. 2.18. The two large spikes
are normal and correspond to the fiber corner where the maximum value is reached and D
becomes negative.

However, we also see smaller spikes, which are more visible for the vertical interface line in
Figs. 2.18(c,d). These can be considered as oscillations. Because their number stays never-
theless exceedingly small and they are localized around the fiber corners, it can be said that
FEMF has almost no oscillation and can be considered as the reference.

Therefore, we can define the error measure as

where |.| means the absolute value. Considering that the voxel position takes the same value
independently of the method, the values of different methods can be directly compared.
If one method has fewer oscillations, its D; value should be closer to that of FEMF, which
means that higher MD; values mean stronger oscillations, and vice-versa (as shown in Fig.
2.19). Meanwhile, another function called MD is defined, which describes the average MD
value along the oscillated curve. Lower MD values mean fewer oscillations in the strain vari-
ation curves.
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Figure 2.18: Model B: The D values of horizontal interface line with resolution 135 (a) and resolution
405 (b). The D values of vertical interface line with resolution 135 (c) and resolution 405 (d).
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Figure 2.19: [llustrations of different MD values : (a) low MD values (weak oscillated curve), (b) high
MD values (strong oscillated curve).
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2.6.3 Model and loading conditions

Asintroduced in Section 2.5.3, the mixed-type periodic boundary conditions are also applied
in this section, with a macroscopic strain along the x- direction (transverse direction) of a
value (€) xx = 0.001 while stress-free conditions are imposed in the other directions (), =
(0)zz= <0>xy =(0)xz = <0>yz =0).

Based on the results of Section 2.5.2, the resolutions chosen for model A and model B are
Na,;g =135, 225, 315 and 405. The resolutions chosen for model C are N¢ =225, 255, 305,
345, 375 and 455. The fiber volume fractions in this part are kept as V2 = 0.6 for model A,

f
lef = 0.36 for model B and v}? =0.55 for model C.

2.6.4 Deep analysis of oscillations

Figs. 2.20, 2.22 and 2.25 present the average of MD; over interface lines (denoted MD) for
model A, B and C respectively, which can be used to evaluate the impact of each cause of
oscillations. In Figs. 2.20 and 2.22, the local strain component €, is chosen to study the
oscillations while the radial strain component €,, and the tangential strain component ggg
are chosen instead in Fig. 2.25.
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Figure 2.20: The value of MD for model A using the different methods.

As shown in Fig. 2.20, all methods show no oscillations for model A even for the original
M-8 algorithm, which confirms the results shown in [102]. As mentioned in the state of the
art of this chapter, some researchers believe that one of the oscillations causes is the Gibbs
phenomenon that describes the intrinsic defect of the spectral method when dealing with
high contrast signals. This does not seem applicable to composites homogenization because
there is no Gibbs phenomenon in model A.

To better visualize the oscillations in FFT and FEM, the local strain components are plotted
for models B and C in Fig. 2.21, where the oscillations can clearly be seen.

For model B, Fig. 2.22(a) shows the value of MD along the horizontal interface line. Fig.
2.22(b) shows the MD value along the vertical interface line. Note that the strain values for
calculating MD are taken on the matrix side, which are more critical during loading (orange
line in Fig. 2.22).

48



CHAPTER 2. INSIGHTFUL AND QUANTITATIVE ANALYSIS OF THE CAUSES OF
NUMERICAL ARTIFACTS AND IMPROVED SCHEMES FOR FFT

x107° 103

3
257

257

— ~Ws
.24 - 27 i

3 —M-5 ‘_; A A A A A A

w SF $1.5¢ V| \

2.3
- - FEMR 11
0.5
55

59 | ‘ —FEMF
345 35 355 36 365 50 51 52 53 54
Position [mm| , 403 Angle (6) [-]

(a) (b)

Figure 2.21: (a) describes the €, component of model B along the horizontal interface line with Ng =
405; (b) shows the €, component of model C along the interface with N¢ = 375 (remark: the green
line in (b) is the curve of FEM of full integration with conformal mesh, and the curves colors are the
same for both (a) and (b)).

Clearly, FFT methods based on the DGO reduce the oscillations significantly. Algorithm SF
appears as the best choice in terms of oscillations reduction. W-S algorithm takes the second
place and the M-S method is the worst. Furthermore, it should be paid attention that the
FEMR gives remarkably comparable results as W-S while the oscillations are almost invisible
on FEMF, where a full integration method is applied. This phenomenon confirms that the
hourglass effect is also one of the causes of oscillation in FFT methods, as already reported
in [145]. This is because, like in the reduced integration FEM, the strains and the stresses
calculated by FFT solvers are also computed at the centroid of the voxel, except for the SF
method. This also explains why the latter shows fewer oscillations.

In general, the difference between M-S and W-S is the improvement of the finite-difference
technique, which could be due to the non-satisfaction of Shannon’s theorem, and the differ-
ence between W-§ and FEMF is mainly due to the hourglass effect. However, as shown in
Figs. 2.23(a,b) in black circles, the W-§ method shows much more oscillations than others at
the fiber center which could invite to a more advanced investigation.

Fig. 2.22 also shows that the oscillations are reduced when refining the mesh, because re-
fining the mesh increases the sampling frequency. It proves that the loss of high frequencies
when discretizing the Fourier transform to a finite domain led to oscillations, which are re-
duced using a DGO.

Unlike models A and B, where both FFT methods and FEM rely on voxel meshes that are
conformal, model C cannot rely on a mesh that is both voxel-based and conformal. Given
that the non-smooth interface is one of the causes of oscillations, as shown in Fig. 2.24,
all voxel meshes show strong oscillations. Thus, FEMF with a voxel-based mesh cannot be
chosen as a reference anymore.
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Figure 2.22: The values of MD for model B along (a) the horizontal interface line and (b) those of the
vertical interface line. (remark: the curves colors are the same for both (a) and (b)).
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Figure 2.23: Model B: (a) the values of function D (see Eq. (2.9)) of the center line with resolution
135 and (b) resolution 405 (remark: The D values is based on the local strain component €,, and the
curves colors are the same for both (a) and (b)).

Consequently, an FEM simulation with conformal mesh with full integration formulation is
introduced to be used as a reference, so that Eq. (2.10) becomes

MD]' — |D§FT5/FEMS _ D;onformall.

Due to this choice of reference result, all calculations for model C do not share the same
mesh, even for the same resolution. Therefore, a linear interpolation is applied on the con-
formal mesh to obtain the D; at the same positions as used in voxel meshes. In Fig. 2.25,
the MD values for model C are presented. Herein, the radial strain component ¢,, and the

tangential strain component €gg are chosen, and D; is computed along the interface arc on
the matrix side.
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Figure 2.24: The oscillations of radial strain along the interface of model C of different methods.

As shown in Figs. 2.25(a,b), W-§ and FEMR show a similar behavior while SF and FEMF are
also similar. It should be noted that the MD values shown in Fig. 2.25 are at least five times
larger than those shown in Fig. 2.22 for model B. This implies that the oscillations caused
by non-smooth interfaces are much more critical than those originating from other causes
such as the hourglass effect. Nevertheless, the oscillations present in model C do not seem
to decrease with increasing resolutions (sampling frequencies). We did not investigate this
further. Besides, it is not possible to explain why there are fewer oscillations with M-S in that
regard. This is also left for future study.

><10~4
55 WS
—A-M-S
5 SF
o FEMR|__ 97
o —+FEMF| ——
§ 4.5 E 81
4 7

3.5 : :
200 300 400 500 200 300 400 500
Resolution [} Resolution [-]

@ (b)

Figure 2.25: The MD values for model C (a) of the interface radial strain component and (b) of the
interface tangential strain component (remark: the curves colors are the same for both (a) and (b)).
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2.6.5 Conclusions

The non-smooth interface is the most significant cause of oscillations that contributes more
than five times than others. Note that non-smooth interfaces are more common in complex
composite structures. The “truncated” Green operator could take the second place due to
its higher impact than the hourglass effect but its influence on oscillations can be reduced
significantly by using a discrete Green operator based on the finite-difference scheme. The
hourglass effect takes the third place and could be overcome by using Schneider’s discrete
Green operator with full integration. However, Schneider’s scheme means more computa-
tional resources occupation than Willot’s scheme, and is therefore recommended only if a
high precision is required. Finally, there is no evidence of the Gibbs phenomenon in our
calculations, which proves the Gibbs phenomenon is not an issue at least for mechanical
problems.

2.7 Chapter conclusions

In this chapter, we first have introduced a literature review of several causes that lead to os-
cillations in the FFT method. These causes can be divided into two categories. The first
one regroups causes related to the intrinsic characteristics of the FFT, like non-satisfaction
of Shannon’s theorem. The second one regroups causes that can be also found for FEM with
voxel-based meshes, like the hourglass effect or the non-smooth interface. Then, we have
introduced some improved techniques proposed in the literature to reduce these oscilla-
tions. Some methods are easy to implement, such as low-pass filtering, but may lead to
information loss. Meanwhile, there are also methods that work well, such as the consistent
Green operator, but which are excessively demanding in terms of computational resources.
The idea of calculating a DGO based on finite-difference schemes seems to get a balance
between the accuracy and the computational complexity.

Therefore, the improved techniques proposed by Willot [120], and Schneider [152] were cho-
sen for deeper analysis as well as the original basic scheme. A quantitative comparison be-
tween FFT methods and FEMs was accomplished. Overall, the SF is the most accurate com-
pared to the full integration FEM method and the W-§ is more accurate compared to the
reduced integration formulation. Consequently, if a simulation needs high accuracy where
a full integration is required in the FEM solvers, the SF should be applied when the simula-
tion is performed using an FFT solver.

However, applying SF means more computational time, which makes its application unessen-
tial in many cases. Besides, the hourglass effect can be easily controlled by introducing
“hourglass stiffness” as done in most FEM codes. Thus, a reduced integration formulation
can be a more optimum choice, where the W-§ is, generally, more accurate than other FFT
methods with an optimum computation speed.

Finally, we go back to the causes of the oscillations, where deeper analysis is performed to
evaluate the impact of each of them. The non-smooth interface can be considered the most
critical cause of oscillations. It is common in complex composite structures with voxel-based
meshing. Therefore, an interface smoothing technique becomes an exigence to get cleaner
local fields, as discussed in the next chapter.
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3.1 Chapter overview

Among the causes of oscillations, the non-smooth is the most severe one. On the one side,
it leads to local numerical oscillations at least five times stronger than others. On the other
side, it is common in heterogeneous materials. Consequently, an interface smoothing tech-
nique is necessary to get more precise local fields.

As discussed in [152], using Schneider’s full integration scheme will cost around eight times
the CPU time than Willot’s scheme. Furthermore, because the hourglass effect has the weak-
est effect among all the causes, Willot’s scheme is always chosen for this chapter’s studies.

In this chapter, two interface smoothing techniques will be presented. The first one is the
neighbour voxel average method (Section 3.2), which was initially proposed in [96] for a FEM
solver and re-proposed for FFT solvers in this thesis [162]. Another one is the composite
voxel method and, in particular, an enhanced composite voxel method proposed in this the-
sis (Section 3.3). A comparison between the different methods is performed in Section 3.4.

3.2 Neighbour voxels average method

3.2.1 Overview and description

The results of Doitrand et al. [93] have shown strong oscillations in the FEM using a voxel-
based mesh, and these oscillations seemed to be even stronger after mesh refinement, while
there was no issue with a conformal mesh. That demonstrates that this issue is mainly due to
the voxel-based mesh itself. The oscillations in FFT and FEM can also be called the “check-
board patterns” present in local strain and stress fields (as shown in Fig. 2.7). Clearly, the
value in one voxel is larger than usual, while its neighbours have lower values. Based on the
tests in Section 2.5.2, however, this does not affect the overall response. Therefore, to reduce
this issue, a simple idea is to average the voxel values with surrounding voxels.

This idea of averaging was implemented in [93] by calculating the stress at each integra-
tion point as an interpolation of the non-smoothed values at the surrounding integration
points using a least-squares method. The degree of smoothing depends on the number of
surrounding integration points that are taken into account. In [93], all integration points
that belong to elements that share a common node were taken into account. As an alterna-
tive, Fang [96] proposed an approach by averaging the target voxel value with the neighbour
voxels. In 2019, the present author proposed a similar method for FFT solvers in [162].

In general, the average equation in [96, 162] can be presented as

Jaob ()
fQ‘P(r) ,

where o is the Cauchy stress tensor, (2 is the averaging window, ¢ (r) is the weight function,
and r is the minimum distance from each surrounding voxel to the target voxel. As shown in
Eq. (3.1), two important parameters should be defined: the size of the averaging window Q,
and the weight function ¢.

0= (3.1)
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As discussed in [96], for different voxel mesh densities and resolutions, it is difficult to deter-
mine a constant window size. In order to define this window size, we first define the notion
of a layer. For a given voxel, layer L is a set containing only this voxel. Then, layer L;; is
the set of voxels whose boundaries intersect a voxel in layer L;. This intersection can be a
face, an edge, or even a voxel corner. Note that all voxels chosen in layer L; are of the same
phase as Ly to ensure that the local fields may remain discontinuous across interfaces. The
window size is defined as the layer count Ny, such that the neighbour voxels considered for
the averaging are all voxels contained in the sets L;, i < N..

(b) (© (d)

Figure 3.1: Illustration of neighbour voxel average technique and layers used for averaging with dif-
ferent window sizes in 2D: (b) Np = 1, (c) N = 2 and (d) N = 3 on a bi-phase model with 81 voxels
(remark: the red and blue voxels represent different phases).

Fig. 3.1(a) presents a bi-phase model. The red and blue voxels represent each phase, and
the orange line describes the real interface. The orange voxel is the target voxel of the matrix
phase that is being treated. Figs. 3.1(b), (c), and (d) show the averaging for different layer
counts. As shown in these figures, only voxels of the same phase are considered for averaging
(the voxels marked by a cross).

A weight function can also be introduced to reduce the influence of voxels inside the window
but far away from its center, the target voxel. In general, there are three types of weight func-
tions (mentioned in [96]) that can be applied: constant, linear, and exponential functions, as
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shown in Eqg. (3.2).

¢[@L;)=1 (Constant), (3.2a)
L; .
¢([L;)=1-— (Linear), (3.2b)
Lmax 1
o (L) = exp( Li ) (Exponential). (3.2¢)
Lmax

Therefore, the neighbour voxel average equation could be expressed generically as:

VNL, VN
Aorange(b (Lo) +Zj=1Ll qu) (L) +... +Zj=1Lmax Aj(l)(Lmax)

1 +VNL,~ * (')Ll. + ... +VNLmax * (I)Lmax

) (3.3)

Aorange =

where Aorange i the local value that needs to be averaged, and VN, is the total voxel number
of each layer taken into account. Note that a linear weight function is chosen in [96, 162].
This is also the function that is chosen herein.

3.2.2 Test cases and conclusions

In this section, the neighbour voxel average with Ny, = 2 is applied on model C (presented in
Fig. 2.8), where the fiber volume fraction is set as 55%, to test the effect of this approach. The
materials properties are the same as in Table 2.1.

According to Fig. 2.25, the resolution N¢ = 255 is the one that shows the lowest oscillations.
It is therefore chosen for the present study. The model is subjected to periodic boundary
conditions with a macroscopic strain along the x- direction (transverse direction) of (€),x =
1.1072 and stress-free conditions in the other directions (0)yy = (0)zz = (O)xy = (O)xz =
<0>yz =0).

As shown in Fig. 3.2 (b), the local stress fields show very strong oscillations without average,
and the peak stress reaches over 30MPa while it is less than 25MPa in FEM results. Fig. 3.2(c)
clearly shows the effect of averaging as the interface stress is smoother, and the peak stress is
much closer to FEM results. In non-linear material modeling, the principal stresses and the
von Mises stress often play a role in yield or fracture criteria. The results for these stresses
are presented in Fig. 3.3. Once again, averaging reduces oscillations and compares well with
FEM.

To determine the optimum layer count (Ny), a quantitative comparison is conducted. Our
experiences show that the oscillations are reduced significantly when increasing the Ny, value
at the beginning and become stable from Ny, = 3. However, since the neighbour voxel aver-
age is only a post-processing operation, it is not coupled to the FFT solver, and there is no
guarantee that the results will respect the equilibrium and compatibility equations. There-
fore, it is preferred to keep N, as small as possible. For Ni = 2, the abnormal stresses are
sufficiently low. Thus, from our point of view, N, = 2 is the best choice for the neighbour
voxel average method, which also confirms the conclusion in [96]
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P
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N s

(©)

Figure 3.2: Local stress (MPa) fields of model C under transverse tensile loading along x direction
({exx) = 1.1073): (a) FEMF Conformal mesh, (b) FFT results without average, (c) FFT results with
average of Np = 2. From left to right, they are oy, 0}y, 0xy. (remark: the models in the figure are of
exactly the same size, although the images, which are captured using different software, could suggest
otherwise)
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(©)

Figure 3.3: The first principal stress o; MPa (left) and the von Mises stress g, MPa (right) of model
C under (e,,) = 1.1073 transverse tensile loading along x direction: (a) FEMF Conformal mesh, (b)
FFT results without average, (c) FFT results with average of Ni, = 2 (remark: the models in the figure
are of exactly the same size, although the images, which are captured using different software, could
suggest otherwise).
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3.3 Composite voxel method

3.3.1 Overview

In a voxel mesh, the properties of each voxel are usually equal to the properties of the ma-
terial, which is present at the center of the voxel [93]. It is proper if the total volume of a
voxel belongs to only one material. However, in the case of voxels shared by several phases
and thus crossed by one or multiple interfaces, this kind of properties assignment is a rough
approximation, and zig-zag interfaces are formed (shown in Fig. 3.4(a)). One of the reasons
that limit the application of voxel-based meshes is that interfaces are not as smooth as in
a conformal mesh that is closer to reality. More severely, as stated in the previous chapter,
the zig-zag interface is one of the critical causes of oscillations near the interface both in the
FFTs and the FEMs.

Apart from the neighbour voxel average method, which is a kind of post-processing, another
idea is smoothing the interface by creating a new "phase" for the voxels crossed by the in-
terface to model the interface. It should be noted that this composite voxel method is not
related to the notion of interphase, which is not discussed nor modeled herein. The proper-
ties of these voxels are then homogenized from the local phases that share the voxels. This
method is called the composite voxel method. As an illustration of this method, a 2D exam-
ple is shown in Fig. 3.4(a), where two phases in blue and red are present, as well as a zig-zag
interface. The orange line is the real interface. Meanwhile, in Fig.3.4(b), apart from the blue
and red voxels, it can be seen that all the voxels shared by two phases are shaded. They are
called composite voxels, and their properties are equal to the homogenized properties of
these two phases.

(@ (b)

Figure 3.4: Illustration of a model without composite voxel (a) and with composite voxel (b). The
orange line is the real interface [163].

3.3.2 Conventional composite voxel method

The composite voxel approach was proposed by Kabel et al. in [163] and Gélébart in [164].
The properties of a composite voxel are evaluated by a local homogenization based on the
properties of phases that share the voxel and their volume fractions (shown in Fig. 3.4(b)).
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Like the homogenization from microscopic to the macroscopic level, this local homogeniza-
tion can also rely on several techniques: Voigt, Reuss estimates proposed in [164] and Voigt-
Reuss mean, or laminate theory as proposed in [163]. The first three can be expressed as:

N
Cuoige = 3 V" CP"' (Voigy, (3.42)
i=1
N hi iy—1 -1
CRreuss = ZVJIZ (Cph ) (Reuss), (3.4b)
i=1
1 .
CvR-mean = > (Cvoigt + Creuss)  (Voigt-Reuss mean), (3.4¢)

i i .
where V]’fh and CP" are the volume fraction and stiffness tensor of phase ph’ inside the
composite voxel, respectively. One drawback of the above mixing rules is that the orientation
of the interface is neglected. In contrast, in the laminate mixing rule, the normal direction of

the interface is taken into account. The formula of the laminate mixing rule is
(P+K Craminate = K1) ™) ' = ((P+K(C-KId) ) "), (3.5)

where Ciaminate is the homogenized elastic tensor of a composite voxel and K > 0 is a factor
that should be chosen sufficiently large. The operator (—) is the volume average within the
composite voxel. According to [163], K should be larger than the largest eigenvalue of the
stiffness matrices C (x) for all x in V. The fourth-order identity tensor is denoted as Id, and P
is the fourth-order tensor that is expressed as follows:

1
Pijki= 2 (niSjknl + niﬁjlnk +n;0;kn;+ an,-lnk) —NinjN Ny, (3.6)

where 7 is defined as the normal vector of the interface. Fig. 3.5 illustrates these three differ-
ent mixing rules. In [163], Hashin’s model with inclusion (ph') and matrix (ph?) was tested,
and the results are shown in Fig. 3.6. When the inclusion is stiffer than the matrix, the Reuss
rule gives the best results, while the Voigt one is the best in the opposite case. Meanwhile, the
laminate rule gives a more balanced result. In [165], a combination of different mixing laws
was studied, which, however, is not our purpose. Thus, the laminate rule is chosen herein.

(@ (b) (0

Figure 3.5: Illustration of different mixing rules: (a) Voigt, (b) Reuss and (c) Laminate.
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Figure 3.6: Comparison of relative error for different mixing rules [163].

To calculate the volume fraction of each constituent in a composite voxel, a method called
“sub-voxel approximation” has been proposed in [163]. As illustrated in Fig. 3.7, the first
step is dividing the composite voxel into N, sub-voxels. The second step is calculating the

i i i .
center position of each sub-voxel (xf Lflb, yf uhb, zf :b), and determining the constituent (ph')
at each position with the help of the real interface. This enables to assign the properties of

the chosen constituent (C’”hi) to the corresponding sub-voxel. Finally, the number of sub-
voxels with the same constituent (NiJ IZ;) divided by the total number of sub-voxels inside the

12
composite voxel is the volume fraction of this constituent in the composite voxel (V ]’Zh =

ph!
sub

N /Ngup)-

N

Figure 3.7: Description of the calculation of the volume fraction of each constituent inside a com-
posite voxel following the method proposed by Kabel: the composite voxel consists of 25 sub-voxels,
each is assigned to a phase based on its centroid (the real interface is shown as an orange curve and
the composites voxels are shaded).

The last parameter that needs to be determined is the normal vector of a composite voxel
(n). The method, connecting the center of mass of the dominant material with the center of
the composite voxel (as shown in Fig. 3.8), was proposed in [163]. More precisely, assuming
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W to be the composite voxel and S € W to be the dominant phase, the formula of the normal
vector (n) is given as:

1 1 n
n:= —f xdx—— | xdx, n=—, (3.7
IS Js W] Jw |72l
where |[W| = fW dx and |S| = fs dx. In the discretized numerical calculations, Eq. (3.7) can
be expressed as:
1

:NT

sub

n: 2 (X3 Vaupr Zoun) = (%0, Y0, 20)

where (xo, yo, 20) is the center of the composite voxel.

(a) (b)

Figure 3.8: Illustration of the normal vector calculation: (a) the red phase is dominant, and (b) The
blue phase is dominant.

3.3.3 Improved composite voxel method

One main drawback of the composite voxel method proposed in [163] is that a parametric
representation of the interface and its geometry should be known in advance. When extract-
ing a model directly from an image obtained from an SEM, where the real interfaces are not
explicit nor parameterized, this approach can be difficult to apply. Besides, it is also difficult
to describe the interface mathematically for some complex structures (e.g. textile composite
and short fibers composite). Thus, for a composite voxel containing two or more phases, an
approach mainly inspired from the level-set method is proposed hereafter to calculate the
volume fraction of a phase and the normal vector.

In the conventional composite voxel method [163], the identification of the composite voxel
is determining whether a voxel contains more than one phase or not. In the proposed ap-
proach, instead of determining the number of phases in a voxel, a composite voxel zone is
created by an artificial parameter, i.e. the composite voxel zone thickness [. All voxels with
centers inside the zone are considered as composite voxels. Fig. 3.9 (red color voxels are the
inclusion (ph'), and blue ones are the matrix (ph?)) presents a simple example to describe
this new approach for two phases. The steps are as follows:

e Identification (Fig. 3.9(a)): Identify the boundaries between each phase. Parametric
representations of phases boundaries can be used if they are available. Otherwise,
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which is more common, the zig-zag interface identification can easily be made with
commercial software or algorithms.

* Calculation (Fig. 3.9(b)): For each phase ph' (ph! or ph? in the example), calculate
the minimum distance d”" from each voxel center to the phase boundary. Herein, a
positive value is assigned for the voxels of the inclusion ph' and a negative value for
the matrix ph?.

 Selection/assignment (Fig. 3.9(c)): Choose a composite voxel zone thickness value [.

All voxels such that Idphil < % are considered as composite voxels (marked by a cross
in the figure).

(a) (b) (©)

Figure 3.9: Illustration of the improved composite voxel method: (a) identification of the interface, (b)
calculation of the minimum distance dP"', and (c) selection of / and determination of the composite
voxels.

The next step is to calculate the volume fractions in the composite voxels. Instead of dividing
a composite voxel into sub-voxels, we can use a regularized Heaviside function is applied

here to compute the volume fraction V]’f " of each phase ph' within the voxel:

i l
0, dph <—§,

oph' ) g 24Pt Sm( ! ) hip_ 1
Vf =33 1+ i + po » Idp |S§’
i1
1, dPh'>1L

2

If there are more than two phases, the real local volume fraction can be written as

. ~phi
v L (3.8)
thi V]’Z

Based on the properties of signed distance functions, the calculation of the normal vector
(n) is given as:

_ no_ . hi
fi:=Vd®, n=—, withP =argmax,, V" . (3.9
7 Bty
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In numerical calculations, the gradient (V—) in Eq. (3.9) is calculated by classical centered
finite differences. Finally, the homogenized properties of composite voxels are calculated us-
ing Egs. (3.5) and (3.6). With this optimization, a parametric representation of the interface
is not required, and there is no need for sub-voxels.

An added advantage of this enhancement is that it can easily be generalized to Schneider’s
full integration scheme. It is possible to compute the signed distance function at each in-
tegration point and then the local phase volume fractions and normal vectors. This can be
interesting to smooth the transition over multiple integration points and reduce the oscil-
lations. Due to the significant increase in computational cost when using eight integration
points per voxel, we restricted our composite voxels analysis to Willot’s scheme.

3.4 Comparisons of interface smoothing technique

In this section, three interface smoothing techniques, implemented in FFT solver with W-§
scheme, will be compared in terms of the effect of oscillation reduction and the relative error
to the results of FEM of reduced formulation with conformal mesh. These three methods are:

¢ Conventional composite voxel model proposed in [163] (TCV)
e Our optimized composite voxel model (OCV)

e Neighbour voxel average method (AVE)

For the improved method OCYV, it is necessary to define the composite voxel thickness zone
1. To be consistent with the conventional method TCV, we choose to set [ as twice the voxel
size, which ensures that there is always at least one layer of the composite voxel at the inter-
face, and at most two layers (the one on the matrix side and the other on the fiber side). That
ensures that all voxels at the interface are included in the composite voxel zone.

As for the AVE technique, the most suitable average layer count is Ny, = 2 as proven in Section
3.2.2. Thus, Ni, = 1 and 2 are both studied in the following.

In this part, the model C shown in Fig. 2.8(c) is chosen, and subjected to a macroscopic
strain along the x- direction (transverse direction) with a value (€) x, = 0.001 while stress-free
conditions are imposed in the other directions ({0) y; = (0);; = (0)xy = (O)xz = (O)y; = 0).
These mixed-type loading conditions are applied using the method presented in [160]. It is
reminded that periodic boundary conditions are intrinsic to FFT methods. Due to stress-
free boundaries, Poisson’s effect is active during loading. Meanwhile, the resolutions chosen
for model C are N¢ =225, 255, 305, 345, 375 and 455, and the quantitative definition of the
oscillations is the same as in Section 2.6.2.

The first layer of voxels along the interface is occupied by the composite voxels, which cor-
respond to neither matrix nor fiber material. Therefore, it is not possible to compare the
values in this layer between the different techniques. That is why the first layer of voxels out
of the composite voxels zone, denoted as interface? to distinguish from the real interface,
is chosen to make the comparison in Figs. 3.10, 3.11, 3.12, 3.13, 3.14, and 3.15. Since the
composite voxels zone is very small compared to the model size, the layer of interface?"¢
can also be considered as the interface response.
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Figure 3.10: The interface?”? normal strain (a) and tangential strain (b) with N¢ = 375 and using FEM
conformal mesh (reference result) and W-S alone or combined with the conventional and enhanced
composite voxel methods. (remark: the curves colors are the same for all plots).

As shown in Fig. 3.10, where the interface?”® normal strain (e,,) and tangential strain (ggg)

are drawn, the composite voxel method can reduce significantly the oscillations in the pres-
ence of a non-smooth interface. Note that the detailed description of €,, and ggq is intro-
duced in Eq. (2.8) and in Fig. 2.11.

Fig. 3.11 clearly shows the effect of the reduction of oscillations based on the OCV and the
TCV methods.
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Figure 3.11: The MD value of interface?”? normal (a) and tangential (b) strains using W-S and differ-
ent composite voxels approaches (remark: the curves colors are the same for all plots).

For the TCV method, we tried using different numbers of sub-voxels. The response is con-
verged at Ng,;, = 1681. Since model C can be treated as a 2D model, that means a 41x41
division in sub-voxels in x x y direction. With our unoptimized Python implementations,
the total computation time for the TCV method using Ny,;, = 1681 is of the same order as
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the one for the OCV method. More importantly, it is interesting that OCV reduces the oscil-
lations more effectively than TCV for both strain components and all resolutions, and is also
more general because it can easily deal with non-parametrized interfaces.

To compare OCV and AVE, the MD values are shown in Figs. 3.12. These two graphs show
that OCV reduces the oscillations more effectively than the AVE if one layer is used whereas
with two layers AVE becomes more effective. However, as illustrated in Fig. 3.13, the AVE
cannot treat well the abnormal phenomenon on the normal interface?”? strain at around 45
degrees, while the OCV does not have this kind of issue.

Besides, AVE is a kind of post-treatment, where the equilibrium equation and the compati-
bility condition are not verified. If a very high reduction of oscillations is required, a combi-
nation of these two methods can be applied. This possibility is not discussed herein, and the
OCV seems to be a more optimal choice.
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- 67
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Figure 3.12: The MD values of interface?”? normal strain component (a) and of the tangential strain
component (b). (remark: AVE 1L means Ni = 1 and so on, and the curves colors are the same for all
plots).

In order to validate these interface smoothing techniques, we investigate the relative errors
after applying these treatments. The reference is also the FEM of reduced formulation with
conformal mesh.

The relative error for model C is first checked and shown in Fig. 3.14. For the normal strain
error, apart from an abnormal result at N = 251 that has not been investigated yet, the differ-
ent smoothing techniques effectively reduce the error and give comparable results. Regard-
ing the tangential strain error, Fig. 3.14.(b) shows that the composite voxel method is still
effective but not the neighbour voxels averaging. In addition, our proposed optimization of
the composite voxel method does not deteriorate nor improve the accuracy significantly.

The second part is to verify the influence of the OCV technique on the two other models. For
model A, the influence of OCV is null except for the voxels inside the composite voxel zone
because of the homogenization in this zone.
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Figure 3.13: The interface?” normal strain (g,,) component of different approaches of model C with
N¢ =375 (remark: AVE 1L means Ni, = 1 and so on).
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Figure 3.14: The average of relative error of interface?”? normal strain component (a) and of the tan-

gential strain component (b) of model C with different interfaces moothing techniques.

Regarding model B, the relative errors are shown in Fig. 3.15. The errors for M-S are also re-
ported for comparison. We observe that AVE 2L increases the errors significantly making this
only relevant for non-smooth interfaces and thus does not apply to general situations. The
OCV technique also increases a little the relative error, which is quite normal because adding
composite voxels artificially reduces the contrast between fiber and matrix. Nevertheless, the
relative error of the OCV method is much lower than the AVE 2L method. Furthermore, it is
very close to the M-S scheme.

In conclusion, the increase of the error for models A and B is acceptable for the improved
composite voxel method that contributes to the universality of this approach in a general
application.
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Figure 3.15: Relative errors with respect to FEMR along the layer of interface?”? using W-S and dif-
ferent smoothing techniques: (a) average relative error, (b) maximum relative errors; (c) errors on the
maximum strain (remark: AVE 2. means Nt = 2, and the curves colors are the same for all plots).

3.5 Chapter conclusions

Figs. 3.2, 3.3, and 2.24 show that the zig-zag interfaces can lead to stronger non-physical
oscillations and peak stresses than FEM conformal mesh. These strong and non-physical
artifacts are problematic for damage and fracture modeling.

Therefore, this chapter has investigated two techniques to improve the zig-zag interfaces due
to the voxel-based discretization. They are

* the neighbour voxels average method,
¢ the composite voxel method.

The first investigation is on the neighbour voxels averaging (AVE). Figs. 3.2 and 3.3 show
that it reduces the oscillations significantly and leads to peak stresses much closer to FEM
conformal mesh results, as well as smoother local fields. Regarding the layer count (Ny) used
for averaging, our results show that the oscillation reduction becomes less effective when
Ni, > 2 and almost non-effective when N, > 3. To minimize the computational cost, Ni =2 is
the best choice for the neighbour voxels average method.

The second part is our study on the composite voxel method. An improved composite voxel
method (OCYV) is proposed in this chapter. Compared with the conventional composite voxel
method TCV, the OCV does not require parametric representations of interfaces and can
hence be applied directly to digital images. Additionally, our results show that this simplified
method is still at least as effective as the TCV in terms of oscillations reduction and accuracy.

When comparing the OCV with the neighbour voxels average method AVE, it is observed
that OCV reduces the oscillations more effectively than AVE with one layer (Nt = 1) but less
effectively than AVE with two layers (N, = 2). In addition, we noticed an increase in the error
when there are no zig-zag patterns for all these smoothing techniques. This increase is more
significant when using AVE with two layers compared to OCV. Besides, Fig. 3.13 shows that
the AVE cannot treat well some abnormal phenomenons, while the OCV does not have this
issue.
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As a conclusion, both AVE and OCV have good oscillation reduction effect. On the one hand,
since AVE is non-intrusive and easier to implement, even if it has some drawbacks on the
accuracy, it can be used when only post-processing is possible. On the other hand, OCV
shows less relative error than average methods, which makes it more suitable for complex
analysis. It additionally ensures that the computed smooth fields satisfy equilibrium and
compatibility equations.

Up to now, we have only discussed elastic behavior modeling using an FFT solver. In the
next chapters, damage modeling in heterogeneous materials using the phase-field method
and an FFT solver will be discussed.

69



CHAPTER 3. INTERFACE SMOOTHING TECHNIQUE AND OUR IMPROVEMENTS

70



Chapter 4

Review of damage modeling of material
and phase-field method

Contents

4.1 ChapteroverVIEW . . . v o ¢ v v o v o v ot o v o ot s oot oo nsonosssos 72
4.2 Damage modelingofmaterial .................0 000 72
4.2.1 Phenomenologicalmodeling . . . . ... ... ... .. .. ....... 72
4.2.2 Fracture mechanicsmodeling . ....................... 72
4.2.3 Cohesive Zone Model (CZM) . . . . . . . . . . ittt 73
4.2.4 Continuum Damage Mechanics (CDM) . . . . ... ... ... ...... 76
425 Phase-fieldmodel ... ........ .. .. .. .. .. ... ... 79
4.3 Phase-field theoreticalaspects . . . .. ... ...ttt eeenns 81
4.3.1 Griffiththeory . ... ... ... . . .. .. . . e 81
4.3.2 Regularizationofsharpcrack . . . ... ... ... ... ... ... .. 82
4.3.3 Combination between regularized crack and Griffith theory. . . . . . . 85
4.3.4 Energeticdegradationfunction. . . . .. ... ... ... ... . ... 87

4.3.5 Combination between different diffusive crack and degradation func-
1) 0T 92
4.3.6 Choice of stored energy functional . . . . ... ... ... . ........ 92
4.3.7 Trreversibility of crack phase-field . . ... ... ... .. .. ....... 96
4.3.8 Synthesis of different phase-fields . . . . ... ............... 97
4.4 Chapterconclusions ... ... ...ttt it ittt tteeesnnneeas 98

71



CHAPTER 4. REVIEW OF DAMAGE MODELING OF MATERIAL AND PHASE-FIELD
METHOD

4.1 Chapter overview

Structural failure under loading is one of the most severe problems as it can lead to unpre-
dictable losses and casualties. Therefore, failure study is one of the most important topics
nowadays in material and structural engineering. A general introduction of different failure
and damage modeling techniques, as well as the phase-field method, is presented in Section
4.2 of this chapter. Then, a detailed mathematical description of the phase-field method is
shown in Section 4.3.

4.2 Damage modeling of material

4.2.1 Phenomenological modeling

In the engineering domain, phenomenological failure criteria have been used for decades to
estimate the feasibility of designs quickly. The maximum stress/strain criterion is undoubt-
edly one of the most straightforward criteria. It predicts failure when critical conditions
in loading are larger than the strengths (tension, compression, shear) or maximum allow-
able strain (tension, compression, shear). However, real loading conditions are often very
complex, especially for composite materials, and the maximum stress/strain criteria do not
model mixed loading conditions. These can be modeled with the Tsai-Hill criterion.

Due to the quadratic form of the Tsai-Hill criterion, it can not distinguish between tension
and compression. This is the reason why the Tsai-Wu criterion has been proposed in [166].
For composite materials, a 3D failure criterion proposed by Hashin in [167, 168] became
more and more popular because it can predict the failure both for different constituents
(matrix/fiber) and directions.

4.2.2 Fracture mechanics modeling

The failure criteria presented above can also be used to predict crack initiation, and they can
be completed with a suitable crack propagation criterion. This subject has been extensively
studied since the milestone work of Griffith [169] and Irwin [170], who established the the-
ory of Linear Elastic Fracture Mechanics (LEFM). In the work of Griffith, a global energy ap-
proach is provided to find quantitative relations between the crack length, the resistance to
the crack growth of the materials, and the criterion of crack propagation that regards fracture
as a competition between the surface energy of propagation and the elastic energy stored in
the bulk material. Griffith proposed the relation:

2ET
ova=1\—, 4.1)
T

where a describes the crack length, and 7 is the surface energy density. In general, the energy
release rate G can be written as G = 2.7 for brittle materials. Under the critical case, where
0 = 0., we can get the critical energy release rate formulation:

o2Zan

Ge=——. 4.2)
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Decades later, Irwin [170] introduced the Stress Intensity Factor (SIF), which is widely used
in engineering and can be expressed as

Ki=ovmna. (4.3)

In the case of mixed loading, the relation between G and K; is

K2 Ki K3
G=—+2+- 10 (4.4)
E' E 21
where E’' = E for plane stress and E' = 1_EV2 for plane strain. When G > G, or K > K, crack

propagation is predicted. Based on the above equations, it can be seen that a pre-existing
crack is needed, which means only crack propagation can be predicted with these theories.

With LEFM, it is possible to predict if the crack will propagate and also the crack propagation
direction. The numerical implementation of this theory is quite complex as introducing and
propagating a crack poses a great challenge in a mesh-based technique such as a standard
finite element approach with a continuous displacement field. The displacement jump due
to the crack can be captured by two methods in general.

The first one uses standard finite element polynomial approximation and relies on meshes
that conform to discontinuities which requires duplicating nodes, and reconstructing or
adapting the mesh [171].

The second one is called enriched FEM and consists in enriching the polynomial approxi-
mation space so that the discontinuities can be modeled independently of the mesh, which
is an attractive feature as no mesh modification is needed [172]. This enrichment can be
achieved, on the one hand, by adding special shape functions to the standard finite element
(extrinsic enrichment); or on the other hand, by modifying some of the shape functions (in-
trinsic enrichment). The most popular of these enriched methods are the XFEM [173] and
the GFEM [174], where the main difference is that the XFEM only involves local enrichment
while the GFEM enriches all the nodes in the discretization [175]. One challenge for these
enriched methods is that since the crack is not modeled by the mesh, it must be represented
in a separate mesh or using implicit representations like signed distance functions. This can
become a great challenge for complex crack propagation patterns, especially in 3D.

4.2.3 Cohesive Zone Model (CZM)

One of the drawbacks of LEFM described above is that a singularity is present at the crack
tip, which leads to an infinite stress at this point. This is not physical and raises a problem for
numerical modeling as any crack propagation criterion would be instantaneously satisfied
whichever the loading with a sufficiently fine mesh at the crack tip.

Fortunately, under the framework of fracture mechanics, it is possible to introduce a Cohe-
sive Zone Model (CZM) to remove this singularity. This approach was pioneered by Dugdale
[176] and Barenblatt [177]. As shown in Fig. 4.1, the singularity at the crack tip is embed-
ded in a process zone which corresponds to a prospective surface that can be separated un-
der loading. In [177], the forces that prevent the crack separation were related to atomic or
molecular attractions. The creation of a new crack surface was interpreted as a breaking of
atomic and molecular bonds in the material.
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Crack tip
opening

o

Figure 4.1: Schematic representation of the cohesive zone. The green arrows represent the distribu-
tion of tractions over the process zone [175].

This kind of cohesive force is usually modeled by a traction-separation law, which describes
the variation of traction (o) and displacement jump between crack surfaces (5). In most
cases, a bilinear separation-traction law is used, which is shown in Fig. 4.2. The {N,S, T},
{1, 1, 13}, 189, 89,89}, and {6{c , 65 ) 6£ } denote the cohesive zone strength, traction, initial soft-
ening displacement, and final failure displacement along the normal direction (mode I) as
well as the tangent directions (mode II and III) respectively. For other traction-separation
laws, the reader is referred to [178].
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Figure 4.2: Bilinear traction-separation law (a) under mode I, (b) under mode II and III (compression
can not lead to a cohesive zone failure).

Nowadays, the cohesive zone model is more and more used for simulating fiber/matrix debond-
ing or yarns/matrix separation in composite materials [179, 180].
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A frictionless interfacial cohesive zone model is detailed in the following. Supposing an
initial interface stiffness {k1, k», k3}, the constitutive relationship at the interface can be de-

scribed as:
h kk 0 O 03
Lr=10 k O 0o p. (4.5)
13 0 0 ks 03

The softening initiation displacement, 6(1) (Traction), 68 (Shear), Sg (Shear), can be defined

as:
N o S o_T

= , =—. 4.6
]Cl 2 kz 3 k3 ( )

8] =

Meanwhile, the final displacements for the state of complete debonding, 6{ (Traction), 6£
(Shear), 65 (Shear) are obtained as:

2G 2G 2G
§f = 2bIc  5r_ 2bic 8£: me 4.7)

1 N’ 2 g7 T

With the help of 6? and 6{ as well as the strengths, it is easy to establish the traction-separation
law for each direction. Generally, to simplify the calculation, in the literature [179], it is usu-
ally assumed that k1 = k» = ks = k, S =T, and Gyyc = Gypre. Under mixed loading, the effective
relative displacement §,, can be easily expressed as the norm of the vector of displacement
under different directions:

B = /(B2 + 03 +82= /(612 + 8%, (4.8)
with (x) expressed as
0, x=<0
(x) = { (4.9)
x, x>0
The damage evolution function of interface d is then given by
6f smax _ 80
d= (O, ’”), d=10,1] (4.10)

o (5], - 8%

where 8 = max (81, §,,,). The 8%, and 8,fn denote the initial failure and final failure dis-
placement of the surface, and can be obtained by adopting a quadratic stress criterion and
the power interaction law of the energy, as detailed in [178, 179, 181].

In Eq. (4.10), d = 0 means no interfacial damage while the interface will be totally damaged if
d = 1. This damage parameter only describes the failure state of the interface, which is inde-
pendent of the bulk material properties. However, the cohesive zone model only deals with
the separation of the crack surface hence it should incorporate extra approaches, such as
LEFM, to determine the propagation of the crack. Considering the exigence of a pre-defined
crack for LEFM, from the fundamental point of view, LEFM and CZM require criteria to de-
termine when/where a crack will initiate, grow, and in which direction.

The application of cohesive zone models in standard FEM usually involves inserting co-
hesive elements into the mesh. However, as most traction-separation laws have an initial
part where the force increases monotonically with the displacement until a maximum value,
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these insertions can modify the global stiffness of the material. This issue can be overcome
by only allowing element opening once the critical criterion is achieved or inserting cohe-
sive elements dynamically into the mesh during the simulation when the criterion is satis-
fied. This second approach requires a non-negligible modification of FE codes [175]. This
approach, however, has the advantage of solving another issue of cohesive elements, which
is mesh dependence. Indeed, if cohesive elements are pre-inserted into the mesh, the crack
can only propagate along element boundaries, which may lead to a non-physical zig-zag
pattern.

Finally, implementing cohesive zone models for studying interface debonding involves fewer
difficulties, as cohesive elements can be inserted only along the interface.

4.2.4 Continuum Damage Mechanics (CDM)

Another discipline called Continuum Damage Mechanics has been developed. If we look at
the microscopic scale, right before the moment the material attains its strength, the macro-
crack does not propagate directly. There is first an accumulation and evolution of local
micro-defects, such as micro-cracks and micro-cavities. Because of these micro-defects,
the surface for bearing the load reduces, and the material can not bear the load as before
even if the effective macroscopic load increases on the material. From a global point of view,
this phenomenon can be regarded as a degradation of local material properties. The degree
of material degradation can be described by a continuous parameter d, which is called the
damage variable. This variable d varies from 0 to 1, where 0 means intact state and 1 means
fully degraded state. In [182], the relation between stress (o) and effective stress (oef) can be
written as: o

Oeff = —d' (4.11)
In fact, the formula (1 — d) can be generalized as a degradation function g (d) that varies
from 1 to 0 when d increases from 0 to 1. This degradation function or evolution law can be
empirical or phenomenological [175]. Under the assumptions of CDM, the material is still
continuous under the degradation process, and the local mechanical fields are also contin-
uous, which eases the implementation into standard finite elements in contrast to LEFM. In
fact, under this continuous approach, damaged regions can naturally grow, branch, coalesce
without any numerical difficulty. In general, numerically, the evolution and propagation of
damage can be divided into four steps:

* Elastic part: The model is under mechanical loading and the damage initiation crite-
rion is not satisfied, although local fields concentration point(s) may appear due to the
micro-defects or the geometry.

e Damage initiation: When one or several points reach the damage initiation criterion,
the damage variable becomes non-zero (d > 0) and can be calculated from a certain
formulation.

* Damage evolution: With the loading increasing continuously, the damage at these
points increases, and the stress fields decrease with the application of the degrada-
tion function until (d = 1), where the local stress fields vanish. An important property
is that d cannot decrease.
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* Damage propagation: When the local stresses fields at these points vanish, these points
can not bear the load, which is transferred to other points. Consequently, the damage
initiation criterion may then be satisfied at these other points. Progressively, the dam-
age field will continue updating until the final failure of the model.

In [118, 183], a simple damage model was applied for textile composites. The damage model
utilized in these two papers is summarized hereafter. First, damage initiation criteria for
yarns and matrix are established, where yarns utilize the maximum principal stress criterion
while a modified von Mises yield criterion is applied for the matrix. Then, a value I can be
calculated from these formulations to describe the difference between the actual load and
damage criterion, if I < 1, it means the actual load is below the strength while I = 1 means
damage begins, and I > 1 means damage evolving. With the values of I, the damage variables
(d;) of yarns and matrix in different directions can be calculated by

i = oxp ol 10’ gld)=1-d;, (4.12)
where parameters c; and ¢, are empirical constants. Generally, c,/c; = 1.62 can give close
agreement with experimental tests. In [118], constants ¢; = 8 and ¢, = 13 have been used.
Because the d; in Eq. (4.12) can exceed 1, the degradation of elastic properties (E) can be
expressed as:

E = max (0.001, min (d;)) E°, (4.13)

where elastic properties with a superscript 0 correspond to the undamaged properties of
constituents.

One of the drawbacks of this approach is that the numerical solution largely depends on the
mesh size because the energy dissipated decreases and the local fields are increased with
mesh refinement. Consequently, it is common to introduce a characteristic internal length
1, which is a measure for the size of the localized area. The softening response after damage
initiation is then characterized by a stress—displacement response rather than a stress-strain
response. The crack band model falls under this category. It was first proposed in [184], then
followed by Lapczyk et al. [185], and Fang et al. [186]. In this method, the dissipated energy
within an element of the mesh is set equal to the material fracture energy when the element
has failed, which can be written as follows:

1
SEbq0lql* = Gel? (4.14)

where [ is the characteristic length of the element, defined as the cube root of the element’s
volume in the case of cubic voxel elements, and egq and o{;, are the failure equivalent strain
and equivalent peak stress. The equivalent displacement will vary with element size, and is
defined as

Oeq = €eql. (4.15)
Combining with Hashin’s 3D damage initiation criterion (detailed in [179]), the evolution of
the damage variable for each direction can be written as:

Bica (8eg ~8heq)

(i=Lt;Le; T Te;Zt;Ze; Mt; Mc) (4.16)
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where Lt means longitudinal tension, Lc means longitudinal compression, Tt is transver-
sal tension, Tc is transversal compression, Zt is z-direction tension, Zc is z-direction com-
pression, Mt denotes the matrix tension, and Mc denotes the matrix compression. This is
illustrated in Fig. 4.3.

Figure 4.3: The schematic of a strand yarn with directions [186].

In Eq. (4.16), 8; ¢4 is the current equivalent displacement defined as in Eq. (4.15) and detailed
in [186] for different directions. The displacement 6? eq is the initial equivalent displace-

ment at which the failure criterion is satisfied, and 6{: eq is the full equivalent displacement
at which the material is completely failed. They are defined as:

87 oy = Bieq! VIi) (4.17)

8/ g =261/ (00q/ VI - (4.18)

Here, I; is the value of the damage initiation criterion, Gy is the critical energy release rate un-
der mode I, and 0, ¢ is the current equivalent stress for a failure direction which is detailed
in Table 1 of [186].

To assemble different damage variables into a matrix that describes a 3D damage field of the
model, the Murakami damage model [187] can be adopted.

Non-local integration damage model

Apart from the crack band theory, another approach to solve the mesh dependency is the
non-local damage model. Unlike the local model, the local fields at a point depend not only
on the parameters at that point but also on the local fields in a finite neighborhood of that
point. The solution may then depend on the size of the “neighborhood”, but no longer on
the mesh size.

The first idea is obviously taking an average over this finite neighborhood. This kind of work
was pioneered by Bazdnt and Jirdsek [188]. The non-local variable 7 is defined within a FE
domain Q by:

T(0)= [yt (¥)w (x-y)dy
Jww(x-y)dy=1 , VYxeQ (4.19)
BxX)={yeQlx—-yl <l

where r can be damage variable or other local fields, and the size of the "neighborhood" is

defined by a characteristic length /.. The weight function w (x — y) decreases monotonically
with increasing distance |x — y| to reduce the influence of points far away from x.
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Gradient-Enhanced Damage (GED) model

In order to reduce the computational cost due to the neighborhood search and non-local in-
tegration formulation, a so-called Gradient-Enhanced Damage model (GED) was proposed
in [189]. If the weighting function w is chosen as a Gauss function, and r is chosen as local
equivalent strain €., the non-local integration formulation Eq. (4.19) can be easily rewrit-
ten in the form of a Taylor expansion, and the non-local equivalent strain €., can be ap-
proximated by solving a partial differential equation instead of computing an average. By
omitting the higher order terms, an explicit form of non-local gradient formulation can be
obtained:

T=r+Ar. (4.20)

First, high order gradient terms have been neglected in the explicit model. Second, the ex-
plicit formulation is said to be weakly non-local because the non-local strain in a point de-
pends only on the local strain and its gradients at the same point. Third, the explicit gradient
formulation imposes stronger continuity requirements on the displacements because of the
gradient term [190]. To avoid these drawbacks, the implicit non-local formulation

T-IZAT=r, (4.21)
is often preferred.

The gradient-based model has been the object of many propositions and novelties, such as
in [191, 192], which will not be discussed here. Alternative non-local damage models such as
the thick level-set method [193] will not be presented here either.

The phase-field model, a modeling technique between fracture and damage mechanics, is
attracting increased attention in the research domain. This is also one of the centers of this
Ph.D. thesis. On the one hand, the phase-field can be under the category of gradient-based
model. On the other side, it is closer to fracture mechanics. Therefore, it will be introduced
in the following as an independent section.

4.2.5 Phase-field model

Similar to the CDMs, the phase-field models also utilize a damage variable d, which varies
in the range [0, 1] to describe the failure state. The powerful idea is that this damage variable
is also used to describe the cracks. Sharp cracks are regularized as diffusive crack bands
by a function of d [194, 195]. On the one hand, the evolution of the phase-field variable
itself completely describes the crack and the damaged regions of the material. On the other
hand, phase-field models are closely related to the variational approach to brittle fracture
[196]. This approach enables to simultaneously get the displacement field and the cracks by
minimizing the total potential energy of the cracking solid.

Table 4.1 shows the mathematical equations of the phase-field [197] and the GED [189] mod-
els. Since they have similar mathematical formulations, it is natural to compare them, like
the work in [198, 199]. The results of [198, 199] have shown that these two models are simi-
lar but also different. The similarities and differences can be summarized as two parts: the
mathematics and the fundamental idea.
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gradient-enhanced damage model phase-field model

PDE equation T—I2AT=r d-1’Ad=-g' (d)HIL. /G,

Table 4.1: The PDE equation of gradient-enhanced damage model [189] and phase-field model.

Regarding the mathematics, based on Table 4.1, several conclusions can be raised:

* Left part of the equation: On the one side, in the phase-field model, the operator is
applied to the damage variable itself. On the other side, the non-local variable 7 can
also be the non-local damage variable in the GED [198]. In a sense, they can be similar.

* Right part of the equation: In the phase-field model, when d = 1, its right part totally
vanishes, which ensures a constant bandwidth of the crack. However, it is not the case
in the GED models which results in damage widening.

* Considering the classical phase-field [197] and GED [189] models, their damage pro-
files are different. As shown in Fig. 4.4, the damage diffusion in phase-field has an
exponential form while it has a Gaussian form in the GED models.
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Figure 4.4: Typical damage profile of (a) phase-field model in [197] and (b) GED model in [189].

Recently, gradient damage models have been proposed that tend to be closer to the phase-
field model, such as [200]. They compare well in terms of equations and solutions. That
is why the researchers consider the phase-field model as a gradient-type non-local damage
model. However, their fundamental ideas are different. The gradient-type non-local damage
model was proposed to average the local damage field to solve the mesh dependency, while
the phase-field departs from the discontinuous description of the crack, where a distribution
function is introduced to smear this discontinuity. For example, the regularization from the
sharp crack to the diffusive crack is not introduced in [200] even if the final equations are
almost the same as the phase-field. More details can be found in the review paper [201].

Despite the fundamental idea, generally, the phase-field method can be described as a kind
of non-local gradient type model that uses a damage field d to regularize a sharp crack by
a diffusive crack band, and this damage variable can be solved by minimizing the Griffith
energy principle. The major characteristics of phase-field can be summarized as follows:
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The phase-field model is purely based on energy minimization and there is no need
for a pre-defined crack, hence, the crack initiation, growth, and coalescence can be
automatically determined.

Multi-cracks merging and branching problems can be solved without additional effort.

The model can easily be applied in 3D cases, and numerical implementation is straight-
forward.

The model is non-local and intrinsically avoids mesh dependency.

In contrast, computational cost is one of the most severe drawbacks of phase-field, which
can be dealt with using parallelization. The FFT method is easy to parallelize, hence, com-
bining the phase-field with the FFT solver seems very interesting. This is the research track
pursued in this thesis.

Many applications of the phase-field model can be found in the literature: [202] studies the
damage and fracture behavior of quasi-brittle heterogeneous materials; T.H.N. Nguyen Hun
[203] studied crack propagation in clay materials under humidity to improve the under-
standing of degradation mechanisms in civil engineering structures; Rabette [204] studied
the micro-cracks inside compressed energetic materials (e.g., explosive powders), and B.T.
Vu [205] studied the damage behavior of anisotropic composite materials, like, graphite-
epoxy composites.

In the next section, a detailed mathematical description of different phase field methods is
presented to explore the theoretical aspects of phase-field.

4.3 Phase-field theoretical aspects

4.3.1 Griffith theory

The phase-field model is based on Griffith’s theory [169]. In this energetic approach, the
damage evolution and crack propagation are a consequence of the competition between the
bulk energy stored in the body and the energy dissipation from the opening of the crack
surface. From this point of view, in quasi-static loading, the total energy I can be expressed
as:

M:=d,+d,—P, 4.22)

where @; is the strain energy stored in the cracked body, @ is the energy dissipated for open-
ing the crack surface, and P is the external loading. We consider a domain Q cR" (n=1,2,3)
that contains a crack set I with I' « R”~1, and is under a volumetric loading by a body force
f*, adisplacement u* on the boundary 0Q,,, and a surface force t* on the complementary
boundary 0Q, where the symbol ()* means a prescribed term. A detailed formulation of the
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components in Eq. 4.22 is presented as follows:
D, = fQ ¢ (e(w),1)dV, (4.23a)
D, = erCdS, (4.23b)
P:ff*-udV+f t*-udS+f (o-n)-u*dS, (4.23c)
Q 00, 0Qy

where ¢ is the elastic strain energy density stored in the cracked body, G, is the critical
energy release rate, o and n are the stress tensor and the normal vector outside the boundary,
and the [dV and  dS correspond to the volume and surface integration respectively.

The displacement field and the crack set can be solved by minimizing the total energy with
the variational approach [195]:

(u (1), (1)) = Arg{min [IT (», I} (4.24)

under the constraint of irreversibility, which is stated as I" > 0, and under the boundary con-
ditions: u(x) = u* at 0Q,, and - n = t* at 0Q,; with n the outward unit normal vector to the
external boundary 0Q, (0Q2 = 0Q,J0Q,).

4.3.2 Regularization of sharp crack

The solid Q with crack set I' is presented in Fig. 4.5. The conventional sharp crack is shown
in Fig. 4.5(a) and the diffusive crack in Fig. 4.5(b). The damage variable d represents the
local damage state with d = 1 for fully damaged material, and d = 0 for intact state.

Since the models in Fig. 4.5. (a) possess a sharp crack, if we draw the evolution of d along the
AB line, we will get the delta function shown in the yellow window. This is in contrast with
the diffusive crack presented in Fig. 4.5. (b), where the crack is approximated as a finite limit
crack band characterized by a length parameter /..

(@) (b)

Figure 4.5: A solid body Q with the crack set I': (a) sharp cracks with its modeling and (b) approxi-
mated diffuse crack bands.
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Figure 4.6: Illustration of diffusive damage profile of a crack at x = 0 for various length parameters I,
(Miehe’s method).

The influence of /. on the damage band diffusion is presented in Fig. 4.6. The smaller [, is,
the narrower the crack band is. If I, = 0, a sharp crack is fully recovered. In most works, the
function used to describe the diffusive crack state is one of: Miehe [197, 206], Pham [200],
and Wu [207, 208]. Actually, Pham’s function was initially proposed for a gradient damage
model. As explained in Section 4.2.5, his formulation is not much different from the phase-
field method. Hence, Pham’s method is included in this review but it is not discussed in
details. The three diffusive crack functions are expressed as

aM (x):exp(—llil), Miehe, (4.25a)
(o
P | x| 2
d (x)=(1-— , Pham, (4.25Db)
AT . [1x]
d" (x)=1-sin ik Wu. (4.25¢)
c

It can be seen that they all satisfy d = 1 when x = 0, and that d vanishes away from x = 0.
This is also shown in Fig. 4.7.
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Figure 4.7: The damage profile of three diffusive crack functions.

Looking at Miehe’s formulation as an example, in a 1D case, it can be easily verified that the
diffusive crack function in Eq. (4.25)(a) is a solution to the following ordinary differential
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equation (ODE).

lid (x)—1l.d" (x) =0, (4.26)
c

subject to the Dirichlet-type boundary conditions: d (x =0) = 1 and d (x = +00) = 0. In con-
sistence with the variational approach to fracture, the crack surface functional can be ob-
tained from the minimization of the crack surface that yields the ODE shown in Eq. (4.26):

d (x) = arg{inf[I';]},

with I'; expressed as

to 11 2 2 +00
T (d) :f = [—d +1.(d')"| dx :f ydx,
o0 2|1, -o0
where v is the crack surface density. When the value of I, approaches zero, the regularized
crack surface I'; converges to a sharp crack. Meanwhile, the extension to higher dimension
is straightforward:

11
Y@ vd) =2 l—d2+lC(Vd)2 : (4.27)

Cc

with d’ — Vd. The crack surface density function in Eq. (4.27) depends on the diffusive crack
function d, but this definition is not unique. In 2017, Wu [207] proposed a generic form of
the crack surface density function:

1
a,vd)=—
Y( ) o

) (4.28)

lla (d) + 1. (Vd)?

where o (d) is called geometric crack function and satisfies a(d =0) =0 and a(d =1) = 1.
Factor ¢y is the scaling factor which ensures the regularized crack at the fully damaged state
represents a sharp crack [207]. The expressions of a (d) and ¢, are

a(d)=d+1-0d? (4.29a)
1
co=4 f Va(d)dd, (4.29b)
0

where C € [0,2] to guarantee « (d) € [0,1]. In short, the a and ¢, values of the approaches
presented in Eq. (4.23) are summarized in Table 4.2.

(| o(d) Co d (x)

Miehe [197,206] | 0 |  d? 2 eXp(—%)

2
Pham [200] | 1 d |83 (1 - 'li')

Wu [207,208] |2 |2d-d? | n | 1-sin()

Table 4.2: The parameters of different types of diffusive cracks.

There also exist other functions such as those proposed in [209] and [210], which are not
presented here. Fig. 4.8 presents the profile of a (d) with different ( values. Since o (d) is not
monotonic in the ranges { < 0 and { > 2, they are forbidden to avoid non-physical damage
diffusion with the increase of d.
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Figure 4.8: The crack geometry function «a (d) for different values of parameter C.

4.3.3 Combination between regularized crack and Griffith theory

With the regularized crack field, sharp cracks are approximated by a diffusive band as follow-
ing:
Pa0@= [ yd Vdav,
B

where B c Q denotes the localization band over which the crack is smeared. In practice,
this band is usually sufficiently small compared to the considered domain Q. Therefore, the
crack surface energy can be approximated as:

D, = f Gdl' ~ f Gey(d, Vd)dv. (4.30)
r B
The strain energy can be expressed as:

q)s:fgztp(S(u),d)dV:[(zg(d)tpo (€(w)dv, (4.31)

where g (d) and ¢, are the energetic degradation function and initial strain energy respec-
tively. In general, the expression of the total energy (Eq. (4.22)) is

I (u,d) :f cp(e(u),d)dv+fch(d,Vd)dV—f t*-udS - (0-nm)-u*dS, (4.32)
with the assumption that the body force f is null and B denotes the crack localization band
with B c Q. Considering that the displacement and phase-fields (u, d) can be determined by
solving the minimization problem shown in Eq. (4.24), we write Eq. (4.32) in the variational
form:

0p oy oy ) f .
8 (u,d)= | 08edV+ | —=8ddV+ | G.|—=06d+—-56Vd|dV- [ ¢*-8udS, (4.33
(u,d) 1;208 +f36d +fB C(ad +6Vd "0, u ( )

where o = %—;p denotes the Cauchy stress, and du = 0 for Vx € 0Q,,. In general, Eq. (4.33) can

be divided into two parts 611 (u, d)P' and 811 (u, d)"?. The first one is the mechanical part
without damage that is written as follows:

ST (1, d)™? :f

crﬁedV—f t*-duds.
Q 00,
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Applying the divergence theorem, 611 (u, d)"! can be written as:
8MI (u, d)™! = —f V-GﬁudV+f (0-n—1t")duds,
Q IO
which is equivalent to the strong form
V.-0=0in Q,
o-n=1t"ondQ;.
Regarding 811 (u, d)?, it can be written as:
G 2G,l
8T (u, d)¥? = f g (d) podddV + f © o' (d)dddV + f £CVAvsddv. (4.35)
B B Col¢ B Cp
Application the theorem of divergence yields
G 2G,l
ST (1, d)™? = f g (d) podddV + f “ o (d)dddV - f V- ( z "‘Vd) 8ddV+
B B Colc B Co
9G] (4.36)
f (Jvm) -ndS.
B\ Co

The surface integral vanishes by considering on the crack boundary the condition: Vd (x) -
n =0. Thus, we have:

ST (u, d)P? = f g (d) podddV + G,
B

1 21
f o (d) 8ddV — f —= -Ad&ddv],
B Colc B Co
in the case of a homogeneous material, for which G, and [, are constant over the domain Q.

Due to the irreversibility of T, the rate I'; is elaborated as:
[ = f ydv = f dd, ydVv =0, (4.37)
B B

by re-writing the term [ﬁa’ (d) - % -Ad = de]. The irreversibility in Eq. (4.37) can be
satisfied if the following conditions are met:

84Y=0, d=0. (4.38)

Owing to the unilateral stationary condition of the total energy functional (811 (u, d)*? = 0),
the governing equations of the damage field are

{—g’ (d)9o—GeBagy =0, d>0,

' ; (4.39)
~g' () @o—GcBay<0, d=0.

Egs. 4.38 and 4.39 require a derivable and decreasing degradation function g (d). Re-writing
[f (9o, d) =g’ (d) o —G:8,Y], the phase-field evolution equation can be summarized by
the following Karush-Kuhn-Tucker conditions:

d=0, f(po,d)=<0, df(pod)=0,
where f (o, d) < 0 can be treated as the damage criterion. When d = 0, it follows from
f (¢o,d) =0 that:
Gcday =g’ (d) @o.
The left part is called "crack resistance" and describes how hard it is to open the crack while

the right one is called "crack driving force". The evolution of ¢y can automatically determine
the damage variable d, with no need to define pre-cracks.
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To summarize, in the homogeneous material case, the local damage evolution equation of
the phase-field is written as:

Co

-Ad =0, (4.40)

G
g (d)po+—o (d) -
C()lc

by enforcing d = 0. However, in the heterogeneous material case, G, (x) and /. (x) are func-

tions of x for x € 3, so the term %Ad should be corrected as:

2G.l 2G.l
cAd=V. (_C CVd), (4.41)
Co Co
and the damage evolution function should be written as:
G 2G.l
g (d)po+ —ao' (d)-V- (Jw) =0. (4.42)
Cole Co

Egs. (4.40) and (4.42) are the keys for solving the phase-field evolution equation.

4.3.4 Energetic degradation function

Since a(d), I, co have been determined in previous sections, the next variable that needs to
be determined is g (d), the energetic degradation function.

In general, this function has to satisfy the following conditions:

e g(0) =1 (intact state) and g (1) = 0 represents fully broken state,
« g d=¥<0delo),
e g'(1)=0.

Based on the papers [207, 208, 211], a general degradation function is introduced, which can
be expressed as follows:

(1-a)? 1 Q(d)

I-aP+0@ 1re@ “D=a-ap (4.43)

g(d):=

with the exponent p > 0 and the continuous function Q(d) > 0. Because Q (d) is strictly
positive, the following polynomial is considered:

Q(d)=a1d+ ayard® + ayapazd® + ... = ayd - P (d), (4.44a)
P(d)=1+ayd+ azasd® + ... (4.44b)
In this type of degradation function, the parameters a; and p need to be determined. In

the following, a 1D bar problem is taken as example to illustrate the determination of these
parameters.

The bar x € [-L,L] is assumed sufficiently long so that the crack state is not affected by
boundary effects. The bar is loaded at both ends by an increasing displacement u* along
the x direction and the crack initiates at the symmetric point x = 0. Meanwhile, the crack
band is limited in the interval [-D; D], with D < L.
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Because of the constitutive equation, the local strain field can be expressed as:
o 1 O
eld)=—[gd)] " = —lw(d+1], (4.45)
E Eo

for w(d) = [ g (d)]_1 — 1 defined in Eq. (4.43). Therefore, the displacement u* imposed at the
extremity is given by

D
L+f w(d)dx
0

o (L -1 o o 1
L D T dx=— =—L+- ,
! Eofo [g@] " dx Eo Eo ZW(G)
where w (o) := ZE—‘; foDw (d)dx is the apparent displacement jump due to the opening of the
crack. At the same time, with Eqgs. (4.45) and (4.40), we can get:
2EOGc

o’w' (d) - Ag [ (d) -212Ad] =0, A= - (4.46)
0lc

In the elastic stage, the crack fields are null along the bar, so Ad = 0. Thus, Eq. (4.46) can be
written as

0?0’ (d)— Ay (d) =0, (4.47)
which it is only validated at the point the stress reaches is strength (o = o) according to Eq.

(4.39). Thus, the strength (maximum stress) can be calculated as:

o' (0)
w'(0)°

o:.=1/Ap (4.48)
It is reminded that the generic geometric crack function is o (d) = {d + (1 —{) d?, where { €
[0,2] to avoid non-physical damage (explained in Section 4.3.2). Thus, we have two cases to
discuss:

e {=0,a (0) =0, we can get 0. = 0. The damage variable d > 0 since the beginning of
the loading and increases gradually with loading increment.

* {>0,a (d) ={>0, we obtain . > 0. The response of the phase-field has an initial
elastic stage in which the material remains undamaged. In this case, the strength o,

can be expressed as:
2EyG
oe=1/— e b (4.49)
cole @

When the stress exceeds the critical value o > o, the diffusive crack will localize into a local-
ization band with its size controlled by the length scale /.. As mentioned above, the crack is
limited into a zone [—-D, D]. Building upon the above setting, multiplying Eq. (4.46) by d’ and
integrating with respect to x € [-D, D], we get

o’w (d) — A [a(d) — 2 (Vd)?*] = 0. (4.50)

Denoting d* = d(x = 0) when the maximum damage state is reached, and assuming Vd = 0
at this moment, the stress o at this point is:

o [, a@d) w0 a@d*)
o(d")= Aow(d*) =9\ W0 0 @) (4.51)
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Integrating Eqgs. (4.43), (4.44) and (4.29) into Eq. (4.51), the stress o (d*) can be re-written as:

" C+(1-0d*11—-d*P
old*)=0o . (4.52)
Since V-0 = g—; =0, 0(x) =0(d"). Inserting Eq. (4.51) into Eq. (4.50), we obtain:
d(d) 1 i a(d*)
——=—-—H(d,d"), th H(d,d")= d)— -0 (d), 4.53
@ ), i (@)= fao- 2900w, s
if x is in the interval x € [0, D]. If we inverse and integrate Eq. (4.53), we can obtain:
da* d* _ _
x(d,d*) = lcf H'(d,d*)dd, D(d*)= ch H'(d,d*)dd, (4.54)
d 0

where d also describes the damage variable but distinguishes with the value d in the sub-
script of integration operator. Changing the variable x — d (x) and taking Eq. (4.54) into
account, the apparent jump displacement yields:

D da* *
w(d*):z_of w(d)dx=2 ZG“le ald?) —w(d)dd.  (4.55)
Eo Jo coEo Jo m(d*)a(dﬂ)—cx(d*)m(d)

In the case that 0 < { < 2, and by inserting Eqs. (4.29), (4.43), (4.51), Eq. (4.55) can be re-
written as follows:

w(a) = 48V [

CoO¢ Jo

P@d") (+(1-0d P(d)
1-d*? ¢+1-9d* (1-4d)"

From Egs. (4.55) and (4.56), we can discuss three different cases:

-1/2 \/;'P(d)dd
1-a)yf

(4.56)

e Miehe’s model ({ = 0): In this case, o, and the initial elastic stage do not exist. There-
fore, the jump distance w(d*) can only be described by Eq. (4.55), where the phase-
field response always depends on /.

e Pham’s model ({ = 1, o, varies): In this case, 0. and initial elastic stage exists. Based on
Eq. (4.49), o is a function of a; and /.. However, a; = 2 in this case. Thus, the value of
0. and the phase-field response depends on the choice of /..

e Wu’s model ( = 2, o, is fixed): In this case, o, and initial elastic stage exists, and o,
is fixed. The displacement jump (Eq. (4.56)) will become independent to /.. When
d* =1, the opening crack displacement reaches its maximum value, we have:

o= g VP fim (1-a7) . (457

CoO0¢

According to Eq. (4.49), a; will vary and can be expressed as

o2 cole

a (4.58)

In the following, we will discuss the coefficients a;, and the degradation function g(d) for the
three abovementioned models.
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The energetic degradation function of Miehe’s model
As presented in [197, 206], the energetic degradation function g(d) is given as:
gld)=1-ay3, (4.59)
where a; and p can be obtained from:
a=2, apx=-05, a;=0,i=3, p=2 (4.60)

In most implementations, a small positive numerical parameter k is introduced in the degra-
dation function, e.g. g(d) = (1—- d)? + k in order to prevent the difficulty of solving the
equilibrium equations with zero stiffness at points where d = 1. In general, the value of k
should be chosen large enough so that the equilibrium equations are still well-posed but
small enough so that the artificial stiffness that is added in totally damaged regions is negli-
gible.

Because ( = 0 for this method, there is no elastic stage, which means the damage becomes
strictly positive right from the beginning of the loading. That means the peak stress can only
be reached at the critical damage value (d,).

6_0| =0 (4.61)
od 4=de = '

which can be considered as the strength. Based on [201], for Miehe’s model, d. is given as
d.= ;11 which conducts to a strength o, of

. 3 [3E¢Ge
‘716 .

(4.62)

The energetic degradation function of Pham’s model

The g(d) of Pham’s model as well as the a; values are the same as in Miehe’s model. In this
method, there is an elastic stage when { = 1. Integrating { = 1 into Eq. (4.49), the strength in

Pham’s method can be expressed as:
SEOGC
Oc=\/———. 4.63
c=1/ 8l (4.63)

The energetic degradation function of Wu’s model

Wu’s model incorporates the cohesive zone model, the stress softening law depends on the
crack opening displacement. When the crack initiates, the initial slope ky is expressed as:

/2
oo co 02 [C(6l2+p+1)—1]3
ko= lim — = —— . =€ 4.64
0 d*l‘Toaw an G (2 e
with a, defined as
1 Anl® G 213
a==||l-————="k +1|=(p+1). 4.65
=7 |- ko (p+1) (4.65)
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Accordingly, for a given traction-separation law o (w) with w, already known, the parameter
as in the quadratic polynomial P (d) can be calibrated as:

0, p>2,
as={ | 11 (w2 ) (4.66)
Lt (smd) —a+a|,  p=2

Generally, the values of (a;) ;>3 can be omitted.
Linear softening case:

In this thesis, a linear softening law is considered, where the relation between o and the
crack opening displacement w is shown in Fig. 4.9(a). In this case, the initial slope is ky =

2
ZGG”C ,and if (=2 and p = 2, itis easy to calculate:

S0 =2, a3=0 (4.67)
T ogle 2

a)

where the energetic degradation function is:

2
(1-4d)
gd) = (4.68)
A-d)?+ad(1-1d)
which is shown in Fig.4.9(b).
7 ———— Linear softening — analytical 1.0 B )
——e=—— Linear softening — approximated i - i -
0.8 -
o(w) =0, max (l - .,f: .0) 0.6 (d)- (@ =aer
5 2G. = r 9 (I1—-d?+ad-(1—- %([)
v —
2G. o, 0.4
p=2a,=——,a3=0 L
0.2
0.0 L * e . e =t
0.0 0.2 0.4 0.6 0.8 1.0
o w d
(a) (b)

Figure 4.9: (a) The relation between the stress o and the opening crack displacement w for the linear
softening law [208], (b) Energetic degradation function for the linear softening law with different val-
ues of a; [201].

Other softening laws can be found in [207]. From a numerical point of view, the function
derivative g’(d) should be monotonically increasing, which equivalently means that the func-
tion g(d) itself should be convex [192]. This condition is equivalent to:

a>3 (4.69)
125 .

In practical applications, /. is chosen as small as possible.
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4.3.5 Combination between different diffusive crack and degradation func-
tions

Generic degradation functions have been expressed in Eq. (4.43), where a; determines the
independence of [, and a, depends on the type of softening law.

In the case ( # 0, where there is an elastic stage, it may seem a good idea to combine the
different types of diffusive crack profile with /. independent degradation function to have
different types of /. independent phase-field models. However, the work in [201] shows that
the feasibility of this idea is restricted due to the irreversibility of the damage profile d > 0.

To prove this, we go back to the example of the bar studied in the previous section, where
the crack band is limited in the interval [-D, D], with D the semi-crack bandwidth. Based on
[207], the initial semi-crack bandwidth (o = o) can be expressed as:

| com2o?
Do=1I.1]- 4.70
0 c 4k0C2GC ( )

where Dy is a function of {. Meanwhile, the ultimate semi-crack bandwidth (d* = 1) can be
derived with the help of Eq. (4.54):

O 1n(2 l‘f”“), Ce(0,1]
Du:lcf H!(d,1)dd={ V!¢
0

x_ arcsin(zT_c)), Cel1,2]

4.71)
7=

which is also a function of {. Because of the irreversibility condition, the crack bandwidth
cannot shrink with increasing d which yields the following condition:

Do (Q) =D, (). (4.72)

Therefore, a relation between the initial and final semi-crack bandwidth depending on the
variation of ( is shown in Fig. 4.10. As shown in the figure, for Pham’s diffusive crack ({ = 1),
three softening laws can be used except for the linear case that is the most common law.
As for Wu's diffusive crack, the four standard softening laws can all be used. For Miehe’s
diffusive crack, establishing a /., independent phase-field would require more work.

4.3.6 Choice of stored energy functional

The stored energy functional ¢ describes the energy stored in the body from the intact state
to the fully cracked state, which are characterized by the initial free energy density function
(o and an energetic degradation function g (d), where ¢ = g (d) . For an isotropic elastic
body, the initial free energy density can be expressed as:

1 1 1
Po (€) = Ee:Eo:e = EAOtrz (€) + MoE 1€ = 56:80 ;o= (0), (4.73)
where A and o represent the lamé coefficients; So := E; I denotes the fourth-order com-
pliance tensor, and o = Ej : € is the effective stress tensor. Besides, under complex loading

conditions, it might be relevant to split the free energy density into separate tension and
compression part to model the effect of damage only on the tension part.
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Figure 4.10: Initial and ultimate semi-crack bandwidth with the variation of ¢ [201].

Model without split

In the phase-field proposed in [194], no split is considered and the free energy density is
simply expressed as

0" (d,e)=¢(d,e), ¢ (de=0 = @(de)=g(d o). (4.74)

In this case, the stress field is:

0 —  —_ Oy
== = d ) = = E B o 4.75
=38 (do, o 3¢ 0:€ (4.75)
with the evolution of phase-field given by
/ Oy
Gebay=-g (d)H, H= ag % (e). (4.76)

This type of method ignores the difference between the tensile and compressive behavior
and predicts the same damage profile in regions under compression as well as under ten-
sion. That is not realistic for brittle or quasi-brittle fracture. Furthermore, it does model the
unilateral effect under cyclic loading [212, 213], and the crack surfaces may be penetrated by
existing cracks under compressive loading.

Miehe’s model with split

Miehe [197, 206] applied a spectral decomposition to the strain tensor in order to fully dis-
tinguish the tension and compression strain:

3
€= ) EpPn®Pp=E4+E_ (4.77)

n=1

where €, and p, denote the eigenvalues and eigenvectors of the strain tensor respectively.
Note that €, and €_ represent respectively the positive and negative parts of the strain tensor:

3 3
€+ =) (€En)+Pn®Pn, €= (En)-Pn®pn (4.78)

n=1 n=1
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with the bracket operators (x), = x+2|x L and (x)_ = x—zlxl. The operator ® denotes the outer
product of two vectors. It then follows that:

+_ 1 2 .
@y = 57\0 ((tr(€n))+)” + HoE4 : E4. (4.79)

As damage only affects the tension part, the stress tensor can be expressed as:
0 =g (d) [Aotr (€n))+ 1+ 2108+ | + [No(ET (€4)) -1+ 2ppe_] (4.80)

with I the identity matrix. The decomposition can be performed by projection tensors P_
and P, which are given as follows:

_ 0les (e)]

P.:
* o€

and P_=I-P, (4.81)

with I the fourth-order identity tensor. The decomposition of strain can be given as:
€.=P,:e, and e_=P_:e. (4.82)

The detailed expression of the projection tensor can be found in [214, 215], and Appendix A
of [216]. Besides, a shifted split algorithm has been proposed in [217] where the split proce-
dure is performed in the previous loading increment to avoid costly linearization procedures
when solving the displacement problem.

Wu’s model with split

Similarly to the strain tensor decomposition, the effective stress o can also be decomposed,
as proposed in [208, 218]:

3
0=) 0npn®pn=04++0-_. (4.83)
n=1

The notations 0,, p,, and 6+ have the same meaning as in the strain decomposition. In
general, this approach is simpler than strain decomposition and gives

G =(©1)+, 0, =(max(02,901)),, (4.84)
— T )
03 = (max[max (03, Vo (01 +02)),%001]), .

The orthogonal condition o : Cy : - = 0 holds. Parameter setup Vo = 1!3,0 can be used
in 3D and plain strain conditions, while vy = vy should be used in plane stress condition.
Alternative decompositions can be found in [219, 220]

With the above split, the positive and negative parts of the energy are
+_ 1 —
@y = Eoi :Sp:04. (4.85)

As in the strain decomposition, the stress field is expressed as:
o=gd)o,+0., —>=0,. (4.86)
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In the case of isotropic material, to simplify the calculation, a so-called equivalent effective
stress o is defined in [207] to represent G, :

—e 1 p— =
o, = P (ﬁc<ol>+\/ 312) (4.87)

compression

with . := O;tew —1; 0, denoting the largest eigenvalue, and J, the invariant of the devia-
toric part of the effective stress tensor. It then follows that
—eqy2
1(o37)
+ +
=_ 4.88
Po =3 Eq (4.88)
if pe — oo, Eiq = (01)+, which leads to the Rankine energy:
— )2
1 ((0'1)+)
B 4.89
Po =3 Eq (4.89)

Hybrid formulation

Different damage behaviors in tension and compression cannot be distinguished in the for-
mulation of no split phase-field. Therefore, the split scheme is often preferred, although it
leads to a nonlinear equilibrium equation which requires more computational effort for its
solution.

To overcome the above issue, a hybrid formulation is applied in [207, 208, 221]. The no split
energy and split energy are applied in the stress field and the crack phase evolution, respec-
tively and separately.

Although this hybrid formulation does not violate the second law of thermodynamics, as
shown in [222], it breaks the variational consistency because the stress field and the crack
phase-field use different energy functionals. It is still attractive from a computational point
of view as the stress is simply given by 0 = g(d) Ey : €, which is a linear relation. In addi-
tion, Ambati et al. [221] confirmed that the crack patterns obtained with this hybrid for-
mulation almost coincide with Miehe’s model with single split, with slight differences in the
load-displacement curve.

For synthesis, the energy ¢ applied in the mechanical part can be expressed as:

1
Po = 58 :Ep:€ (4.90)

while different types of energy ¢ that can be used for the evolution of the phase-field are

given by

¢y = (4.91)
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In the unique energy strategy, whether there is a split or none, the displacement and crack
fields can be obtained by solving:

(u,d) = Arg{min,, Tl (u,d) | (4.92)

As for the hybrid formulation, the minimization problem in Eq. (4.92) does not hold anymore
for both fields (u, d). A separated minimization function is considered instead:

{ u= Arg{minul'l (u,d) } (4.93)

d= Arg{mindl'l+ (u,d) }

where the energy is not split in the displacement minimization problem but only in the crack
problem.

4.3.7 Irreversibility of crack phase-field

Damage models should reflect the physics, where a fully damaged material can not be dam-
aged further, and the damage state cannot be recovered. Consequently, the boundedness
d € [0,1] and irreversibility condition d = 0 should be met and dealt with carefully.

For the quadratic crack function o (d) = d? the boundeness d € [0, 1] is intrinsically satisfied.
Therefore, in [194], authors only enforced the irreversibility condition when the crack phase-
field is close to one:

dx,t>1t)=1, ifd(x ) =~1. (4.94)

In order to prevent cracks from healing when the energy ¢ decreases, the energy entered at
each load increment can be replaced by a local history field, as proposed in [197]:

H (x, tn) := MaXosr<r, [P (%, 1)]. (4.95)

This can make sure the energy entered in each increment is always the largest one among
the 0 < t < ¢,,. However, in other cases (¢ # 0), the bound d € [0, 1] is not always satisfied. In
fact, for the phase-field models where the elastic part exists, the damage can be calculated
as negative when o < o.. This is the reason why extra constraints need to be added.

Eq. (4.39) can be rewritten as follows:
R=-g'(d)o—GB4y<0 (4.96)

where G.8,Yy denotes the crack resistance and —g’ (d) ¢q is the driving force. If R = 0, it
means the crack resistance is equal to the driving force where d > 0 and a correct value is
calculated. If R < 0, it means the added energy is not sufficient to increase the damage state
so d should be stable with respect to the previous increment. Finally, if R > 0, the added
energy is larger than the crack resistance so the material cannot sustain the load anymore,
therefore d should be set to 1 [223-225], i.e.:

Osdn<dn+1<1, R:(),
d,=d,+1, R<0, (4.97)
dl’l+1:1) R>0.
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In [226, 227], the condition (4.97) was replaced by:

2

2 Eg

H (x) tn) = MaXp<t<t, [(Pg (x) t)) (498)
with the use of the Rankine formulation under the assumption of existence of the elastic

stage. This ensures that d = 0 as well as the irreversibility. However, if d > 1, we need force
thatd = 1.

4.3.8 Synthesis of different phase-fields

It should be remarked that all the descriptions above are based on the assumption that the
model is loading-rate independent. Rate dependent models can be found in [197, 207]. In
[197], Miehe mentions that applying viscous parameters can stabilize the numerical treat-
ment even for a rate-independent model. However, based on the tests in [208, 216], this
stabilization by an artificial viscosity might not be necessary to get converged results. There-
fore, in the case of the loading-rate independent model, we do not need to apply viscosity.

Eq. (4.42) is rewritten below:

Co

g (d) o+ Ce a’(d)—v'(

Vd) =0.
C()lc

In order to simplify the formulations and help the reader pick up the phase-field key param-

/ Crack
Model a(d) a (d) Co g(d) I bandwidh
Miehe [197,206] |  d? 2d | 2 (1-d)? I = 20 o
Pham [200] d 1 | 8/3 (1-d)? =305 41,
Wu - Linear A (1-d)? Numerical
(207, 208] 2d-d” | 2-2d | (1-d)*+a1d(1-3d) | parameter mle

Table 4.3: The parameters of different type of phase-field methods.

eters, a summary of all the parameters of three phase-fields models is shown in Table 4.3. As
for the energy ¢y, it is an independent parameter that can be chosen separately.

Accordingly, the evolution equation of different phase-fields can be written as follows:

Miehe’s model

G
—2(1—d)(p0+l—cd—V-(Gclch) =0, (4.99)
Cc

Pham’s model

—20=d)po+ ===V

c

3G (3G"’lcw) =0, (4.100)
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Wu’s model linear softening law
4a,(1-d 2G 2G,l
- a(1-d) 2<p0+——c(1—d)—v-(#w):o. (4.101)
(2a1d —4d — ayd? +2d? +2) e n

4.4 Chapter conclusions

In this chapter, a review of existing damage modeling has been accomplished. First, we
have phenomenological failure criteria widely used in industrial engineering, although they
are not suitable for complex analysis. Then we have LEFM thanks to the pioneering work
of Griffith and Irwin, which is a good tool for studying crack propagation. However, the
crack tip stress calculated by LEFM is infinite hence leading to instantaneous crack propaga-
tion. In addition, as the displacement field in the standard FEM is continuous, some special
techniques have to be implemented to introduce the displacement discontinuity due to the
crack. The 3D implementation of these techniques for problems with multi-cracks branch-
ing and merging is still a tough task.

The cohesive zone model has been proposed to solve the infinite stress at the crack tip in
LEFM. A process zone is introduced around the crack tip, and crack opening is interpreted
as atomic or molecular bonds breaking between two surfaces. This approach is suitable for
studying the interfacial damage problem, but it only deals with the separation of the crack
surface, not its propagation. Extra approaches such as LEFM are necessary to determine the
propagation of the crack. Considering the exigence of a pre-defined crack for LEFM, from
a fundamental point of view, LEFM and CZM are not self-contained, requiring additional
criteria to determine when/where a crack initiates and grows and in which direction.

In parallel with fracture mechanics, the Continuum Damage Mechanics have been devel-
oped to deal with the degradation of material properties due to an accumulation and evolu-
tion of microcracks. In CDM, the damaged regions can naturally grow, branch, and coalesce
without any numerical difficulty. To resolve the mesh dependency, non-local damage mod-
els have been proposed, such as the integration and gradient-based models. Then, we have
the phase-field method that can be categorized as a gradient-based non-local model. Phase-
field uses the damage variable to describe, on the one hand, the degradation of the material,
and on the other hand, the cracks, which are regularized as diffusive crack bands. By utiliz-
ing the variational approach to brittle fracture, which minimizes the total potential energy,
itis possible to solve the displacement fields and cracks simultaneously.

Three different phase-field models, Wu, Pham, and Miehe, have been presented in detail in
this chapter. In phase-field methods, the most important parameter is /., which controls the
width of the diffusive crack. For Miehe’s and Pham’s model, the length parameter /. should
be considered as a material parameter [200, 228-231], like in table 4.3. Even though these
formulations come from the analytical solution of a 1D bar with homogeneous crack phase-
field [231] or from the experimentation and inverse analysis [232], they can give good results
in some cases, like in [230, 233]. However, if [, is considered a material parameter, its value
should be fixed for a given material. These estimations are often too large for the problem
dimensions, which lead to some bizarre phenomena [234]. Furthermore, the diffusive crack
bandwidths of Miehe’s and Pham’s models are quite large, which results in crack merging
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when two cracks are close to each other [235] or impinging on the hole if the crack is close
[236].

On the contrary, Wu'’s scheme is free of this dilemma as /. can always be treated as a nu-
merical parameter and be chosen as a small positive number [208, 234]. Furthermore, the
bandwidth of Wu’s model is much more narrow than the two others. However, compared to
the two other phase-fields, the evolution equation of Wu’s phase-field becomes nonlinear,
resulting in increased complexity in solving the equation and higher computational costs.

In the last two chapters, Wu’s and Miehe’s models are chosen to study the impact of [, for
heterogeneous materials.
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CHAPTER 5. SENSITIVITY OF MIEHE’S PHASE-FIELD TO THE CHOICE OF THE L¢ FOR
FIBROUS MATERIAL ON MICRO-LEVEL

5.1 Chapter overview

As stated in the previous chapter, the characteristic length [, is a significant parameter in
Miehe’s phase-field model. However, according to the state of the art [201, 230], researchers
have often studied its influence on homogeneous materials while the case of heterogeneous
materials has rarely been investigated. This is the key part of this chapter. A review of Chen’s
implementation of Miehe’s model will be presented in Section 5.2 as well as the problem
statement in Section 5.3. The analysis of I, based on the homogeneous formulation (Eq.
(4.40)) will be shown in Section 5.4, and that based on the heterogeneous formulation (Eq.
(4.42)) will be presented in Section 5.5.

5.2 Review of Chen’s implementation of Miehe’s model

Inspired from the work of Bourdin [194, 195], Miehe’s phase-field model [197, 206] is proba-
bly the most widely used phase-field model nowadays. However, one of this model’s draw-
backs is the high computational cost requirement. A sufficiently refined mesh is necessary to
accurately describe the gradient term, and the convergence of the conventional alternating
minimization algorithm is relatively slow.

Therefore, one of the solutions is using parallel implementation to benefit from the modern
computers. Fortunately, as presented in Section 1.5, the FFT method is an intrinsically par-
allelized solver. Furthermore, some complex mathematical operations in the real space are
much simpler in the frequency domain, like the gradient term in FFT is a simple multipli-
cation. Therefore, a combination between the phase-field method and the FFT solver could
overcome some of the drawbacks of the phase-field approach. Such a combination and a
weak coupling solving algorithm have been developed by Chen in [216], the analysis in this
chapter is mainly based on these developments.

Because Miehe’s method is an [, sensitive approach, where /. should be considered as a
material parameter, /. should be unique for each material. In the case of a heterogeneous
model, G, and [, are functions of x in the model, so the divergence of G/, is not equal to zero.
On the contrary, in a homogeneous material model, they are constant and can be treated
as simple factors. That is the difference between Eqs. (4.42) and (4.40), where these two
equations are recalled in the following.

The generic homogeneous formulation (Eq. (4.40)) is

[

2G,l
O(/(d)— clc

-Ad =0. (5.1)
cole Co

g (d)go+

The generic heterogeneous formulation (Eq. (4.42)) is

Co

g (d) o+ Ge a’(d)—v'(

Vd) =0. (5.2)
CO lc
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However, in most applications in the literature, the heterogeneity in the mathematical equa-
tion has been omitted in the case of heterogeneous media, like [216], and like [84, 237-239]
for other phase-fields. Recent studies [106, 240] propose a multi-phase-field method but
only for solving anisotropic problems, and [226, 241-243] study the interface debonding and
the crack propagation without considering this heterogeneity. To summarize, in these pa-
pers, Eq. (4.40), which is called homogeneous formulation, is applied instead of Eq. (4.42)
even in the presence of a heterogeneous medium.

In this chapter, the homogeneous formulation of Miehe’s model that omits the heterogeneity
is applied for the first part of the analysis (Section 5.4), and is then compared to the corrected
formulation which is introduced in the second part (Section 5.5). Accordingly, at first, Eq.
(4.99) can re-written as: G
—2(1—d)H+l—cd—GchAd:0 (5.3)
Cc
which is the damage evolution equation. Besides, the mechanical local governing equations
are
div(o (4, d)) =0,
0 =g (d) [Aoltr (€n))+ 1+ 2108 | + [AolET (€)1 +2poe_], (5.4)

EZ%(VM+VTM).

The energy here is always split both for the mechanical and damage part with the strain
decomposition method presented in Section 4.3.6. The so-called maximum positive elastic
energy history H is defined as

H (e (x, 1)) = maxe(o,1 [@g (€ (x,1)]. (5.5)

Additionally, in [197, 216], a viscous regularization is implemented in order to improve the
stability of the numerical solution. However, based on the tests of [216], adding the viscous
parameter was not very efficient, thus, in the following, this parameter is not taken into ac-
count.

In [216], Miehe’s phase-field model is solved by a fixed-point algorithm. Eq. (5.3) can be
simplified into the form:

A" (x)d (x) — Ad (x) = B (x) (5.6)
which can be written as:
1 2H™ (x) 2H™" (x)
+ dx)-Ad(x) = ——— 5.7
2o Gwew) Y MY o (6.7
with
1 2H™" (x) 2H™" (x)

Al (x) = B (x) =

+ : = = 5.8
I2(x) Ge(x)l(x) Ge (%) I (%) ©-8)

Because H'" (x) is calculated at each time step t,, A’ and B» only need to be updated at t,,.
By introducing a reference term, Eq. (5.6) can be rewritten as:

Ag'd (x)—Ad (x) =T (x), (5.9)
with 1 (x) the polarized term of phase-field:

T(x) =B (x) - (A" —A["), (5.10)
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where A(t)” can be given as:
. tn th
Al _ min (A") + max (An)
0 2
which is an homogeneous constant at each time step #,,. In Fourier space, the derivation can
be easily transformed into a multiplication with frequency vector §, where Ad (x) becomes

F(Ad) (&) = - (-8 F(d) (§) (5.12)

with F (—) the Fourier transform. Therefore, a fixed-point algorithm can be easily executed
by assuming the polarization term is already known at the ith iteration, which gives:

) (5.11)

—~ e
artt = ,—(E) (5.13)
Ay +&-8

until the following convergence criterion is verified
e=|ld* -d',<1.107° (5.14)
where || — ||, represents the L, norm over the model. Fig. 5.1 represents the flow chart imple-

mented in [216] for solving the Miehe’s phase-field.

! Update strain field
Loading increment:
<eg>h=<eg>h14§<e>
Damage field: ———| FFT Mechanical solver }—- [e(x), e (x)]
d™ (x)
4 Yes, din+1 t P h
s I ' H'™ = max.¢g[g 1 (Yo (€M)
ACY 1EV? ] No,i =i+ 1,dl = di*?
di+1(x)
Inverse FFT (e = : 7, (§) Atn(x); Bn(x); A (x); =0 (x) = din
AJ Y+ (-9
4, ()
FFT X )

i, = Bin(x) — (A () — A7) ) di ()

Figure 5.1: The flow chart of Miehe’s phase-field method based on the fixed-point algorithm and
FFT solver proposed in [216] (remark: CV is convergence check, ACV is convergence acceleration
algorithm).

In this scheme, the damage field is calculated based on the energy calculation at the previous
time increment which requires a very fine loading time step to get accurate results. As shown
in Fig. 5.2 in [216], the results are not stable anymore when 8¢ is larger than 5.10~". This time
step has been checked in our cases but further verifications are needed for the general case.
In summary, for all our analyses done with Chen’s implementation of Miehe’s model, the
time step will be 5.0. 1077,

Besides, although it has been concluded in Chapter 2 that Willot’s rotated scheme is prefer-
able among the improved schemes, we did not succeed in implementing this scheme for the
phase-field solver. To avoid using two different schemes for the mechanical and phase-field
parts, Moulinec and Suquet’s original collocation scheme has been used for both solvers.
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Figure 5.2: Stress-strain relations with different time increment &e.

5.3 Problem statement

Papers [230, 234] show clearly the [, sensitivity in Miehe’s phase-field model, which is one
of the most critical issues that limit its application. However, this kind of analysis is mainly
based on a homogeneous model with only one phase. The impact of /. with a heterogeneous
model with several phases like in composites (fiber and matrix system) or polycrystals has
rarely been reported, even if the phase-field has been successfully applied on these materials
for several years.

Furthermore, as illustrated in the previous chapter, Miehe’s phase-field has no initial elastic
stage. That means the damage in one material is strictly positive no matter how hard it is to
be damaged. Therefore, it is interesting to study the damage field evolution in a heteroge-
neous material such as composites composed of rigid fibers and a soft matrix.

In the FFT method, every voxel needs to be assigned certain properties, so that even models
with pre-cracks like single or double notch models become heterogeneous medium models.
Indeed, in those models, artificial elastic properties are usually assigned in the pre-crack or
void [216].

The objective of this chapter is to investigate the influence of Miehe’s model’s /. for hetero-
geneous materials. As shown in [238], this influence can be related to the inter-fiber distance
for fiber/matrix materials like composites. A similar but deeper analysis is proposed in this
chapter, for the homogeneous formulation in Eq. (4.40) and then the corrected formulation
for heterogeneous materials in Eq. (4.42).

In the following, the models are subjected to a macroscopic strain along the x- direction
(transverse direction) with a time step (e ) =5. 107 until the final failure while stress-free
conditions are imposed in the other directions ({ayy) = (0;z) = (Oxy) = (Oxz) = (0yz) = 0).
These mixed-type loading conditions are applied using the method presented in [160]. It is
reminded that periodic boundary conditions are intrinsic to FFT methods. Due to stress-free
boundaries, Poisson’s effect is active during loading.
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5.4 Analysis of the impact of /. with homogeneous formula-
tion

First, in this part, the homogeneous formulation presented in Eq. 5.3 is applied for all test
cases.

5.4.1 Unit-cell model with two half fibers on the borders (/; constant)

Inspired from the paper [238], first of all, a unit-cell model with two half fibers on the borders
is analyzed (as shown in Fig. 5.3). The model size is 20 pm (0.02mm) with fiber volume frac-
tion V¢ = 0.55, and the inter-fiber distance (/) is 3.29 . 1073 mm while one voxel size is used
in the thickness. The resolution of the model is N = 225. The blue part is the fiber for which
the material is E-glass with properties: E ¢y = 74 000 MPa, vy = 0.2, and G/ =9.0.101°N/mm
to make sure that the fiber is unbreakable. The red part is the matrix for which the material
is Epoxy MY750 with properties: E,;, = 4650 MPa, v,,, = 0.35, G = 9.6 . 10"*N/mm which are
taken from the paper [238].

3.29.1073 mm

ww 89100
ww z0oo

! 0.02 mm H

Figure 5.3: The composite model with two half fibers on the borders (blue part: fiber; red part: ma-
trix).

In this series of simulations, the value of I, varies from 2.7 . 10”*mm to 8.2 . 10~3mm while
the inter-fiber distance is fixed. The minimum value of I, satisfies Miehe’s criterion which
states that lz."i "Ih = 3 > 2, where h denotes the voxel size. As shown in Fig. 5.4, the first
observation is that the maximum stress decreases with increasing /.. When [, increases from
2.7.107*mm to 1.6. 103 mm, the peak stress almost drops to half its initial value, which
confirms the conclusion that /. should be considered as a material parameter.

Furthermore, an interesting fact, which has not been presented in other papers, is that when
I is much larger than [, it can be seen that the final failure strain will converge to a stable
value. However, when the [7/1 ratio is less than 2, the crack bandwidth becomes larger than
the inter-fiber distance and the final failure strain increases with I.. This effect cannot be
observed for homogeneous models like in Figure 19 of [201] or Figure 6 of [230]. It seems
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that, in our cases, the presence of the fibers delays the damage evolution when the I¢/I,
ratio is sufficiently small, while the fibers have little effect on matrix damage evolution when
this ratio is sufficiently large.

L
40 25 f/l‘

— 1, =27.10"*mm 122 — 1, =22.10%mm 15
l,=54.10"*mm ¢1 2 —Tl.= 33.103mm 1
— 30 lo=81.10"*mm 41 — 1, =54.10"3mm 0.61
g I, =13.10"3mm 25 = — 1. =6.6.10mm 0.5
= & 15 -3
l.=1.6. 1073 mm 2.1 = — 1, =8.2.10"3mm 04
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Figure 5.4: The macroscopic stress-strain curves of the unit-cell model with two half fibers on the
borders with different values of /..

In the Table 5.1, the maximum damage values in the fibers at the final failure strain are pre-
sented for different [¢/I. ratios. It is surprising that the damage in the fiber is not null even

if G{ =9.0. 10'°N/mm, which should be high enough to prevent fiber damage. Therefore, a
deeper analysis needs to be carried out to investigate the non-physical damage in the fiber.

lplle | 122 | 6.1 | 41 | 25 | 21 | 1.5 1 0.61 | 0.5 | 04

d}"“x 0.085 | 0.15 | 0.23 | 0.38 | 0.45 | 0.56 | 0.67 | 0.8 | 0.84 | 0.88

Table 5.1: The maximum damage d }"‘” in the fiber at the final failure strain for different ¢/ ratio.

The local damage fields for different é—f ratios are presented in Fig. 5.5. When the ratio is
equal to 12.2, there is a clear change of the damage field between matrix and fibers. For a
ratio of 2.5, the interfaces become smeared and they cannot be distinguished anymore for
ratios of 1 and 0.5.

Fig. 5.5 implies that the damage in the matrix is diffused into the fiber, and Fig. 5.6 confirms
this. As shown in the figure, whatever the [/, ratio, the damage profiles are so smooth that

we cannot even distinguish the transition between matrix and fibers. Considering that G{ is
high enough to prevent fiber failure, the only explanation is that the damage in the fibers is
due to the diffusion from the matrix and is not physical.

To confirm this, the value of G{ is changed to 9.6. 10* and 9.0. 10%° N/mm. As shown in
Fig. 5.7, whatever the value, the macroscopic stress-strain curve does not change, and the
damage profile also remains stable. This confirms that the damage in the fiber is artificially
caused by diffusion of matrix damage.

107



CHAPTER 5. SENSITIVITY OF MIEHE’S PHASE-FIELD TO THE CHOICE OF THE Lc FOR
FIBROUS MATERIAL ON MICRO-LEVEL

d 02 04 06 08

Figure 5.5: The local damage fields at final failure for different values of %: (a) 12.2; (b) 2.53; (¢) 1; (d)
0.5 (remark: the semi-circles with dash lines are the fiber contours).

.= 0.4
.=0.5
.= 0.61

=15

0 0.01 0.02 0 0.01 0.02
Position [mm] Position [mm]
(a) (b)

Figure 5.6: The damage profile of the model along the center line with different /¢/. ratios.
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Figure 5.7: The stress-strain relation (a) and damage profile (b) for Iy/l, = 2.5 and different values of
G{ (remark: all stress curves overlap).

5.4.2 Unit-cell model with two fibers (/. constant)

In this section, the model has been changed to the two-fibers unit-cell model presented in
Fig. 5.8 with a total fiber volume fraction of 0.15 and one voxel size is used in the thickness.
The resolution of the model is N = 225.

ww
-0T°29

1 1
v 0.02 mm J

Figure 5.8: Two-fibers unit-cell composite model with /¢ constant (blue part: fiber and red part: ma-
trix).

Considering that Miehe’s model is an [/, sensitive approach, herein, we will make the analy-
sis of macroscopic mechanical response and local crack patterns by considering /. as a con-
stant, and varying the inter-fiber instance /¢ from 2.75 . 1073 mm to 2.67 . 10~ *mm.

The blue part is fiber for which the material is E-glass with properties: Ef = 74000 MPa,
vy =0.2. Meanwhile, the red part is the matrix for which the material is Epoxy MY750 with
properties: E,;; = 4650 MPa, v,, = 0.35. Regarding the damage properties of the constituents,
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two series of damage properties are tested, as shown in table 5.2. Note that it may seem
that these two tests are irrelevant and not comparable because the damage properties are
totally different. However, it is interesting to see that they both lead to the same conclusion.
Besides, the choices of /. also satisfy the criterion, where I./h > 2.

Test 1 Test 2

G/ N/mm) | 9.10% 60

G™ (N/mm) | 9.6.107* | 0.003

I, (mm) 88.107% | 7.0.107*

Table 5.2: The damage properties of different tests.

Furthermore, the Iy herein is set as much smaller than twice the distance from the fiber-
matrix interface to the border, and since periodic boundary conditions are used, the strain
concentration point is expected to be the center zone of the model. The closer the two fibers
are, the more concentrated should the strain be. Examples of pure elastic tests with different
I values (as shown in Fig. 5.9) can well illustrate this phenomenon.

(b)

Figure 5.9: The strain component €, of the two fibers unit cell model without the phase-field (purely
elastic with (€) = 0.005): (a) ! r= 6.2.10"*mm, and (b) ! r= 2.67.10*mm (remark: all conditions are
the same as the tests with phase-field).

Figs. 5.10 and 5.11 show the local damage fields and the macroscopic stress-strain curves for
different [/l ratios. Fig. 5.10 demonstrates that when [, is fixed, for both two tests, if /7 is
too small, the crack will jump to the borders. However, normally, the smaller [ is, the closer
two fibers are, and there should be more strain concentration at the center of the model, as
shown in Fig. 5.9.

Furthermore, if we look at the stress-strain curves (Fig. 5.11), if we decrease Iy from the
highest value, there is a first stage where the final failure is progressively brought forward
due to an increase of strain concentration. If we continue decreasing I until a certain value
of 9.78. 10~*mm for Test 1 and 6.2. 10~*mm for Test 2, however, there is a second stage
where failure is delayed, which is not physical anymore. The only explanation is that /. is too
large compared to .
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Figure 5.10: The local damage fields at final failure of unit-cell two fiber models with I, constant, and
Iy =Test1:(a)6.2. 10~* mm, (b) 2.67. 10~* mm; Test 2: (c) 6.2. 10~* mm, (d) 2.67 . 10~* mm (remark:
the circles with dash lines are the fiber contours).
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Figure 5.11: The macroscopic stress-strain curves of the two fibers unit-cell model (I, fixed) shown
with different values of /.: (a) Test 1 and (b) Test 2.

Fig. 5.12 shows the damage profile along the center line of the model, for the two tests and
different [/, ratios. The cases for which the crack is along the borders have been excluded.
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With the same [, values, the non-physical damage distribution from the matrix to the fiber
can be observed for both tests because the damage variation from the matrix to the fiber is
continuous. The smaller the [ is, the higher damage of the fibers have. Secondly, the crack
bandwidth appears to be slightly affected by the inter-fiber distance. For both tests, if we
decrease [¢, the crack bandwidth decreases slightly. Besides, the crack bandwidth of Test 2 is
smaller than Test 1 because Test 2 has smaller /..

1 — 1 )l.=07 |0_13( — 1/l = 0.8

0.3 / / // —lfl,=11 ’ / /// —lf)l.=14

Iy/l. = 1.7 : lg/le=2.1

— |84 — i/l =21 — | 8688 9 — 1/l = 2.6

=05 il =31 =05 1y /l.= 3.9
0 ‘ ‘ 0

0 0.01 0.02 0 0.01 0.02
Position [mm] Position [mm)]
(a) (b)

Figure 5.12: The damage profile of the model along the center line with different I/l ratios: (a) Test
1 and (b) Test 2.

5.4.3 Unit-cell model with two fibers (/; constant)

Meanwhile, the two-fibers unit-cell model is taken to analyze the behavior in the case of /¢
being constant but varying the [, values. The model is shown in Fig. 5.13, where the [y is
fixed at 2.75. 1073 mm.

2.75.1073 mm
|

1 1
! 0.02 mm J

Figure 5.13: Two-fibers unit-cell composite model with ¢ fixed blue part: fiber and red part: matrix.

The elastic properties are the same as in Section 5.4.2, while regarding the damage proper-
ties, Gf =60N/mm, and G" = 0.003 N/mm.
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Fig. 5.14 shows the macroscopic stress-strain curve of the model shown in Fig. 5.8. We can
see the same tendency as in Section 5.4.1: with increasing /. the maximum macroscopic
stress decreases.

lf/ll:

70
— 1,=23.10"*mm 12
60 —1,=3.10"*mm 9.2
— — -4
E 50 l. =4.10"*"mm 6.9
= l.=510"*mm 55
A 40 —1,=8.10"*mm 35
®
& 30 T —1,=16.103mm 17
Vv
20
10 |
0
0 0.005 0.01 0.015
< Sy >

Figure 5.14: The macroscopic stress-strain curves of the model shown in Fig. 5.8 for different values
of [..

However, if we look at the local damage fields in Fig. 5.15, on the one hand, for a é—f ratio from
12 to 3.5, the damage profile becomes more and more diffusive. Note that thé minimum
value of /. satisfies Miehe’s criterion as lé”i "Ih =2.6>2, where h denotes the voxel size. On
the other hand, if [, is large, as in Fig. 5.15(f), the crack jumps from the model center to
the border, which is obviously non-physical. Indeed, as mentioned before, the inter-fiber
distance is much lower than the fiber-border distance., the strain concentration should be at
the center, and the damage initiation and the crack propagation should also be at the center
as observed in Fig. 5.15(a-e).

In Fig. 5.16, the damage profile along the center cross-section line is plotted. In the figure,

. . l .
the non-physical damage in the fiber can be clearly observed. The case % = 1.7 is shown
separately to emphasize that the cracks are on the borders.

Another interesting point is that, in Fig. 5.16, the borders are actually regions of damage

concentration for all ll—ﬁ ratios, which may explain why the crack will grow on the border if /,
is sufficiently large.
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Figure 5.15: The local damage fields at final failure with different /, values, and =:(a) 12; (b) 9.2; (¢)
6.9; (d) 5.5; (e) 3.5; (f) 1.7 (remark: the circles with dash lines are the fiber contours)
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Figure 5.16: The damage profile of the model along the center line with different [/, ratios.
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5.4.4 Unit-cell model with two fibers (decreasing fiber /)

As shown before, there is non-physical damage in the fiber due to the matrix damage dif-
fusion. In the phase-field model, I, controls the crack bandwidth, so a smaller /. means
thinner damage diffusion bandwidth. Therefore, the idea is to downsize the [, value of fiber
to form a thinner damage diffusion bandwidth and reduce the non-physical damage state in
the fiber. In this section, the model is taken from Section 5.4.3, where the inter-fiber distance
is fixed to 2.75 . 10~3mm. The elastic properties and the damage properties of the materials
are the same as for Test 1 in section 5.4.2. The characteristic length of the matrix is fixed to
I = 8.8.10~*mm while for the fiber the two values in Table 5.3 are tested. They both satisfy
Miehe’s criterion [¢/h > 2, where h is the voxel size.

Test 1 Test 2

1/ (mm) | 8.8.107% | 2.3.1074

Figure 5.17: The damage field in the fiber at the final failure: (a) lf =8.8.10™* mm, (b) l{ =23.107*
mm.

d02 04 06 0.8

(b)

Figure 5.18: The damage field of the model at the final failure: (a) l{ = 8.8.107*mm, (b) lcf =
2.3.10~*mm (Remark: the circles with dash lines are the fiber contours).
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As shown in Fig. 5.17, the damage in the fibers is reduced from 0.3 to 0.08. In Fig. 5.18,
however, we see that the crack in the matrix jumps from the center (l{ =8.8.107*mm) to

the border (l{ =2.3.10"*mm). Meanwhile, Fig. 5.19 shows that Test 2 features a larger peak
stress and final failure strain.
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Figure 5.19: The macroscopic stress-strain curves for two different lcf values.

Fig. 5.20(a) shows the values of the history variable at different locations during loading. It
can be seen that the behavior for Test 1 is normal and physical, as the energy at the center is
always higher than at the border until final failure due to the strain concentration. For Test 2,
however, the strain energy at all locations perfectly coincides with Test 1 in a first stage but at
some point the strain energy at the border grows much faster. Fig. 5.20(b) which shows the
damage evolution at the same locations during loading leads to a similar conclusion. The
behavior for Test 1 is also more physical while Test 2 behavior is incomprehensible.

1 f -8-Test-1-Border 1 —-8—Test-1-Border
-&-Test-1-Center / -&-Test-1-Center
0.8 -8-Test-2-Border 0.8 -8-Test-2-Border
-&-Test-2-Center -8 Test-2-Center
0.6 0.6
Border Center T
: 1 /'/0‘.
©
0.4 0.4
0.2 0.2
0 3 0
0 0.002 0.004 0.006 0 0.002 0.004 0.006
< &xx > [-] < &xx > []

(@) (b)

Figure 5.20: The history (a) and the damage (b) values at the border and the center of the model with
two different lf values (remark: the curves begin at (€) ,, =5. 107%).
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It is hard to explain why the crack would initiate at the border from a physical point of view.
As a conclusion, the impact of /. for heterogeneous materials can be considered as twofold.
On the one hand, the choice of [/* impacts the behavior of the fiber. On the other hand,
the choice of l{ also impacts the matrix behavior. In both cases, this influence due to the
formulation is artificial and cannot be justified from a physical point of view.

5.4.5 RVE multi-fiber model

In this part, the RVE shown in Fig. 5.21 is tested for different values of /.. The same value is
used for fiber and matrix to avoid the non-physical behavior discussed above. This RVE is
reproduced from the paper [238] as well as the material properties: the blue part is fiber for
which the material is E-glass with properties: Ef = 74000MPa, v = 0.2, and G{: =9.0.10%0
N/mm to make sure that the fiber cannot fail. On the other side, the red part is matrix
for which the material is Epoxy MY750 with properties: E,, = 4650MPa, v,, = 0.35, GI* =
9.6.107* N/mm.

ww €120°0
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Figure 5.21: The model RVE with multi-fibers inspired from [238].

The model size is 21.3 pm (0.0213mm) with resolution N = 225, and only one voxel is used
in the thickness. Note that the fiber volume fraction is V; = 0.60, and the minimum =
2.9.10 % ensures I./h > 2.

In Fig. 5.22, two phenomena can also be observed. The first is that the crack patterns are
influenced by /.. The second is that the damage in the matrix is diffused into the fibers. Fig.
5.23 shows also that the peak maximum stress decreases when [, is increased.
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Figure 5.22: The local damage fields at final failure for the RVE model (resolution 225) with different
values of I, =: (a) 2.9. 10~* mm, (b) 4.8. 10™* mm, (c) 9.5. 10"* mm and (d) 1.9. 103 mm.
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Figure 5.23: The macroscopic stress-strain curves of the RVE model (resolution 225) with different /.
values.

As mentioned above, many researchers consider the characteristic length /. as a material
parameter. For Miehe’s model, the expression of /. can be determined from a 1D model

which gives:
_ 27 EG,

lMiehe — )
¢ 256 o2

(5.15)
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We find the properties in [238] which reports a o for the matrix of o' = 80Mpa, which gives
al,=7.3.10"5mm. In order to integrate this /. into the model, an adaptation is necessary
to meet Miehe's criterion, so the resolution is increased to 875. Besides, I, =3.0. 10 *mm is
also tested, which is the value used in [238].

The damage fields are presented in Fig. 5.24, and the macroscopic stress-strain curves are
shown in Fig. 5.25.

d02 04 06 038
B ]
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Figure 5.24: The local damage fields at final failure of the RVE model (resolution 875) with different
values of I, =: (a) I, =7.3.10"°> mm, and (b) /, =3.107* mm.
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Figure 5.25: The macroscopic stress-strain curves of the RVE model (resolution 875) with different /.
values.
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5.5 Analysis of the impact of /. with heterogeneous formula-
tions

As aforementioned, in heterogeneous media, parameters G, and [/, are not constant over
the domain. If we use Eq. (5.3) in a heterogeneous model, as analyzed in the previous sec-
tion, the damage in one material diffuses into the others without any physical meaning, and
varying the damage properties does not reduce this diffusion.

Accordingly, in this part, the heterogeneity correction (Eq. (4.41)) is added into Eq. (5.3) to
form a heterogeneous formulation that can be written as:

G
—2(1—d)H+l—cd—V-(GchVd):0 (5.16)

Cc

without considering the rate-dependent case. In order to implement Eq. 5.16 into the fixed
point solver, inspired from the paper [244], we introduce:

Q) =Gc(x) e (x). (5.17)

Introducing a fluctuation term Q' (x), we have:

Q) =Qo+Q' (%) (5.18)
where .
Qp = & (Q(x)) ;rmln Q) (5.19)
Therefore, Eq. (5.16) can be rewritten as:
G
<) d(x)=V-(Qox)V(d(x)-V-(Q (xVdw)=20-d)H (5.20)

lc (x)

where H, the history, is expressed in Eq. (5.5). Because Q is constant over the domain, Eq.
(5.20) gives

(;c((;c)) +2H™ (x) | d (x) = Qo (x) Ad (x) = 2H™ (x)+V-(Q’ (x)Vd(x)), (5.21)

Setting A" = G52 + 2H!" (x), B = 2H' (x), D = V- (Q' (x) Vd (x)), we have:
A"d (x) - Qp (x) Ad (x) =B™ +D. (5.22)
Polarizing A with A = 2&XAMnA) ‘5 592 gives:

A(t)" d(x) — Qo (x)Ad (x) =T (x) (5.23)

with
T(x) =B — (A" —AJ")d (x) + D. (5.24)

At a given time step 41, and iteration i, a new damage field can be solved from Eq. (5.23):

dntl = _u (5.25)
LA+ Qo )

where a fixed point algorithm can still be established. It can be summarized as follows:
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Initialization, if t, =0 :

(ao) d’(x)=0
(bo) V-(Q 0Vd®(x)=0
(co) Calculate Q' (x) and Qg (x)
ift, #0:
(1) A% (x) is known and A(t)” is known
(b1) B! (x) is known and d (x) is known
(c1) Calculate D (x), and T (x) (5.26)
Time t,41 :

While convergence criterion is not met:

(a») T; (x) = Bl1; (x)] i iteration
Ttn+l _ Ti(x)

(b2) d. i (€)= AT Q0G0

(c2) di™ (x) =FHd ™1 (x)

(c2) Calculate D;;1 (x), and 141 (x)

(dy) Convergence test

The calculation of D (x) can also be performed in Fourier space, because the derivation op-
eration in real space is a simple multiplication in Fourier space, which can be given as:

Dx)=F'(J-&F(Q x)-F'(-&dw))) (5.27)

where ] = v—1. Compared to the uncorrected formulation, the correction adds one more
Fourier transform, and two more inverse transforms. Besides, the convergence test is the
same as Eq. (5.14)

5.5.1 Unit-cell model with two fibers

In this section, the model geometry is the same as in Section 5.4.3, as well as the elastic
properties and loading conditions. Regarding the damage properties, the G{ is given as 60
N/mm and G = 0.0030 N/mm. Meanwhile, two [, values, summarized in Table 5.4, are
taken for this study.

Fig. 5.26 presents the macroscopic responses for two [, values after the heterogeneity correc-
tion. It implies that this correction has a non-negligible effect on macro-level o — € relations.
On the contrary to the statement in [245], this phenomenon states that Eq. (4.41) can never
be omitted for heterogeneous materials.
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Test 1 Test 2

I, (mm) | 7.00.107* | 5.00.107*

Table 5.4: The damage properties of different tests.

- - -Homogeneous formula

50 I I =5.00E-4 mm
!
A0 ! - .-Homogeneous formula
1 i, = 7.00E-4 mm
g !
% 30 0 —Heterogeneous formula
- ik I, =5.00E-4 mm
g I
v 20 1
; ——Heterogeneous formula
: I, = 7.00E-4 mm
10 i
i
0

0 0.002 0.004 0.006 0.008 0.01

< Eyp > [

Figure 5.26: The macroscopic stress-strain relations with/without heterogeneity correction.

Then damage profiles along the centerline are plotted in Fig. 5.27. Regarding this figure,
the damage in fiber is suppressed, which suggests that the non-physical damage diffusion
between phases can be stopped by adding this heterogeneity correction.

|| =—Homogeneous formula
I\
- Heterogeneous formula

;0.5' ;0.5-
™ ' = —
0 N AN S

1 :

0 0.01 0.02 0 0.01 0.02
Position [mm] Position [mm]
(a) (b)

Figure 5.27: The damage profiles along the centerline of different [, values: (a) I, = 7.00. 10™* mm;
(b) I, =5.00. 107* mm.

However, adding this correction also has its cost. Fig. 5.28 shows the iteration numbers of
the fixed-point solver of each time step. The results show that adding heterogeneity cor-
rection will massively increase the iteration numbers required for convergence. Another
phenomenon can be seen in Figs. 5.28(c) and (d), where iteration numbers required for
convergence will decrease with loading increment and re-increase at the final failure for the
heterogeneous formula.

122



CHAPTER 5. SENSITIVITY OF MIEHE’S PHASE-FIELD TO THE CHOICE OF THE L¢ FOR
FIBROUS MATERIAL ON MICRO-LEVEL

10° \\“’m
2

I ) ol ! | ! ! )
0 0002 0004 0006 0008 001 10 0002 0004 0006 0008 0.01
(€zz) [-] (€zz) []
(a) ——Homogeneous formula (b)

~—Heterogeneous formula

-
(=]

Iterations
Iterations

o
o_n

105g

-
o
>
-
o
N
—

Iterations
Iterations

102}
10';r
100 — 100 : : ‘ '
0 0002 0004 0006 0008 0.01 0 0002 0004 0006 0008 0.01
(exz) [F] (eaz) [-]
(c) (d)

Figure 5.28: The number of iterations of phase-field solutions (fixed-point solver) of each time step
with different I, values: (a), (b) I, = 7.00. 10~ mm, and (c), (d) I, = 5.00. 10~ mm. (a) and (c) show
the raw iteration numbers, while for (b) and (d), these raw values are post-treated by an FFT low-pass
filtering for smoothing, where the pass frequency fpass = 500 Hz (remark: all y—axis are plotted in
logarithmic form).

Test | Homogeneous | Heterogeneous
name formula formula
Test 1 6.48.10* 1.36. 107
Test 2 6.09 . 10* 1.22.107

Table 5.5: The total iteration numbers of homogeneous and heterogeneous formula.

In this study, the Anderson acceleration scheme has been applied for both homogeneous
and heterogeneous formulation to speed up convergence. This acceleration scheme has
been detailed in [99] and studied for homogeneous formulation in [216]. Table 5.5 implies
that the heterogeneous formulation will add more than 200 times of iterations despite the
accelerating algorithm. Besides, our following study will show that the heterogeneous for-
mula is sensible to the contrast of damage properties, like G.. The higher the contrast is,
the more iterations are required. Thus, the application of the heterogeneous formula in high
contrast scenarios (e.g., composite with voids) should be further investigated.
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5.5.2 Single notch model

In order to better study the impact of the Anderson acceleration scheme and contrast of
damage properties, a simpler model (single-notch model) has been studied. As shown in
Fig. 5.29, it is a square plate of length Imm. A straight horizontal notch of 0.5 mm is located
at the mid-height of the left edge. The width of the notch is one voxel size. Because the FFT
solver is intrinsically periodic, we need to add lateral bands, denoted as M2 (purple material),
to avoid spurious effects due to the boundary conditions. Material M2 is also used for the
notch. Note that, in this study, the resolution is given as N = 251 (mesh size h = 4.00. 1073
mm) and /. = 0.02 mm.

5 voxel size

ww T
1
11
11
11
One voxel size

“

1.00 mm

5 voxel Sizées

Figure 5.29: The geometry of single notch plate (Material 1 (M1) is in yellow and Material 2 (M2) in
purple).

In this study, the following material parameters are adopted for M1: Young’s modulus: Ey =
2.1.10° MPa, Poisson’s ratio v = 0.3, and critical energy release rate G, = 2.7 N/mm. Besides,
the void-like properties of M2 are: Ef = 21 MPa, v® = 0.3. As for G, three values are chosen
(Table 5.6).

Test1 | Test2 | Test3

G¢ (N/mm) | 2.70 27 2700

Contrast
GS/Ge

1 10 1000

Table 5.6: The damage properties of different tests.

For all three tests, a tensile loading along y—direction with time step 6(¢,,) = 5.00. 1077 is
applied while stress-free conditions are imposed in other directions ({0 xx) = (0;z) =(0xy) =
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(0xz) = (0yz) = 0). Table 5.7 shows the total iteration numbers of the fixed-point solver,
where several conclusions can be obtained. Compared to the homogeneous formulation,
the heterogeneous formula is sensible to the contrast of damage properties. The higher the
contrast is, the more iterations are required. On the other hand, the Anderson acceleration
scheme can significantly reduce the iteration numbers. They, nevertheless, still have a sim-
ilar order of magnitude to those without acceleration. Hence, may a more efficient scheme
can be investigated in the future.

Heterogeneous formulation
Contrast 1 10 1000
with acceleration | 8.45.10% | 3.24.10° | 3.78. 10°
without acceleration | 4.48.10° | 5.71.10° | 5.40. 10°

Homogeneous formulation
Contrast 1 10 1000
with acceleration | 8.45.10% | 8.46.10* | 8.47.10*
without acceleration | 4.48.10° | 4.46.10° | 4.47.10°

Table 5.7: The total iteration numbers of homogeneous and heterogeneous formula.

5.6 Chapter conclusions

Thanks to the different tests and analyses conducted in this chapter, several conclusions can
be raised.

At first, many works have reported that the [, should be treated as a material parameter
because the choice of /. impacts material behaviors. Based on the above studies, we would
like to say the second part of this theory «choice of [, impacts material behaviors» has been
reconfirmed. However, its first part should be discussed more prudently for heterogeneous
materials.

In the case of a heterogeneous material like a composite composed of a soft matrix and
rigid inclusions/fibers, the relation between the inter-fiber distance I and the characteristic
length /. has a huge impact on both the crack propagation patterns and the macroscopic
stress-strain response. From a mechanical point of view, if two fibers are closer than others,
there is more concentration of strain in the matrix zone between these two fibers. There-
fore, damage should initiate in this zone. If two fibers are placed closer and closer, damage
initiation should occur earlier.

With the application of Miehe’s phase-field, this is not verified. On the one hand, if the I¢/1,
ratio is not large enough (the [ is too small or the /. too large), although there is much more
concentration of strain in this inter-fiber zone, the crack jumps to somewhere else. On the
other hand, if the [¢/l. ratio allows for an inter-fiber crack, but if it is not sufficiently large,
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damage initiation is delayed and the peak macroscopic stress increases when the inter-fiber
distance decreases, which is not physical. Consequently, an appropriate [¢/[; ratio is nec-
essary for heterogeneous materials to get a proper crack initiation and propagation pattern
and macroscopic stress-strain relation. However, the safe I/l ratio varies a lot for differ-
ent combinations of fiber/matrix properties. Based on our experience, I¢/l. = 4 is recom-
mended.

Thirdly, in Miehe’s model without heterogeneity correction in the mathematical equation,
damage can diffuse from one phase to the other. Based on our analysis of a fibrous material,
this can lead to two issues:

* For a composite material under transverse loading, the matrix damage should be dom-
inant. However, the damage in the matrix can be diffused into the fiber, even if the fiber
fracture toughness G]Cc is very large. This diffusion strongly depends on [.. The larger
the ., the stronger the diffusion.

* The interactions of damage behavior between matrix and fiber are twofold. The dam-
age in the matrix can affect the damage in the fiber, and reciprocally. For example, if
we only reduce /. in fibers to reduce the fiber damage, at the same time, the damage
behavior in the matrix also changes.

Therefore, setting up different I, values between phases by, for example, giving a smaller /.
value for a more rigid material to decrease the diffusion, seems difficult. Based on our tests,
this idea can help reduce the damage in the fiber. It nevertheless leads to damage initiation
and cracks propagation in the matrix in a way that cannot be explained.

Then, a correction of the implementation of Miehe’s phase-field model in the FFT solver
for heterogeneous materials has been assessed. With this correction, the non-local term
becomes V- (G.I/.Vd), and two changes can be observed:

* The macro-level mechanical responses are changed, which implies that the hetero-
geneity in the mathematical formulation cannot be omitted.

e The damage diffusion between phases can be stopped at the interfaces.

Hence, the heterogeneous formulation should be applied for heterogeneous materials. Nev-
ertheless, this correction is costly, raising hundred times of complexity based on our studies.
On the other hand, this increase of CPU time is sensible to the contrast of material properties.
The higher the contrast is, the more iterations are required for convergence. Thus, efficient
accelerating algorithms and improved schemes should be investigated in the future.

For a general conclusion, in order to get a regular damage field, the characteristic length .
should be as small as possible. However, in Miehe’s method, it is related to material behavior.
In our experience, aratio [ ¢/, > 4 should be used, which widely limits the application of this
phase-field model to heterogeneous materials.

One of the promising solutions for heterogeneous materials may be the implementation of a
model which would suppress the sensitivity on /.. As introduced in Chapter 4, one of the can-
didates is Wu’s model [207, 208]. Thus, Wu’s phase-field model will be introduced in the FFT
solver in the next chapter, where the heterogeneous formulation is naturally implemented.
In this method, [, is considered as a purely numerical parameter that does not affect the
mechanical behavior as long as it is chosen small enough.
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6.1 Chapter overview

Based on the investigations presented in the previous chapter, it is clear that the character-
istic length /. has a significant impact on the damage behavior, especially for heterogeneous
materials. Crack initiation and propagation are influenced, and non-physical damage dif-
fusion occurs between phases. Some solutions to improve the phase-field model have been
attempted. The main idea was to assign [, values as small as possible. In Miehe’s model, un-
fortunately, [/, is defined as a material parameter, and a too-small value of /. leads to a nearly
linear behavior, which is not physical. We need a phase-field method that would define I, as
a numerical parameter. In particular, we would like the results to converge in terms of crack
initiation and propagation, dissipated energy and overall strength for a sufficiently small /..
Wu claimed that his method possesses these features in [207, 208]. We choose to investigate
this method in this chapter.

A reminder of Wu'’s phase-field model is presented in Section 6.2. Sections 6.3 and 6.4 will
present some trials to implement it in the FFT solver, and the results of testing cases will be
in Section 6.5.

6.2 Reminder of Wu’s phase-field model

Based on Egs. (4.56) and (4.57), it can be clearly seen that when there is an elastic stage, the
displacement because of the opening of the crack is function of o, and d. At final failure,
when d = 1, the final crack opening displacement w. only depends on o, and not on /.
Furthermore, the peak stress is limited by o.. Note that the numerical stability condition
a = % requires /. to be as small as possible. Therefore, any phase-field model that has a
purely elastic stage can theoretically be implemented as an [, insensitive method, like [246].
However, due to the irreversibility of the damage field d = 0, the initial damage localization
bandwidth Dy needs to be inferior or equal to the damage localization bandwidth at final
failure D, (Dg < D,). Based on Fig. 4.10, in order to integrate the linear softening law, Wu'’s
phase-field is an optimal choice.

For Wu'’s phase-field with the linear softening law, the phase-field evolution equation can be

expressed as:
2G 2G,l
=0 -ad) -V (—=<
Tl b
where the generic evolution equation of phase-field is written in Eq. (4.42), and the differ-
ent parameters are written in Table. 4.3. Besides, because g(d) is a rational function, its

derivation is straight forward and we have

Vd) + g (d)Hpax = 0, 6.1)

'(d) = da)(1-d) 6.2)
8 = Card-ad - ayd2 +2d2 + 2)% '
The history variable is denoted H and is defined as
<0 >?
= (6.3)
2E,

where the Rankine criterion is used with the stress split, < — >= max{—, 0} being the positive
part operator. Stress 0, represents the maximum principal stress. Because Wu's phase-field
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has an elastic stage, if the evolution is used as is, the damage calculated in the elastic stage
will be negative. In order to correct this issue, and enforce the irreversibility of the damage
field, an extra condition needs to be satisfied:

102
Hmax(x, ) := maxo<s<¢, [H(x, 1), £ . (6.4)

2Eg

This conditions ensures d = 0 during the elastic stage. If d > 1 in the calculation, then the
condition d = 1 is applied.

6.3 The difficulty of applying Fixed-point algorithm

Following the procedure used for dealing with Miehe’s model with the heterogeneity correc-
tion, the evolution equation of Wu'’s phase-field can be written as:

Apd(x) +QoAd(x) = 1(x), (6.5)
with
T(x) =B-(A—-Ap)d(x) —D. (6.6)
The coefficients are given by
A=2Ge
A
B = g'(d)Hmax + %?—; (6.7)

D=V (Q'(x)-Vd(x)

with Ag = w, Qo = w, and Q(x) = Q'(x) +Qp = %Clc The damage field
d™*1 atiteration i + 1 at time increment t,, can be calculated as.

Ti+1 ?i

s =— . (6.8)

T Ag—Qo (E-E)
There is an inconsistency with this fixed-point algorithm that can be proven for a simple 1D
case discretized with only one element. Indeed, in this case the damage would be distributed
in a homogeneous way (Vd = 0), so the non-local term would be equal to zero (D = 0). Thus,
it would be possible to rewrite Eq. (6.1) as
2 G 4a,(1-d)

i H 6.9
L lc( ) (2d1d_4d_a1d2+2d2+2)2 max ( )

and obtain the analytical solution

dhom =1 -

M(a —2) (6.10)

with M = f—fc At the last time increment ¢, of the elastic stage, where the peak stress would

2
be reached in the element we would have d(x) =0and H,,,;,, =H = % Jc . As aresult, we would

e
Eo
have

4E0GC

nozl,

S B= (OH +2GC_ 4E¢G, 1 02 2GC_0 6.11)
g max T lc T[O%lc 2E0 T lc ) ’

g0 =—a=-
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2
At the next time increment £,,;, we would have H,,,;, > %g—g At the first iteration of the fixed-
point algorithm, we would need to calculate t(x), in which d(x) would be taken from the last

iteration of time increment ¢, in our case d(x) = 0. We would be facing the problem that

g

2 .
Hpyax > %E—; would lead to B < 0, which would result in a negative damage field (d;;ll).

0 —\

—-2000 |

~~ ‘
= |

N—r I |

> -4000 ,

-6000
-1 -0.5 0

d [-]

Figure 6.1: Illustration plot of the values of g’(d) when d < 0.

One might think that getting a negative damage field at some iteration of the fixed-point
algorithm would not be a major issue as the algorithm might still converge to a physically
acceptable value. Fig. 6.1, however, clearly shows that this would be unlikely. Indeed, this
figure shows that once d becomes negative, g'(d) decreases drastically down to very large
but negative values, leading to B <« 0. This issue is not met for Miehe’s model, where the
fixed-point algorithm always computes positive damage values. In conclusion, the same
algorithm cannot be used for Wu'’s phase-field model.

6.4 Applying Wu'’s phase-field model by Newton-Krylov algo-
rithm in FFT solver

Therefore, Newton-Raphson’s method, one of the most traditional method for solving non-
linear equations, is applied in this chapter. This approach is based on the iteration:

. . R(d)
dtl=dt - , 6.12
R ( )
where the residual function R(d) is
2G 2G,l
R(d) = g (d)Hpax + =—1 —d) - V- (—=Vd) (6.13)
. i
and its derivative
R'(d) = M (6.14)
- ad ‘
Eq. 6.12 can be re-written as:
R'(d)8d = -R(d) (6.15)
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with 8d = d;., — d;. Because most terms in R(d) are linear, we only have to compute g"(d).
We get

Y am (—3(1—d)2+a1(1.5d2—3d+2))
g'(d)=

[a-a2+maa-o0s5a)]’ (6.16)
R (d)dd = g" (d)Hynaxdd — 258d -V - (2% - Vo).

This linear problem is solved using a Conjugate Gradient (CG) solver, which does not re-
quire to introduce a reference material or a polarization term. The non-local term is directly
computed using

2G;l,;
n

V- ( Vd):F‘l(J-k-F(Q’(x)-F‘I(J-k-ci(x)))) 6.17)
with J = v/=1. The FFT and its inverse only need to be computed for the calculation of this
non-local term. Note that we did not either be able to implement Willot’s rotated scheme
for the phase-field solver for this chapter. To avoid using two different schemes for the me-
chanical and phase-field parts, we used Moulinec and Suquet’s original collocation scheme
for both solvers. This implementation of the heterogeneous formulation deals correctly with
complex numbers both in real and Fourier space in the intermediary steps. This is in contrast
with the code used in the previous chapter for Miehe’s model.

Regarding the CG solver, we need to introduce LP(x) and RP(x) as follows:

{LP(d) = —%?—:smg"(d)ﬂmx&d—v-(%f’c Vod), 618)

RP(d) = ~g' (dHmax — 251 —d) + V- (v a),

n 1

The pseudo-code of the CG solver for Wu's phase-field is presented in (6.19). It is a standard
CG solver except for operation f; which is a special treatment to remove the accumulation
of floating point error. The convergence criterion of the CG solver is set as 1.0 . 1075,

The result of the CG solver is dd, thus, djew = dyiq + 0d, and convergence is verified for
the new damage field. As opposed to the conventional convergence check in Eq. 5.14, in
our implementation, the convergence criterion for Newton-Raphson’s algorithm is based on
the residual RP(d) of the phase-field evolution equation. The algorithm is summarized in
pseudo-code in (6.20).

In order to simplify the calculation, in this implementation, the hybrid formulation is ap-
plied, where there is a split in the history variable used for damage evolution (Egs. (6.3) and
(6.4)) but no tension/compression split in the mechanical part. Thus, the equations for the
mechanical part can be written as:

div(o(u,d)) =0,
o=gd)%e, (6.21)
g = YurVlu

>
This formulation could be solved using the same weak coupling used for Miehe’s model (as
shown in Fig. 5.1), where we chose to solve the damage and displacement fields only once
per time increment. This approach required to use a sufficiently fine time step to obtain
converged results. In this chapter, in order to use larger time steps, we preferred a stronger
coupling and switched to an alternating minimization algorithm.
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Initialization: d(x) is already known for previous iteration
(ag) Define CG solver tolerance (tol)
(bg) i=0 (Initialize iteration of CG solver), and define i,
(co) 8d=°=0
(do) Calculate RP(d, x) and LP(8d'%, x)
(eg) Calculate r =RP-LP
(fo) Definea=r
(go) Definedelyey=1"-r

While (delyey = tol?):
(@) Calculatei=i+1
(b;) Calculate LP(a, x)
(c1) Define g =LP(a,x)
(dy) Calculate o= %’Zw (6.19)
(e1) Calculate 8, =8"""+axa
(f1) ifiisdivisible by 10
Calculate LP(8! , x)
Calculate r =RP - LP
else
Calculater =r —a.q
end
(g1) Definedelyg=delyew
(h;) Calculate del,pyy =1'.r
(i) Definep = %
(j1) Calculatea=r+p.a

End

The flow chart of alternating minimization is given in Fig. 6.2. As shown in this figure, first we
have the mechanical solve, and then the phase-field solve, for which we included the details
of the Newton-Raphson algorithm. Outside these two loops, there is another loop, called
the alternating minimization loop, to make sure that all damage and mechanical fields are
well updated in the current time increment. This alternating minimization loop is controlled
by the alternating minimization iteration number «al ¢» and the convergence check «AltCV»,
which is a based on the damage change:

e=|ldair—dair-1ll2 (6.22)

where || — ||, represents the L, norm over the model. Because of this convergence check,
the damage field computed by the phase-field solver may be used to update the degrada-
tion function and go back to the mechanical solver. The new displacement field would then
update the history variable and go into the phase-field solver again. This could be done sev-
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Initialization, if ¢, =0 :

(@) d"="(x)=0

Ift, #0:
(a;) d"™ isknown
Time ¢, +1: firstinput dl.tf(;l =d™n
While convergence criterion is not met:
(ap) Call CG solver, with input d;"“
(by) d"tt=a""'+8d

i+1

(c2) Re-calculate RP(dit_’flLl, X)

(d,) ifRP < than tolerance (1..107%), convergence is met

(6.20)

eral times until convergence of the alternating minimization scheme, thus ensuring a strong
coupling between the displacement field and the phase-field. The advantage of this algo-
rithm is that we do not need a very refined time step to get accurate results. Based on our
tests, 8(e) < 1.00. 1074 is acceptable (results are shown in Section 6.5.1), which is 200 times
larger than the value used with the weak coupling.

Current time step

Strain loading: Initialization [
B t 2
e Stime s St 45 < & > N alt = 0 | FFT Mechanical solver }—" [o,7:(0), &5, (2]
Damage field:
dn(x)
t

/ |—' No, alt = alt + 1, ‘t \
dage—y = ditt Calculate H.™
Update for the next time step: ves Altcv gl ok i=0 alt
dtn+1 = dylrtl
<e>hh=<e>h fA<e >
No

=ditl

No,i =i+1,dly, =dif

Yes, dii/!

Call for CG

i1 : FFT solver
dare (%) = dgye (X) +8d(%)

\ Calculate RP(d";{tl) /

Figure 6.2: The flow chart of Wu’s phase-field method based on the Newton-Krylov algorithm in FFT
solver (remark: CV is damage field convergence check. AltCV is alternating minimization conver-
gence check. The part in the red rectangular is the main algorithm for solving the damage field).

6.5 Numerical examples

The proposed algorithm is designed to solve general 3D problems, but to limit the computa-
tion time in our tests we used models with only one voxel thickness in the third dimension.
Due to the periodic boundary conditions, the out-of-plane strain components are constant
in the third direction, which is equivalent to the generalized plane strain condition.
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As for loading conditions, in these analyses, the notch models are subjected to a macro-
scopic strain along the y- direction with a loading rate (g}, = 1.107* (thanks to alternating
minimization) until final failure while stress-free conditions are imposed in the other direc-
tions ((0)xx = (0)zz = (O)xy = (O)xz = (0)y; = 0). These mixed-type loading conditions are
applied using the method presented in [160]. Due to stress-free boundaries, Poisson’s effect
is active during loading. Regarding the two-fibers composite models, the loading direction
is changed to x with §(€)x, = 1.107%, and (o) yy = 0, while others are unchanged.

6.5.1 Single notch model

Inspired from the literature, the first model we tested is the single notch plate. This example
is a popular benchmark test to verify phase-field models for brittle fracture [197, 208, 216,
221]. As shown in Fig. 6.3, it is a square plate of length 1mm. A straight horizontal notch of
0.5 mm is located at the mid-height of the left edge. The width of the notch is one voxel size.
Because the FFT solver is intrinsically periodic, we need to add lateral bands, denoted as M2
(purple material) to avoid spurious effects due to the boundary conditions. Material M2 is
also used for the notch.

0.1 mm 5 voxel size
- "
11 1 1
N N
N &
- g - —_—— g
5 S 3 ===t S
3 © 3 o
c
@) (@)
X
B by i L]
i o I 1 mm |
i i ) i
3 ) 5 voXel Sizéept
(@) (b)

Figure 6.3: The geometry of single notch plate: (a) Lateral bands thickness fixed for testing mesh size
convergence. (b) Lateral bands number of voxels fixed for other tests. Material 1 (M1) is in yellow and
Material 2 (M2) in purple.

In addition, we need to assign properties in the notch as well as the lateral bands that are low
enough to model voids but not too low to cause numerical instabilities. Fig. 6.3(a) represents
the model for voxel size convergence tests, for which we ensured that the volume fraction of
the lateral bands is maintained at 10% for all resolutions. Apart from these voxel size conver-
gence tests, we used bands of a thickness as small as possible to minimize the computational
cost. We found that a thickness of 5 voxels, as shown in 6.3(b), is the minimum value to get
convergence in the FFT solver and break the periodicity.
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In all single notch model tests, the following material parameters are adopted for M1: Young’s
modulus: Eg = 2.1.10° MPa, Poisson’s ratio v = 0.3, failure strength o, = 2445.42 MPa, and
fracture critical energy release rate G, = 2.7 N/mm. These properties result in an internal

length [}, = Eg?c =0.095 mm. Considering that a; = 3 is an exigence for Wu’s phase-field,

2 =2
the condition /. < 0.08mm has to be satisfied for this material. Miehe’s criterion regarding
the ratio between [, and the voxel size h still has to be verified for Wu’'s model. Here we
have 2h < I, < 0.08mm. Besides, the void-like properties of M2 are: Eg =21 MPa, v¢ = 0.3,

0¢ = 24.4542 MPa, and G{ = 2.7 N/mm, which result in the same [}, value as for M1.

The first test is the voxel size convergence test. In these tests, resolution N = 101(101 x 121),
N = 251(251 x 301), and N = 401(401 x 481) are chosen, which correspond to voxel sizes
h = 0.01lmm, 4.103mm, and 2.5.103mm respectively. Characteristic length [ is fixed to
0.05mm. The macroscopic stress-strain curves of the principal material are shown in Fig.
6.4. They coincide well among different resolutions. This is also verified for the damage
fields, which are shown in Fig. 6.5. Despite the resolution N = 101 already being fine enough,
in the next analysis, N = 251 is chosen to get more possibilities for the choice of /. with re-
spect to Miehe’s criterion (I./h > 2).

le2

— N=101
74 N =251
— N =401

<

< Exx> le-3

Figure 6.4: The macroscopic strain-stress curves of principal material under voxel size convergence
tests with different resolutions.

(a) (b) (©) ’

Figure 6.5: The damage field of the model of under voxel size convergence tests: (a) N = 101, (b)
N =251 and (c) N =401

In the next analysis, the /, sensitivity of Wu’'s method is presented. The material elastic prop-
erties and damage properties stay the same as above, but the model is changed to that in
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Fig. 6.3(b). As mentioned before, the resolution chosen here is N = 251, with a voxel size
h =4.00.103mm. In these tests, the smallest value used for the characteristic length is
I, = 0.01mm, which results in I./h = 2.51 and hence satisfies Miehe’s criterion.
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Figure 6.6: The macroscopic stress-strain curves of single-notch model (N = 251) under y-direction
loading for different methods: (a) Wu-FFT, (b) Wu-FEM, (c) Miehe-FFT (homogeneous formulation).

As shown in Fig. 6.6(a), the macroscopic response changes with the variation of /;, which
differs with the conclusion declared in paper [208]. We observed the same phenomenon
using an FEM implementation of Wu’s method, as shown in 6.6(b).

To investigate the cause of this sensitivity, we simulated the single notch tests using the FEM
solver again but without lateral bands and with a zero-thickness notch created by duplicating
nodes (monophase model without void-like material 2). Results with a very fine resolution
are plotted as red curves in Fig. 6.6(a) and (b). These curves feature an earlier failure than
the first model, which might impute the /. sensitivity to the presence of a void-like material.

From these two figures, it can also be seen that the bigger [, the higher the peak stress and
the later the final failure. The opposite effect is observed with the homogeneous formulation
of Miehe’s model, as shown in Fig. 6.6(c). The fact that the two models lead to two opposite
tendencies suggests that there is a particular effect of the heterogeneity due to material 2 for
Wu'’s phase-field model.

In order to verify this hypothesis, three additional tests are simulated by increasing the dam-
age properties of M2 to G¢ = 2.7.10* N/mm, and ¢ = 2445.42 MPa. These tests of Wu’s
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model are accomplished using the FEM solver with a resolution N = 63 (63 x 73), [, = 0.04
and 0.05mm. The results are shown in Fig. 6.7. As it can be seen, increasing the damage
properties of M2 affects significantly the macroscopic response, even though M2 has a low
volume fraction and should play a little role in damage evolution as compared to M1.

1000
—_— G¢=2.7.10*N/mm, ¢ = 2445.42MPa, [, = 0.05mm
g0l — G&=27.10°N/mm, of = 2445.42MPa, [, = 0.04mm
— ¢ =2.7NImm, of = 24.4542MPa, [, = 0.04mMm
N
)
A
®
& 400
\%
200
o
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< e > [107%]

Figure 6.7: The macroscopic stress-strain curves of M1 with G¢ = 2.7. 10*N/mm, and o, =
2445.42MPa, and model resolution N = 63 using the FEM solver.

Table 6.1 represents the damage state at the notch tip under a macroscopic loading of <
€xx >= 0.004 for a resolution N = 251. For Wu’s model, both using FFT and FEM, when in-
creasing /. the damage d decreases. Regarding Miehe’s model, the change is less visible but
tends to be in the opposite direction. It can be confirmed that the presence of void-like ma-
terial (M2) affects the macroscopic behavior but a further investigation is needed to identify
the reasons.

FFT-Wu | FEM-Wu FFT-Miehe hom'ogeneous
formulation
[, =0.0lmm 0.33 0.34 0.086
l.=0.02mm | 0.213 0.25 0.088
[ =0.03mm 0.15 0.19 0.09

Table 6.1: The damage state d at the notch tip under the loading of (€) , = 4.1073.

@® (b) © |

Figure 6.8: The damage fields of the single-notch model with resolution N = 251 under y-direction
loading using Wu’s method in FFT solver: (a) [, = 0.01lmm, (b) /; =0.02mm and (c) /; = 0.03mm.
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The local damage field for resolution N = 251 is shown in Fig. 6.8. It can be clearly seen that
the crack bandwidth becomes larger and larger when increasing /.

In Section 5.5.2, we have studied the iteration numbers under different contrasts of damage
properties. Similar tests are also presented here. Note that the model’s resolution is N = 251,
with a voxel size k& = 4.00. 1073 mm and /, = 0.02 mm. Moreover, three contrast values are
presented in table 6.2.

G¢ (N/mm) | 2.70 | 27 | 2700

Contrast
G¢/Ge

1 10 | 1000

Table 6.2: The damage properties of different tests.

Besides, the time step convergence studies are also carried out herein, where three time steps
are also adopted, which are §(g) = 1.00. 1074, 5.00. 107 and 2.00. 107°. We first show the
macro-level stress-strain relations in Fig. 6.9. As shown in the figure, the macro-level stress-
strain curves are coincident for all three contrasts even if decreasing the time step by five
times. Thus, a time step 1.00 . 10~* can be acceptable.
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Figure 6.9: Macro-level stress-strain relation curves of (a) contrast 1, (b) contrast 10 and (c) contrast
1000 (remark: the curve thickness of different time steps are different, which is for distinguishing the
curves between each other).
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Next, the total iteration numbers of the CG solver are presented in Table 6.3. Like Miehe’s
model with heterogeneous formulation, Wu’s model is also sensitive to the contrast of dam-
age properties. Thus, in the case of high contrast models, an acceleration scheme should be
considered.

Time step

1.00.107* | 5.00.107° | 2.00.107°
Contrast 1 1.48.10° | 2.08.10° | 2.92.10°
Contrast 10 | 3.34.10° | 4.58.10° | 7.96.10°
Contrast 1000 | 3.22.10% | 4.17.10° | 6.44.10°

Table 6.3: The total iteration numbers until the final failure of different cases.

6.5.2 Asymmetric double notch model

The next model that we propose to analyze is the asymmetric double notch model, which is
presented in Fig. 6.10. It is a square plate of length 1mm with a voxel size thickness. Two
notches of 0.2 mm are located at two edges of the model, the one is at 0.55mm of height and
the other is at 0.45mm of height. The height of the notch is kept at 1 voxel size as previously
and the width of each lateral band at 5 voxel sizes as well.
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Figure 6.10: Illustration of Asymmetric double notch model.

For this model, mesh convergence is no longer analyzed and a resolution N = 251 is used
with /; = 0.01lmm, 0.02mm, and 0.03mm. The macroscopic response is shown in Fig. 6.11,
and the local damage field is shown in Fig. 6.12. Figs. 6.11(a) and 6.12(a),(c),(e) are the re-
sponses for Wu’s method, while the rest are those of Miehe’s model. Viewing these figures,
we can raise similar conclusions from the macroscopic response of the asymmetric double
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Figure 6.11: The macroscopic stress-strain curves of the asymmetric double notch model under y-
direction loading using different methods: (a) Wu-FFT and (b) Miehe-FFT (homogeneous formula-
tion).

notch model as from the single notch model. As for damage fields, it can be seen that dam-
age diffusion is larger when increasing I.. However, if [, is too large (in our case, [, = 0.03mm,
Fig. 6.12(e)), the two cracks connect and merge. Although this merge is not shown in Miehe’s
model because of the convergence problem, this tendency can also be seen in the local dam-
age fields.

@) (b) (©) |

(d) (e

Figure 6.12: The damage fields of single-notch model(N = 251) under y-direction loading using dif-
ferent methods: Wu'’s model: (a) I, = 0.01 mm, (b) I, = 0.02 mm, (c) /. = 0.03 mm. Miehe’s model: (d)
[ =0.01 mm, (e) I, =0.02 mm, (f) I, =0.03 mm.
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6.5.3 Single notch with a reinforced fiber

In this section, a single notch model with a fiber reinforcement is simulated, as presented in
Fig. 6.13. Anotch of 0.2mm is placed at the mid-height of the left edge with a thickness of one
voxel. The model is a square plate of 1mm with a thickness of one voxel in the third direction.
The circular reinforced fiber is at the mid-height, and 0.65mm away from the left edge, and
each lateral band has a width of 5 voxels. The resolution chosen for this model is N = 251
as previously. The void-like material (purple) has properties: E = 21MPa, v = 0.3, G, = 2.7
N/mm, and o, = 24.45 MPa. The principal material (cyan) has properties: E = 4650MPa,
v =0.35, G, = 0.2 N/mm, and o, = 100 MPa. The reinforcement (yellow) has properties:
E =210000 MPa, v =0.3, G, =30 N/mm, and o, = 2445.42 MPa.
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Figure 6.13: Illustration of the single notch model with fiber reinforcement.

The macroscopic responses are shown in Fig. 6.14. The observations and conclusions are
similar as previously: when increasing /., the peak stress becomes larger, and the damage
propagation is delayed. Besides, we can also see clearly two stages of crack propagation. The
first stage is the crack propagation from the crack tip to the fiber, and the second stage is the
propagation along the fiber interface.

Meanwhile, the damage field is presented in Fig. 6.15. The images on the top show the first
stage of crack propagation, while the second stage is shown on the bottom. As shown in these
figures, for [, = 0.01mm, and 0.02mm, the crack will first propagate from the notch tip to the
fiber, then propagate along the fiber interface until final failure. However, for I, = 0.03mm, it
seems that crack propagation along the fiber interface occurs independently at the top and
bottom, with no connection to the crack propagating from the notch tip in the first stage.
This is another proof that the characteristic length /. affects the local damage pattern when
itis too large.
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Figure 6.14: The macroscopic stress-strain curves of the single notch model with a fiber reinforcement
for different values of I,.
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Figure 6.15: The damage fields of the single-notch model with fiber reinforcement (N = 251) under
y-direction: (a),(b), and (c) the first stage of crack propagation; (d),(e), and (f) the second stage of
crack propagation.

6.5.4 Unit-cell model with two fibers with /; constant

In this part, the model utilized is the same as in section 5.4.3, and is shown in Fig. 6.16. The
model size is 0.02 x 0.02mm with two fibers of diameter 6.2.10~2 mm located at the mid-
height. The inter fiber distance is fixed to 2.76.103 mm.

The blue part is fiber, for which the material is E-glass of properties: E¢ = 74000 MPa, v =

0.2, Gf =60 N/mm. Meanwhile, the red part is matrix for which the material is Epoxy MY750
of properties: E,;, = 4650 MPa, p,, = 0.35, G = 0.003 N/mm. Besides, the inter fiber distance
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Figure 6.16: Two-fibers unit-cell composite model with [ fixed (blue part: fiber and red part: matrix.

is much smaller than twice the distance from the fiber-matrix interface to the border. Con-
sidering the periodic boundary conditions, the strain concentration point should be at the
center of model.

In Fig. 6.17, the macroscopic response of Wu’s and Miehe’s models, with the same model and
material parameters, are presented. Viewing the macroscopic response, it can be seen that
Miehe’s model is I, sensitive, as increasing /. reduces the maximum stress, and moves the
crack propagation forward. Wu'’s method, on the contrary, shows no /.-sensitivity.
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Figure 6.17: The macroscopic stress-strain curves of unit-cell model with two fibers under y-direction
loading for different methods: (a) Wu-FFT and (b) Miehe-FFT (homogeneous formulation)

Based on table 4.3, it can be seen that the crack bandwidth of Wu's model is /., which means
that damage vanishes completely outside this bandwidth interval. From I, = 2.3. 10 *mm
to I, =8.0. 10~* mm, the ratio [ r!1; decreases from 12 to 3.5, which means the fiber is always
out of the crack bandwidth, which could explain the [, insensitivity. However, for the models
with one or two notches, the crack initiates close to an interface between two materials and
can be affected by the second material.
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6.5.5 Unit-cell model with two fibers with /. constant

In order to analyze the matrix damage diffusion into the fibers, the two-fibers unit cell model
is tested with a fixed I, = 5.0. 10~*mm. All the model details and material parameters are
the same as in the model with with [f fixed, except that [ now varies from 2.75 . 10~3mm to
2.67.10"*mm.

The macroscopic response is shown in Fig. 6.18, where we see a similar tendency as for
Miehe’s model. In a first stage, when we decrease [y damage initiation and failure occurs
earlier. Nevertheless, if we continue decreasing [, despite the increasing concentration of
strain, failure is delayed, and we get a higher peak stress.

This phenomenon can be explained by considering the crack bandwidth as discussed in the
previous section. When ¢ reduces from 1.87. 1073 mm to 1.53. 1073 mm, the [ £l ratio
reduces from 3.74 to 3.06. Since 1t = 3.14, the fibers end up out of the crack bandwidth, and
the response becomes physical (damage initiation and failure occur earlier). However, if we
reduce [y from 1.53 . 1073 mm to 9.78 . 10~* mm, the l¢/l. ratio decreases from 3.06 to 1.96,
so parts of the fibers end up within the crack bandwidth. The peak stress is higher because
of the fibers in the crack propagation path, and the final failure strain becomes larger. There-
fore, it is interesting to see if there is damage diffusion in Wu’s model.
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Figure 6.18: The macroscopic stress-strain curves of two fiber unit-cell models (I, = 5.10~*mm) with
different inter fiber distance .

The local damage fields are presented in Fig. 6.19. When /7 >6.2 . 10~*mm, the crack passes
through the model center, while when I¢ is too small, the crack propagates on the other
side of the fiber-matrix interface rather than through the center. It can also be seen that the
damage in the fiber is much lower than in the matrix because the crack at the model center
features a necking effect, which means matrix damage diffusion into fibers is successfully
prevented.

The damage profiles along the center cross-section line shown in Fig. 6.20 re-confirm these
conclusions. For Wu’s method, the matrix damage diffusion into the fibers is totally sup-
pressed for all /¢ values except for the smallest one. On the contrary, we can see a significant
and non-physical damage diffusion in Miehe’s method.

144



CHAPTER 6. DAMAGE MODELING OF MATERIAL WITH WU'’S PHASE-FIELD MODEL BY
FFT SOLVER

0.8

(b) I = 1.87.107% mm (¢)lp =151.1073 mm ||,

(@) [y = 2.75. 1073 mm

(d) [; = 9.78.10~* mm (e) lf =6.2.107* mm (0l =27.10"* mm

0.4

Figure 6.19: The damage fields of two fibers unit-cell model with I, fix (I, =5 . 10”*mm).
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Figure 6.20: The damage state along the center cross-section line of the two fibers unit-cell model
with [, fixed (I, =5. 10"*mm).
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6.6 Conclusions

In Wu'’s phase-field model, degradation function g(d) is nonlinear, which makes it quite dif-
ficult to solve Wu'’s phase-field evolution equation using the FFT solver with a fixed-point
algorithm. Thus, we developed a new phase-field solver based on the FFT method. We took
advantage of this new implementation to consider a strong coupling of the phase-field with
the displacement field to alleviate restrictions on the time step.

This new algorithm involves three nested loops to compute the displacement field and phase-
field at each increment. The top loop is the alternating minimization, in which we alternately
solve the displacement solver where the degradation function is updated at each iteration
and the phase-field solver where the history variable is updated at each iteration. Due to its
nonlinearity, the phase-field evolution equation is solved using a Newton-Raphson loop, of
which each iteration involves a linear system of equations that is solved using a CG solver.
The last loop is the CG solver itself, where at each iteration, the FFT and its inverse are used
to compute the non-local term with the correct formulation for heterogeneous materials.

Wu's model is [, insensitive in the literature, but only for homogeneous models [208]. Based
on our tests, for a heterogeneous model, if the crack initiates at the interface between dif-
ferent materials, [, impacts the response. The larger I, the bigger the impact is. On the
contrary, in our models inspired from the composites, if the crack diffusion bandwidth does
not include a second material, the method becomes [, insensitive. In Wu’s phase-field, the
crack bandwidth is well defined and has a size of n/.. In the case of composite materials,
if If = nl., the model response is surely /. insensitive. Furthermore, the crack patterns can
also be impacted if [/, ratios are too small even with Wu’s phase-field model. Fortunately,
in Wu's model, [, is considered as a purely numerical parameter and can be chosen small
enough to get converged predictions, as long as it remains large enough compared to the
voxel size.
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Chapter 7

General conclusions and perspectives

7.1 Conclusions

In this Ph.D. thesis report, three years of research on elastic and damage modeling of hetero-
geneous materials based on the Fast Fourier Transform (FFT) and phase-field models have
been summarized. The FFT and phase-field methods have been applied diversely in dif-
ferent domains in the literature. This work has been the opportunity to review a large part
of the existing literature. In the beginning, our objective was to use FFT and phase-field to
study the textile composite, where the voxel-based mesh is preferable. However, when pro-
foundly studying these methods from the most uncomplicated cases, we found three major
issues: The first is the presence of strong oscillations in FFT methods. The second is the
non-physical damage diffusion between phases in phase-field methods, and the third is the
sensitivity of /. of Miehe’s phase-field model on crack patterns. Thus, we decided first to
resolve these issues, which led to our several original contributions. These reviews and con-
tributions have been presented in six chapters, with the scope of the three first chapters
restricted to elastic behavior and that of the three last chapters widened to model damage
and fracture.

In the first chapter, textile composites have been introduced, and a review of existing mod-
eling techniques for these materials has been presented. Different analytical approaches for
the microscopic scale as well as the mesoscopic scale have been reviewed and compared
to evaluate their differences, advantages, and drawbacks. Due to the demand for complex
structure and behavior modeling, it has been shown that numerical approaches have be-
come more and more popular, and in particular the Finite Element Method (FEM).

In the same chapter, we have also discussed different geometry modeling techniques for the
microscopic and mesoscopic scales to form realistic microstructures and mesostructures of
composite materials. Due to the complexity of these geometries, automatically generating
conformal meshes is a tough task, with multiple issues such as non-physical interpenetra-
tion and voids. Although correction techniques exist to deal with those issues, our review
has led us to conclude that they can involve high computational costs.

Consequently, we have turned our investigation to voxel-based meshes, which offered the
possibility to overcome some drawbacks of conformal meshes, and also create models di-
rectly from images. In this chapter, we have discussed the steps for generating the voxel
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mesh, the drawbacks of the voxel mesh, and the existing solutions to overcome some of those
drawbacks.

A numerical method tailored for voxel-based meshes, the Fast Fourier Transform (FFT) based
method initially proposed by Moulinec-Suquet, has been presented in the chapter. We have
detailed the mathematical aspects of the method to demonstrate why it has a higher compu-
tational efficiency than conventional FEM. At the end of this chapter, some drawbacks and
improved schemes have been presented.

In the second chapter, we have thoroughly investigated a specific drawback of the FFT method
and existing solutions to overcome it. We have focused on the presence of numerical artifacts
in the form of spurious oscillations in the results obtained with the FFT method.

Among existing solutions to deal with this issue, we have focused on Discrete Green Opera-
tors (DGOs) based on finite-difference schemes or FEM, as proposed respectively by Willot
and Schneider. Quantitative comparisons between FFT methods and FEM with reduced and
full integration have led us to conclude that Schneider’s scheme with full integration is sim-
ilar to the full integration formulation of FEM, and has a better accuracy than reduced in-
tegration formulations like Willot’s scheme. The full integration scheme, however, requires
eight times more memory and a much greater computation time. Thus, we have concluded
that Willot’s scheme could be a better choice in many cases, as it had a good balance between
computational accuracy and speed.

Although the different causes of the numerical artifacts had already been identified in the

literature, our quantitative analysis has enabled us to rank them in terms of impact on the

predictions. In general, the non-smooth zig-zag pattern of the interface caused by the voxel-

based discretization appeared to be the most significant cause of oscillations that contributed
more than five times than others.

Interface smoothing techniques to reduce oscillations caused by the non-smooth interface,
namely the composite voxel method and the neighbor voxels average method, have been
presented in the third chapter.

The neighbor voxels average method (AVE) has been shown to reduce the oscillations signif-
icantly, with peak stresses much closer to FEM conformal mesh results, and a much cleaner
local field.

An improved composite voxel method (OCV) has also been proposed in the chapter. Com-
pared with the conventional composite voxel method TCV, OCV has been enhanced to be
applicable directly to interfaces for which there is no parametric representations, such as
those found in digital images. The most important aspect that we found is a better oscilla-
tions reduction effect with OCV as compared to TCV.

In general, we observed that both AVE and OCV had a good oscillation reduction effect. We
felt problematic, however, that AVE is only a post-processing operation, which does not en-
sure that all results still satisfy equilibrium and compatibility equations. Even though AVE
could be considered as easier to implement, we concluded that it should be used only when
a non-intrusive approach is needed. When technically possible, our analysis led us to rec-
ommend OCV as it showed a good relative error and oscillation reduction.
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From the fourth chapter, we have turned our attention to damage modeling in composite
materials. In this chapter, a review of existing damage modeling has been presented. Among
damage modeling techniques, the phase-field model has gained an increased attention be-
cause it allows dropping the requirement of re-meshing or front tracking methods to follow
the evolution of the discontinuities. Indeed, the evolution of the phase-field variable (d)
can completely describe the crack and the damaged regions of the material by regularizing
the sharp cracks as a diffusive crack band. Meanwhile, the displacement field and crack
propagation are computed simultaneously by minimizing the total energy with a variational
approach to brittle fracture. Therefore, in the phase-field model, we found that crack initi-
ation, growth, and coalescence can be automatically determined, and multi-cracks merging
and branching problems can be solved without additional efforts.

In this chapter, we emphasized that the phase-field method imposed severe restrictions re-
garding the mesh size, which could only be satisfied either by an adaptive meshing technique
or a uniformly refined mesh. This is why we came up with the idea of combining the phase-
field and FFT methods. Our vision was that the efficient and simple parallelization of the
FFT and its inverse for voxel-based meshes made the FFT method a serious candidate for
phase-field modeling of damage and fracture in composite materials.

We focused on three phase-field models, namely Wu’s, Pham’s, and Miehe’s, which we pre-
sented in details in this chapter. In phase-field methods, /. is an essential parameter, which
controls the width of the diffusive crack. In Miehe’s and Pham’s models, the length parame-
ter /. appeared in our review to be considered as a material parameter, while it appeared as
a purely numerical one in Wu’s phase-field. Most studies, however, discussed the influence
of I, only for homogeneous materials.

In the fifth chapter, we analyzed the impact of /. in heterogeneous media with Miehe’s phase-
field model. Our main concern was that in Miehe’s model, /. should be fixed, as it is consid-
ered a material parameter, but in heterogeneous materials like composites, the fibers can
be arranged randomly, and we can find a wide range of inter-fiber distances [¢. Therefore,
we investigated the case of a composite composed of a soft matrix and unbreakable rigid
inclusions/fibers. We identified that when [ was small compared to [ (typically I¢/1. <4),
non-physical damage diffusion occurred from the matrix to the fibers, which corrupted the
results both in terms of crack patterns and overall mechanical response.

In summary, on the one side, we need an appropriate /. value to obtain a reasonable macro-
scopic mechanical response. On the other side, a strong limitation is set to this choice be-
cause of the local crack patterns. Therefore, the application of Miehe’s phase-field model for
modeling heterogeneous materials is strongly limited.

Finally, we found during our analysis that our implementation of Miehe’s phase-field model
in the FFT solver was not correct for heterogeneous materials. We presented a correction in
this chapter as well as its implementation. Although we could not successfully implement
this correction in the FFT solver used in this chapter, our preliminary results showed that
this correction could reduce the non-physical damage diffusion from matrix to fibers but led
to non-physical crack patterns.
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In the last chapter, we chose to study Wu'’s length insensitive phase-field model. Our idea
was that since in composite materials, the characteristic length [, should be small enough
compared to the inter-fiber distance /¢, we needed a phase-field model that defined /. as a
purely numerical parameter which could take arbitrarily small values.

In this chapter, we first presented the implementation of Wu’s model in the FFT solver by
applying the Newton-Krylov method. In addition, we used an alternating minimization to
alleviate restrictions on the time step. We also took advantage of our new implementation to
include the correction of the formulation for heterogeneous materials.

Although Wu’s model has been proved to be [, insensitive for homogeneous materials in the
literature, our tests on a heterogeneous material led us to differ. When the crack initiated
near an interface between phases with different damage properties (e.g. G¢, and o), we
found that /. had an impact on the behavior. Only when the second material was not inside
the crack diffusion bandwidth did the method become /. insensitive.

In the case of composite materials, small [¢/[. values also led to a non-physical macroscopic
response and crack pattern as observed with Miehe’s model in the fifth chapter. Fortunately,
in Wu’s model, /. is considered as a purely numerical parameter. Accordingly, we could
choose a characteristic length /. as small as possible as long as we also respected Miehe’s
criterion regarding the mesh size (I./h > 2, h being the mesh size). For a sufficiently small
value, we observed that the non-physical damage diffusion from matrix to fibers was re-
duced and that the predictions became length-insensitive both in terms of crack pattern
and overall response.

To summarize, the key original contributions of this Ph.D. thesis are as follows:

e Developed the method to reduce the numerical artifacts in the FFT solver.

- We have quantitatively compared and ranked different causes of oscillations in
FFT methods when modeling the elastic response of heterogeneous materials. It
shows that the non-smooth interface due to the voxel-type discretization is the
most critical cause.

— Numerical experiments show that Willot’s rotated scheme is a good compromise
between the oscillation reduction effect and CPU time. However, it cannot sup-
press the oscillations due to the non-smooth interface, requiring an interface
smoothing technique.

- The neighbor voxel average method has been re-proposed in the FFT solver. Mean-
while, an enhanced composite voxel method has been proposed to facilitate its
application on image-based models, where the non-parametric representation
of interfaces is often the case. The latter has a better oscillation reduction effect,
which is more preferred.

* Developed the methods to improve the FFT solver’s phase-field accuracy and general-
ity.

— On the contrary to the literature, we have proven that the homogeneous formula-

tion cannot be omitted, which leads to damage diffusion for heterogeneous ma-

terials. Thus, we implemented this heterogeneity correction for Miehe’s and Wu’s
model in FFT.
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— Athorough analysis of Miehe’s phase-field has shown that choosing an appropri-
ate /. is a challenging task, Wu’s phase-field model was then developed in FFT
solver.

— Numerical results show that Wu’s model is partially /. insensitive for heteroge-
neous materials. If one phase is outside another phase’s fracture zone, the model
is [ insensitive. Otherwise, the model becomes I, sensitive. To reduce or avoid
this effect, [, in Wu’'s model should be chosen as small as possible.

Besides, these contributions have been disseminated in the form of:
* apaper in a peer-reviewed international journal:

— X.Ma,M. Shakoor, D. Vasiukov, S. V. Lomov, and C. H. Park, “Numerical artifacts
of fast fourier transform solvers for elastic problems of multi-phase materials:

their causes and reduction methods,” Computational Mechanics 2021 67:6, pp.
1661-1683, Apr. 2021,

* two oral presentations at international conferences (the author of this thesis being the
presenter for the first one):

— X. Ma, M. Shakoor , D. Vasiukov, S.V. Lomov, and C.H. Park , “Numerical artifacts
in FFT solver for elastic problems of multi-phase materials and their reduction

with a level-set based composite voxel method,” in ACEX conference, Malta, July
4-8, 2021

— D. Vasiukov, S.V. Lomov, X. Ma and M. Mehdikhani, “In situ optical observation
of the transverse crack nucleation and growth in cross-ply laminates”, in HyFiSyn
Conference, Leuven(Belgium), Sept. 15-16, 2021

* and a poster presentation at an international work-shop:

- X.Ma, K-K. Parvathaneni, S.V. Lomov, D.Vasiukov, M.Shakoor and C-H.Park, “Quan-
titative comparison between fast fourier transform and finite element method
for micromechanical modeling of composite,” in FiBre-MOD conference, Leu-
ven(Belgium), Dec. 9-12, 2019

7.2 Perspectives

In addition to original contributions, we also identified several new possibilities that this
research work has opened and should be considered in future work. Several flaws of the
current work that we noted should also be filled.

Future works on our enhanced composite voxel method

In our actual enhanced composite method, we need to calculate the signed distance function
from each voxel center to the interface. However, the calculation is based on the non-smooth
interface that generates a non-smooth signed distance function. We plot the signed distance
function of the first layer voxel of the matrix along the interface (model C in Chapters 2 and
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3 is used) in Fig. 7.1(a) that clearly presents this phenomenon. A possible idea is to apply a
low-pass filtering process to reduce the oscillation state of the signed distance function, like
in Fig. 7.1(b). May this improve the oscillation reduction of the present enhanced composite
voxel method again.

——Full pass
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Figure 7.1: The signed distance function of the first matrix voxel layer along the interface: (a) raw
values and (b) values after low-pass filtering (f,, s describes the bandwidth of the FFT low-pass filter).

Despite being created for smoothing the interface, the composite voxel method actually cre-
ates a third phase between two initial phases, which may change the behaviors compared to
the original model. Hence, energy conservation regularization functions can be introduced
into the present method to solve the above issue. The following equation can describe this
idea:

thl +th2] = [thl +th2 +thtransition

sharp dif fusive

whereIl,,;; describes the strain energy for each phase. This means the energy stored in sharp
and diffusive interfaces should be the same.

Acceleration schemes for phase-field models with heterogeneous formula-
tion

Chapters 5 and 6 show that the heterogeneous formulation, also named complete formula-
tion, is very important for heterogeneous materials. However, we found their limits in terms
of iteration numbers. In particular, it is sensitive to the contrast of damage properties, which
will cause issues in the presence of voids in composite materials. This increase of computa-
tional complexity occurs for both two phase-fields.

In Miehe’s model, the Anderson acceleration scheme has been applied. It can reduce the
iteration numbers but with limited effect. As for Wu’s model, none of the accelerating al-
gorithms has been added. Thus, a more efficient scheme can be proposed for these two
phase-fields in the future.
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Multi-phase-fields

As discussed in the sixth chapter, Wu’s phase-field model becomes [, sensitive when the
crack initiates at the interface. One idea proposed in this thesis is choosing an [, as small
as possible. Another idea is to use multi-phase-fields [247], where each phase has its own
damage variable (d”") that is solved independently. One of the drawbacks is that calcula-
tions become much more complex for the multi-phase system. On the other hand, when
using multi-phase-fields, each phase-field only deals with one phase, where the homoge-
neous formulation can be applied naturally. Thus, it is interesting to compare the CPU time
of these two methods (multi-phase-fields vs. heterogeneous formula) for multi-phase mod-
els.

interface and interphase modeling

On the one hand, in this work, we have focused on damage and fracture modeling mainly
in the matrix phase, although we could set up different properties for each phase, including
fibers. Interface modeling, however, was completely discarded. Several works have been car-
ried out in the literature recently to access this point, where there are two main directions.
One is coupling the phase-field model with the cohesive zone model like in [242, 245]. An-
other is to smear the sharp interface by a diffusive interface band with another phase-field
like in [226, 241].

Reinforcement

Diffusive |
interface

/

Matrix \/

crack Interfacial
crack

Figure 7.2: Illustration scheme of the model with diffusive interface powered by phase-field [241].

Inspired by the latter, an interesting and innovative point is to replace the diffusive interface
(phase-field) with our enhanced composite voxel method, which creates a diffusive interface
band between two phases.

Thus, we actually have three phases for a two-phase composite system: matrix, fiber, and
interface formed of the composite voxels. The interface herein has a thickness hence can
also be considered as interphase. Interface or interphase? Two directions can be followed:
One introduces energy conservation regularization functions to recover the sharp interface
as aforementioned. Another is considering this "interface" as true interphase because [248,
249] have implied that a transition domain between matrix and fiber for composite materials
truly exists.

As for the damage model, Wu'’s phase-field model can be adopted because /. can be chosen
as small as possible to reduce the [, effects.
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More complex models

As mentioned in Chapters 5 and 6, we did not succeed in implementing Willot’s rotated
scheme for phase-field solvers. Filling this gap is also an important part of future work.

After finishing all the above works, our parallelized and efficient implementation enables
the modeling of complex structures with a reasonable computational cost. More complex
models can be achieved. The first part can be the study of the 3D crack propagation for
UD composites, where these experiments are accomplished with 3P bending tests, shown
in Fig. 7.3. In the figure, first, we can see a UD composite material under 3P bending load-
ing. Then, a high-speed camera is set to capture the crack propagation along the transverse
direction (Fig. 7.3(b)). Meanwhile, another camera is used for longitudinal direction crack
propagation (Fig. 7.3(a)). With this setup, we can observe the 3D crack propagation frame by
frame. Our objective is to create a real microstructure model and observe the real-time crack
propagation in virtual experiments using FFT and phase-fields.

3P bending tests

Figure 7.3: 3P bending tests of UD composites.

The second part can go back to the original background of this thesis: Multi-scale modeling
of damage behavior of textile composites with detailed microstructures. Even though these
studies have been massively carried out for years, they were often limited in one scale. An
interesting idea can be found in [119], in which they coupled the macro-level and meso-level,
considering yarns as homogeneous materials.

Therefore, further work can couple the meso-level and micro-level that involve the fibers
and the matrix on the microscopic scale in the yarns. Because the FFT methods can enable
the creation of millions of voxels, one of the scenarios can be replacing the homogeneous
yarns with the real microstructure of fibers and matrix, which will create a huge model with
high accuracy. If this idea is far beyond our capability, a second option is to re-utilize the
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logic in [119], which associates each yarn voxel to a microscopic RVE, whose behavior can be
obtained by an upscaling procedure from the results of the microscopic scale.

Besides, considering that some types of polymers in composite materials often show loading
rate-dependent nonlinear plastic behavior, further investigation can be carried out by taking
it into account. For modeling loading rate-dependent behavior, a viscous parameter can be
simply introduced like in [206, 207]. The papers [94] and [126] can also help us for achiev-
ing this goal, as elasto-viscoplastic behavior of polycrystals has been modeled using an FFT
solver in the first one, and an accelerated version of the FFT solver for non-linear cases has
been proposed in the second one.
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3SHM Three Stages Homogenization Method. 5
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CG Conjuagate Gradient method. 144
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CZM Cohesive Zone Model. 73

DEM Digital Element Method. 10
DFT Discrete Fourier Transform. 18
DGO Discrete Green Operator. 29, 30, 52

DST Domain Superposition Technique. 13

FEM Finite Element Method. 8
FFT Fast Fourier Transform. 2, 16
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MD Molecular Dynamic algorithm. 10
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Abstract

This PhD thesis addresses numerical modeling of the fracture of heterogeneous materials
using a Fast Fourier Transform (FFT) based method and a phase-field model. FFT-based
numerical methods relying on the voxel type mesh, show higher computational efficiency
and similar accuracy as the finite element method for the same mesh type. These methods,
however, are well-known to lead to numerical artifacts (spurious oscillations). The first part
focuses on these artifacts and their causes. A neighbor voxel average and an improved com-
posite voxel method relying on a signed distance function are proposed to reduce those oscil-
lations. The second part of the thesis focuses on damage modeling using a length-insensitive
phase-field model. The correct implementation of this model for heterogeneous materials
within the FFT solver is presented, and it is shown that this model suppresses the influence
of the characteristic length on local and global responses as compared to classical models.

Résumé

Cette theése de doctorat aborde la modélisation de la rupture de matériaux hétérogénes en
utilisant une méthode numérique basée sur la Transformée de Fourier Rapide (TFR) et une
approche champ de phase. Les méthodes basées sur la TFR ont démontré une haute effi-
cacité et une précision similaire a celle des éléments finis pour des maillages de type voxel.
Cependant, elles génerent des artefacts (oscillations) numériques. La premiere partie de
cette theése se concentre sur I’étude de ces artefacts et de leurs causes, et sur les traitements
numériques permettant de les atténuer. La deuxieme partie de cette these concerne la mod-
élisation de la rupture a I’'aide d'une approche champ de phase insensible a la longueur car-
actéristique. La mise en ceuvre correcte de ce modele pour des matériaux hétérogenes dans
le solveur TFR est présentée, et il est montré que l'influence de la longueur caractéristique
est supprimée par rapport aux modeles classiques.
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