%
TUDelft

Delft University of Technology
Faculty of Mechanical, Maritime and Materials Engineering

Fundamental theory and implementation of the

Wang-0O’Gara-Tucker model for the modeling of

fiber orientation in fiber filled injection molded
thermoplastics

A thesis submitted to the
Delft University of Technology
in partial fulfillment of the requirements

for the degree

MASTER OF SCIENCE
in

MECHANICAL ENGINEERING

by

ADRIAAN SILLEM

Delft, the Netherlands
March 2010






%
TUDelft

MSC THESIS MECHANICAL ENGINEERING

”Fundamental theory and implementation of the Wang-O’Gara-Tucker model for the
modeling of fiber orientation in fiber filled injection molded thermoplastics”

Adriaan Sillem

Delft University of Technology

Daily supervisor Responsible professor

Prof.dr. J.J.M. Slot Prof.dr.ir. D.J. Rixen

Other thesis committee members
Dr.ir. H. van Melick

Prof.dr.ir. L.J. Sluys

Dr.ir. M.J.B.M. Pourquie

March 2010 Delft, the Netherlands






DSM (S

Fundamental theory and implementation of the
Wang-O’Gara-Tucker model for the modeling of fiber orientation

in fiber filled injection molded thermoplastics
Adriaan Sillem 1186647







CONTENTS vii
Contents

ist of figures xii

[List_of tablesl xiii

[Prefacel XV

Project] . . . . . XV

Outhinel . . . . . e e e e e XV

[Acknowledgements| . . . . . . . .. xvi

eor 1

{1 Fiber orientation in fiber filled injection molded thermoplastics| 3

LI Totroduction]. . . . . . . . . . . 3

[1.2 Injection molding| . . . . . . . . . . L 3

1.3 Fiber filled thermoplastics| . . . . . . . . .. ..o 4

1.4 _FEiber orientationl . . . . . . . . . L 6

ILLb__Past researchl . . . . . . . . . . 6

.6 Commercial softwarel . . . . . . . . . . 7

L7 Tnferest] . . . . o oo e e 8

1.8 Research method and approach| . . . . . .. ... ... oo oo 9

L9 Contributionl . . . . . . . . . . e e e 11

|2 Notation, conventions and mathematical preliminaries 13

RI Tntroductionl. . . . . . . . . .. 13

2.2 Notation and conventionsl . . . . . . . . . . . .. 13

2.3 Mathematical preliminaries| . . . . . . . . . . ... 14

|2.3.1 §§bange of basis|. . . . . .. 14

.32 Spherical coordinates]. . . . . v v ot e 15

[2.3.3  Projection|. . . . . . ... ... 17

[2-3.4 Constrained differentiation on the surface of the unit sphere]. . . . . . . . . . .. 17

E3AT Defition] . « « « « « v v v v 17

12.3.4.2  Properties| . . . . . . .. 18

[3  Jeffery’s equation and the Folgar-Tucker model| 23

BI Tntroduction]. . . . . . . . . 23

8.2 Jeftery’s equation| . . . . .. ..o Lo 23

13.2.1  Description in space and assumptions| . . . . . . .. . . ... ... 23

B.2.2 Derivationl. . . . . . . . . . e e e 24

8.3 Folgar-Tucker model| . . . . . . . . . 26

B.3.1 Fiber-fiber interactionl . . . . . . . . . . ... 26

3.3.2  Conservation of probability] . . . . . .. ... .. ... o L. 27

8.3.3  Kinetic theory| . . . . . . . .. 28

[4 _The orientation tensor description| 31

BT Tnfroductionl. - .« « « v oo e e 31

4.2 Partial informationl . . . . . . . ... oL L 31

4.3 Definitions and interpretation| . . . . . . . . . ... Lo 32

@4 Properties . . . . . . ... 34

5 Rate equation for the second order tenSOH . . . . « v . o v v it 39

[ Wang-O’Gara-Tucker model| 43

BI Totroduction]. . . . . . . . . 43

b.2  Rate equations for the eigenpairs| . . . . . .. ... oo oo 43

P.2.1 Rate equation for the eigenvalues| . . . . . . . .. ... . o oL, 43

p.2.2  Rate equation for the eigenvectors| . . . . . . .. ... ... .. oL, 44

P.2.3 Equvalence] . . . ... 49

b.3  Modification and reassembly|. . . . . ..o oL 49

P-4 Objectivity] . . . . . . o e 50




viii CONTENTS

5.5 Equivalent kinetic theory| . . . . . . . . . ... 52
[6  Closure approximations| 59
6.1 Introductionl. . . . . . . . . L 59
6.2 The closure problem| . . . . . . .. . 59
6.3 Quadratic closure]. . . . . ... L 59
6.4 Orthotropic closures| . . . . . . . . . . . 60
6.4.1  Orthotropy| . . . . . . . . o o 60
6.4.2  Reduction of degrees of freedom| . . . . . . . . ... .. ... ... ..., 60
6.4.3  Domain of the eigenvalues| . . . . . . .. .. ... o oo 61
6.4.4  Orthotropic smooth closure| . . . . . . . . ... ... ... ... ... ..., 62
6.4.5 Fitted closuresl . . . . . . . . .. 63

|7 The Fokker-Planck equation| 65
L1 Tntroductionl. . . . . . . . . . 65
7.2 Interpretation| . . . . . . . .. Lo 65
[7.3  Dimensional analysis| . . . . . . . . . .. 68
[7.4 Numerical approach| . . . . . . . . . .. 68
[7.4.1  Discretization in space| . . . . . . . . . .. Lo L 68
(4.2 Discretization in timel . . . . . . . ..o 72
[7.4.3  Conditions of the probability density functionf. . . . . . . . .. ... .. ... .. 73
(431 Headsortaild . ... ... ... .. .. ... .. ... ... .. ... 73

[7.4.3.2  Conservation of probability| . . . . . . .. ... .. ... ... . ... 75

[7.4.3.3  Nonnegativity] . . . . . . . . .. . . L 79

[7.4.4  Inmitial and boundary conditions|. . . . . . . . .. ... oo oL 79
[7.4.5 The modified equation, local truncation error and consistency|. . . . . . . . . .. 80
7.4.6 Stability|. . . . . .. e 84
[7.4.6.1 Analytic stability analysis|. . . . . .. .. ... 0000 84

[7.4.6.2 Numerical stability analysis|. . . . .. .. ... ... ... ... ... 85

8 The RSC tensor forml 87
BI Tntroduction]. . . . . . . . . . 87
8.2 Interpretation| . . . . . ... L Lo 87
8.3 Dimensional analysis| . . . . . . . ... 88
8.4 Analytically solvable casel . . . . . . . . .. 88
8.5  Numerical approach| . . . . . . . . .. 90
BA5I1  Time discrefization] . . - . « « « v v v v v e 90
18.5.2  Conservation of properties of second order tensor| . . . . . . .. ... ... .... 90
8.0.2.1  Symmetryl . . . . ..o 90

[B522 Positive semidefinitenesd . . . . . ... Lo oo oL 91

8523 Unittracel . . . . . . . 91

18.5.3  Consistency, stability and convergence| . . . . . . . . . . ... ... ... 92

I _Test models| 95
[9 Simple shear flow| 97
0.1 Tntroductionl. . . . . . . . . . 97
9.2 The simple shear flow field|. . . . . . ... . ... . 97
9.3 Results Jeftery’s equation| . . . . . . .. ... L 99
9.4 Results kinetic theory] . . . . . . . . . . 107
9.4.1 Relation to Jeftery’s equation| . . . . . . . . ... ... . oL 107
9.4.2  Adding fiber-fiber interaction| . . . . . . . .. ... L Lo 107
9.4.2.1  Probability density] . . . .. ... ... ... o 107

9.4.2.2 Second order orientation tensor|. . . . . . . .. ... 119

043 The RSCextensionl. . . . . . . o v oo v i it e e 131

9.5 Results tensor approximation| . . . . . . .. ... Lo Lo 134

9.6 Conclusion| . . . . . . . . . e 143



CONTENTS ix

[10 Uniaxial elongational flow| 145
MOI Introductionl. . . . . . o o oo i o 145
110.2 The uniaxial elongational flow field| . . . . . ... .. ... .. .. 00 145
110.3 Results Jeftery’s equation| . . . . . . . . . . . 146
[10.4 Results kinetic theory| . . . . ... ... ... ... ..o o oo 150
[10.5 Results tensor approximabion] . . . . . . . . .. i 150
M0.6 Conclusion] . . . . v v v vttt e 159

LIl Conclusions and recommendations| 161

(11 Conclusions and recommendations| 163
L1 Introductionl. . . . . . . o . oL e 163
1.2 Conclusionsl . . . . . . . . . o L e 163
[1.3 Recommendationsl . . . . . . . .. ... 163

IV Appendices, bibliography and nomenclature| 165

[A"Proofs| 167
IA.l Introductionl. . . . . . . oL e 167
[A.2 Nonnegative real eigenvalues| . . . ... ... ... ... ... ... . ... .. 167
[A33 Real eigenvectors] . . . . . . . . o oo 167
|A.4 Orthonormal eigenvectors| . . . . . . . . . . . . L 167
IA.5  Genuine e1genvectors| . . . . . ... oL e e e e e e 168
[A.6 Spectral decomposition|. . . . . . .. oL Lo 168

(B Instruction programming codes| 169
[B.1 Introductionl. . . . . . . . . . 169
IB.2  Example: simple shear flow] . . . . . . ... ... .. .. 169

........................................ 169

IB.2.2" Physical and numerical parameters| . . . . . ... ... 0oL 169

IB.2.3 Preliminary calculations| . . . . . . . .. ... oo oo 172

IB.2.4 Time integration| . . . . . . . . ... L 174
......................................... 175

B.2.6 PUL] . . 180
Bibliography/ 183

[Nomenclature] 185



CONTENTS




LIST OF FIGURES

xi

List of Figures
1.1 injection molding schematic|. . . . . ... ... ... ... ..o o o oo 3
1.2 unfilled thermoplastic Eranules.] . . . . . . . o v v v v v e e e 4
[T.4 an injection molded phone DOUSING. . . . . . . o v v v v v i i e i 4
[1.3 an injection molding machine.|. . . . . . .. ..o oo 5
1.5 diagram of the types of materials used with injection molding. This report treats the red |
L BOXES] « o o o o e e e 5
[1.6 fiber orientation made visible by burning away the matrix material|. . . . . .. ... .. 6
[T.7 fiber orientation and warpage analyses in Moldflow [1[]. . . . . . ... ... ... .... 8
[I.8 diagram of fiber orientation models.| . . . . . . . . . . . .. ... ... .. 10
[2.1 spherical coordinates for the unit sphere|. . . . . ... ... ... .. o000 16
[2.2" projections of w with respect to € [8]] . . . . . ... ... 17
[3.1 a prolate ellipsoid: the short axes are equal, the long axis is unique.| . ... ... .. .. 23
[3.2" particle immersed in a viscous dominated / Stokes flow] . . . . . . ... ... ... ... 24
3.3 fux of probability.| . . . . . .. 27
3.4 angular velocities representing p.| . . . . .. ..o Lo 28
41 PipP1 sin 9 ............................................ 33
B2 pipasing] . . . . 33
4.3 pip3sinG) ... e 33
4.4 pop 721 S 33
K D2 0. e e e e e e e 33
M6 papssind] . . . .o 33
4.7 two dimensional examples of fiber orientation corresponding with second order matrices |
| 2!5 | ............................................... 35
[5.1 map of two points preserving distance and time interval|. . . . . .. ... ... ... .. 51
[6.2 change of g under change of sign of P . . . . . . . . ... 53
6.1 feasible area for the eigenvalues.|. . . . . . . . ... 0oL 61
[7.1 meshed surface of the unit sphere.| . . . . . . .. ... oo oo 69
[7.2  spherical coordinates.| . . . . . .. ... 70
[(.3  fluxes for an arbitrary mesh element 5;;.|. . . . ... ... ..o o000 o000 70
[7.4 boundaries of the domain in question.] . . . . . . . .. ... ... ... ... ... .... 79
9.1 simple shear velocity field cones in three dimensional view.|. . . . . . .. . .. ... ... 98
9.2 simple shear velocity field cones in z—y view.| . . . . . . .. Lo oL oL 98
9.3 po=sin(@)sin(@).|. . . . . .. 99

in® () sin(¢)

9.4 SO)sin(@) | 99
9.5 velocity vectors decomposed along the eigenvectorsot D.| . . . . . ... ... ... ... 100
9.6 stationary point for £ = —1,py = \/ig[l -1 l]T.l ....................... 101
9.7 stationary point for £ = 1,py = \%[1 -1 1]T.| ........................ 102
9.8 stationary point for € = 1,po = [001]7| . . . . ... ... 103
9.9 Jeffery orbit for r =25, po = —=[-1 —11]7] . ... ... 105
9.10 Jeffery orbit for r = 5, pg = \/Lg[l T 106
9.11 development of ¥ for the simple shear flow field.| . . ... ... ... ... ... .. ... 109
9.12 development o or the simple shear flow field] . . . . ... ... ... ......... 110
9.13 development o or the simple shear flow field.| . ... .. ... ... ... ... ... 111
19.14 deviation of the x; axis increases when the diffusion becomes stronger,|. . . . . . . . .. 112
19.15 location and values of the extrema of the probability density. The maximum i1s red, the |
minimum is blued . . . . . .. 113
9.17 logistic function to smoothly build up the shear rate in time.| . . . . .. ... ... ... 114

9.16 location and values of the extrema of the probability density for the nonuniform IC (|7.23).J115

[9.18 Tocation and values of the extrema of the probability density for a time dependent shear

19.19 the extrema are less concentrared in space when &€ = 1. . . .. .. ... ... ... ...

117



xii LIST OF FIGURES

9.20 the minima are larger and the maxima are lower when € A 1. . . . . . . ... ... ... 118
9.21 the components of A and A. The blue lines represent the components of A, the black
| lines the components of A, and the red, green and turqoise lines the LD, FFI and RSC

| contributions hereof respectively| . . . . . . . . oo oo 120
[9.22 initial state of the eigenpairs.| . . . . . .. .. ... oo oo 121
@.23 the principal axes almost align with the flow field axes.|. . . . . . .. ... .. ... ... 122
9.24 diftusion pulls the principal axes away from the flow field axes, to a random orientation |

7 < 123
19.25 making the IC nonuniform changes the balance between convection and diftusion.|. . . . 125
9.26 building up the shear rate changes the balance between convection and diffusion.| . . . . 126
9.27 the components of A and A . . . . . ... 127
[6-28 diffusion pulls the principal axes away from the How field axes, to a random orientation |

7 7 [ St 128
[0.29 the components of A and A . . . ... 129
19.30 diffusion pulls the principal axes away trom the flow field axes, to a random orientation |

L stated. - o o o 130
9.31 the extrema are displaced as the strain is reduced by taking x =0.1.] . . . . .. ... .. 132
9.32 the strain is reduced, prolonging the transient time. The used factors are € {1,0.75,0.5,0.25,0]1}

| in blue, red, green, cyan and purple respectively| . . . . . ... ... 0oL 133
19.33 comparison of A from ), in blue, and the QC, OSC and OFC in red, green and black |

[ respectively. . . . . Lo L 136
9.34 comparison of A from ) and the QC, OSC and OFC.| . . . ... ... ... ... .... 137
9.35 comparison o rom 9 and the an ) 138
[9.36_comparison of A from ¢ and the QC, OSC and OFC for (r,C;) = (5,0.001)] . .. ... 139
[9.37 comparison of A from ¢ and the QC, OSC and OFC for k = 0.75] . . . . . . . . . ... 140
19.38 comparison of A from v and the QC, OSC and OFC for k =0.75.| . . . . .. ... ... 141
19.39 comparison of A from v and the QC, OSC and OFC for k =0.1.] . . . . . . . ... ... 142
110.1 the unixaxial elongational flow field.| . . . . . . ... .. ... ... 0oL, 145
10.2 the unixaxial elongational flow field, x1—x3 and xo—x3 views.| . . . . . .. .. . ... .. 146
10.3 $in°(0) cos?(@).] . o o 146
10.4 Jeffery’s orbit for uniaxial elongation with pg = ﬁ[l —1010%) ..o 148
10.5 Jeffery’s orbit for uniaxial elongation with pp = —=[0 — 10 10]"[ . . ... ..... .. 149
10.6 solution for uniaxial elongation with (¢,Cr,k, E) = (1,0.1,1,1).f. . ... ... ... ... 151
10.7 nonuniform IC with ¢ € {%, 2%, 2T} in red, green and cyan respectively. The results for |

| a uniform IC are depicted in blue.| . . . . . . . . .. ... . . 152
[10.8 influence of strain reduction, £ € {0.25,0.5,0.75, 1}. . . . ... ... ........... 153
[10.9 comparison of KTS and the approximations]. . . . . . . . . . . . . v v v 155
110.10comparison of K'T'S and the approximations for a larger FFI contribution.| . . . . . . .. 156
|10.11comparison of K'T'S and the approximations for a larger RSC contribution.. . . . . . . . 157
[10.12comparison of K'T'S and the approximations for a larger RSC contribution,. . . . . . . . 158
IB.1 schematic of implementations.|. . . . . . . . . ... ... o 170

.2 example of the output of the function vis_psi_checks.| . . .. ... .. ... ... ... 178

.3 example of the output of the function vis A 4. . . . ... ... ... .. ... ...... 179




LIST OF TABLES xiii

List of Tables

2.1  Voigt index notation.|. . . . . . . . . . 15
IB.1 tested stable settings.| . . . . . . . . .. L 174
[B.2 meeded input for program. . . . . ... ... Lo 181
[B-3 needed input for program in the structure plot_and_save.| . . . . . . . . . . . .. ... 182




xiv LIST OF TABLES




LIST OF TABLES XV

Preface

Project

This is the master thesis submitted to the Faculty of Mechanical, Maritime and Materials Engineering
of the Delft University of Technology (TUD) in the partial fulfillment of the requirements for the degree
of Master of Science in Mechanical Engineering. The graduation is under supervision of the division
Engineering Dynamics of the Faculty of Mechanical, Maritime and Materials Engineering and of the
division Construction Mechanics of the Faculty of Civil Engineering. It has a duration of six months,
rewarded with 45 European credits (EC) when completed succesfully.

The graduation was carried out at the DSM branch in Geleen, at the department Performance Ma-
terials. DSM, or Royal DSM N.V. in full, is a Dutch multinational company specialized in life sciences
and materials sciences. The purpose of the project is to predict the fiber orientation in fiber filled injec-
tion molded thermoplastics. The code Matlab, provided by Mathworks, is used for the implementations.

The committee for the examimation of this master thesis consists of

prof.dr.ir. L.J. Sluys TUD, faculty Civil Engineering, division Construction Mechanics,
prof.dr.ir. D.J. Rixen TUD, faculy Mechanical Engineering, division Engineering Dynamics,
dr.ir. M.J.B.M. Pourquie TUD, faculty Mechanical Engineering, division Process and Energy,
prof.dr. J.J.M. Slot DSM, department Performance Materials and
dr.ir. H. van Melick DSM, department Performance Materials.

Outline

The purpose of this master project is to implement the Wang-O’Gara-Tucker model to simulate the
fiber orientation in fiber filled injection molded thermoplastics. A part of the extensive fundamental
theory behind this model, and the implementations are treated in Part [ of the thesis, the theory part.
This part consists of the first eight chapters.

In Chapter [I] an introduction to the thesis is given. Certain preliminaries to understand the scope
and purpose of the project are treated. These preliminaries include the process of injection molding,
the use of fiber filled thermoplastics, fiber orientation, past research, available commerical software,
the interest of DSM in the subject of fiber orientation, the research method and approach and the
contribution of this thesis. In Chapter 2| the notation and conventions used throughout this report are
treated. As is a selection of the mathematical preliminaries. Chapter [3]starts off with the theory behind
Jeffery’s equation, a deterministic model for the fiber orientation of a single ellipsoidal particle in a fully
viscous/Stokes flow. This model is extended by Folgar and Tucker with the addition of a fiber-fiber
interaction term, using a probability density function. In Chapter 4] an approach using only partial
information of the computationally inefficient Folgar-Tucker model is introduced. Chapter [5] treats the
model that is the focus of this thesis, the Wang-O’Gara-Tucker model. It slows down the kinetics of
the Folgar-Tucker model to adapt the theoretical results to the experimental results. In Chapter [6] the
closure problem of the Folgar-Tucker tensor form is explained. Chapter [7] thoroughly treats the Fokker-
Planck equation that stems from the Folgar-Tucker probability density form. A numerical scheme is
derived to obtain a solution. In Chapter [§]a numerical scheme for solving the tensor form of the Folgar-
Tucker model is derived.

Should one not be interested in mathematical details, then proofs can be skipped easily. The idea
of the models can be understood even without such details. If one is merely interested in the results of
the implementation of the model, then Part [[|can be skipped entirely. The results are contained in Part

I

Part [[] uses the implementations of Chapters [7] and [§] to model the fiber orientation for a simple
shear flow field in Chapter [J] and for a uniaxial elonational flow in Chapter Results of the proba-
bility density are interpreted for different parameter sets. The approximations of the tensor form are
compared to the solutions of the probability density, using several closure relations.

Part [Tl concludes the theory and test models with conclusions and recommendations for future research.



xvi LIST OF TABLES

Part [[V] consists of some ’classical’ proofs, instructions for the codes that were used to obtain the
results in the thesis, the bibliography and the nomenclature. The classical proofs were put in the
appendix to make sure that only information specific to the modeling of fiber orientation with the
Wang-O’Gara-Tucker model is included in the main parts. With the addition of the instruction of the
implementations to the thesis, it is intended to make the thesis offer an integrated approach to the
Wang-O’Gara-Tucker model: the theory is presented, two test cases as examples are considered and the
usage of the implementations is explained.
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Chapter 1
Fiber orientation in fiber filled injection
molded thermoplastics

1.1 Introduction

In this chapter we give a introductive description of the modeling of fiber orientation in fiber filled
injection molded thermoplastics. The process of injection molding is treated. We explain the material
properties of fiber filled thermoplastics and why it is important to control the fiber orientation. The
interest of DSM in modeling fiber orientation is illuminated. There are already several commercial soft-
ware packages available on the market for modeling fiber orientation. Their contributions are explained.
The various researchers that have contributed to the modeling of fiber orientation are named. We define
the problem that will be handled in this report and explain our goals.

1.2 Injection molding

< Injection Molding Machine— =

Plastic Granules Hopper Heater Mold Cavity Mold

|
NI =Niiriin il

\ / 4
an \ | )
Reciprocating Screw Barrel Moveable Platen

Nozzle
<——Injection Clamping— =

Figure 1.1: injection molding schematic.

Injection molding is the process of injecting a mold with a thermoplastic material, confer Figure
Thermoplastic granules material is added to the funnel or hopper of the injection molding machine.
This granules can be either fiber filled or unfilled. Considering Figure [I.2] one can get an idea of the
size of the granules. Sliding down the hopper, the granules comes in an initially closed barrel with a
heated screw. The material melts and the barrel fills with melt. When the barrel is full, pressure is
maintained and the nozzle is opened so that the mold cavity is injected with the melt. This is called the
injection phase. When the injection is complete, the pressure is maintained on the melt by the screw and
the packing phase begins. The purpose of the packing phase is to add further material to compensate
for shrinkage of material as it cools in the cavity. After some time of packaging, the gate freezes and
the cavity is effectively isolated from the pressure applied by the melt in the barrel. This marks the
beginning of the cooling phase in which the material continues to cool until the component has sufficient
mechanical stiffness to be ejected from the mold. During cooling, the screw starts to rotate and moves
back. The rotation assists plastification of the material and a new charge of melt is created in front
of the screw. After ejection, the mold closes and the cycle restarts. In summary, injection molding is
characterized by the following steps.

1. Mold closing.

2. Injection.
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Figure 1.2: unfilled thermoplastic granules.

3. Packing.
4. Cooling.
5. Plastification and returning the screw.

6. Ejection.

In this report, the injection phase is considered. The injected thermoplastic is filled with fibers which
will ultimately be frozen in a certain spatial configuration. The purpose is to model certain aspects of
these configurations, as explained in Section [T.4]

A substantial part of the production of thermoplastic products is done by an injection molding ma-
chine, confer Figure Many everyday items are injection molded. Some examples are mobile phone
housings, automobile bumpers, television cabinets, compact discs and lunch boxes. A mobile phone
housing is depicted in Figure [[.4]

Figure 1.4: an injection molded phone housing.

1.3 Fiber filled thermoplastics

In this report we focus merely on fiber filled thermoplastic materials, confer Figure [I.5] Thermoplastic
materials are plastics without crosslinking and thus have a melting point. The used thermoplastic
granules are either filled or unfilled. Herewith, it is meant that the material is filled with fibers or
not. The fibers can be of various different materials, occuring in various volume or weight fractions and
length to diameter ratios. Common values for the volume fraction are 8-30% and for the weight fraction
15-60%. Also the length to diameter ratios in the granules vary. In addition, the fibers break with the
injection molding, decreasing the length to diameter ratios. The final product typically contains fibers
with lengths of 200-300[pm] and 10[uwm] diamater. This results in typical length to diameter ratios
20-30.



1.3. Fiber filled thermoplastics 5

iV

Figure 1.3: an injection molding machine.

injection molding

thermoplastic, no thermoset,
crosslinking, crosslinking, no
melting point melting point

filled, discontinuous unfilled, isotropic or

fibers, anisotropic quasiisotropic
character, character,
viscous/Stokes fluid viscous/Stokes fluid

Figure 1.5: diagram of the types of materials used with injection molding. This report treats the red
boxes.
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1.4 Fiber orientation

In contrast with the isotropic or quasiisotropic character of unfilled plastics, fiber filled plastics have an
anisotropic character. Many material properties are inherent to the distribution of the fibers in the final
product, confer Figure In liquid phase it affects the viscosity. In the solid phase it affects the elastic

.

SN 7 B o T Sy
AccY Spot Det WD F———— 2mm
150kY b0 RBS 298 NC130A (30% GF) ashed 0 2mm

Figure 1.6: fiber orientation made visible by burning away the matrix material.

modulus and thermal expansion. In both the liquid and solid phase it affects the thermal and electrical
conductivity [15]. All these properties can vary throughout the spatial dimensions of the thermoplastic
part. This complicates the control of the production process. Depending on the distribution of the
fibers, the viscosity has a certain distribution which influences the injection phase. It determines the
stress distribution in the cooling phase. Before the ejection of the part, the forces of the product and
the mold are in balance. In effect, the part has a certain shape, namely that of the mold. Ejecting the
part from the mold changes the boundary condition. As a result, the final product may show warpage.
The strength properties can be as intended or have local weak spots. The quality of the product is
inherent to all the beforementioned properties. It is therefore in the interest of DSM to investigate the
factors that determine the distribution of fibers.

The distribution of the fibers in the final product can be divided into two separate distributions. One
is the distribution of the centers of mass of the fibers, the other is the orientation with respect to these
centers of mass. In this report, the focal point is the distribution of the fiber orientation.

The research on fiber orientation is covered by several disciplines. As the orientation of the solid fibers
is highly dependent on the dynamics of the fluid it is immersed in, it is a fluid-structure interaction
(FST) problem. Another relevant discipline is rheology. It is the study of the flow of all materials that
'lie between’ two extremes, being an linear elastic solid and a fully viscous fluid.

1.5 Past research

The are several authors that have contributed to the modeling of fiber orientation. The author that
stands out the most, is C.L. Tucker 11T [15] 19, T3] [7, (2, (I8, 14]. In 1984, he published an article together
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with F. Folgar [7]. In this article, they extended Jeffery’s model, which models the fiber orientation of
a single ellipsoidal fiber in viscous/Stokes fluid deterministically, with a isotropic fiber-fiber interaction
term by the use a probability density function (PDF). This is described in Chapter Due to the compu-
tational inefficiency of the 1984 Folgar-Tucker model, research was done to construct a computationally
more efficient approach. This resulted in the publication [I8] of S.G. Advani and C.L. Tucker III in
1987, wherein the use of tensors to describe fiber orientation was explained. This approach is described
in Chapter A phd student of C.L. Tucker ITI, R. Bay, published his thesis in 1991 [2], giving a
comparison of the theory and experiments of injection molding. Due to the closure problem of the 1987
tensor approximation, research was also spent on how to construct an adequate closure approximation.
This resulted in the publications [19] of S.G. Advani and C.L. Tucker IIT in 1989 and [I5] by J.S, Cintra
and C.L. Tucker III in 1995, constructing an approximation for the fourth order tensor by the use of
physical arguments such as fiber alignment and orthotropy. The theory hereof is treated in Chapter [6]
More than a decade later, in 2008, the Folgar-Tucker model from 1984 is extended by J. Wang, J.F.
O’Gara and C.L. Tucker III. The Folgar-Tucker model displays a too fast transient response, which is
solved in [13]. The Wang-O’Gara-Tucker model is treated in Chapter |5l The latest publication [I4]
by J.H. Phelps and C.L. Tucker III dates from 2009. In this article, the isotropic rotary diffusion is
replaced by an anisotropic rotary diffusion.

Besides the publications mentioned above, wheron the emphasize is in this thesis, contributions to
the modeling of fiber orientation were made by various other researchers. Some examples are L.G. Leal
and E.J. Hinch, who contributed to the construction of fourth order tensor closure approximations.
M.C. Altan and B.N. Rao, who made comparisons of theory and experimental results. D.A. Jack and
D.E. Smith, who investigated sixth order tensor closure approximations [3]. And A. Redjeb and A.
Megally, for research in two way coupling of the velocity field and the fiber orientation.

1.6 Commercial software

There are several commercial software packages available on the market to simulate the process of
injection molding. Some examples are

e Moldflow,

e Moldex 3D,

e Sepran,

e Polyflow,

e and REM 3D.

At the moment, DSM uses the software package Moldflow to simulate injection molding processes. The
producer of this software is Autodesk, also known for producing AutoCAD. It is the industry standard,
in particular for the automotive industry.

Moldflow solves the conservation of mass, momentum, energy and the fiber orientation as a coupled
set of equations using FEM. The pressure, velocity and temperature are solved monolithically. A pos-
teriori, the fiber orientation is solved as a function of the velocity field. I.e. the velocity and fiber
orientation are one way coupled.

For thin products, a two and a half’ dimensional approach can be used. For the thicker products,
a full three dimensional approach is used. The former approximates the thickness direction with 12-20
integration point and uses triangular shell elements. The pressure is only solved in the midplane, the
velocity and temperature are also solved in the thickness direction. The three dimensional approach
solves all three types of unknowns in all three dimensions.

The procedure of the modeling is as follows. First, the product is constructed, using either the two
and a half or three dimensional approach. Subsequently, the injection locations have to be defined.
The materials are chosen from a database. Several aspects of the injection molding can be modeled:
the filling, packing and cooling phases, warpage and fiber orientation. Examples of the latter two are
depicted in Figure The results of the former three seem to be good. The results of the latter two
are found to be poor and too uncontrollable. The parameters that can be varied are

e strength of the fiber-fiber interaction,
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Figure 1.7: fiber orientation and warpage analyses in Moldflow [1].

e injection locations,

e injection velocities,

e mold surface temperature
e and melt temperature.

When the two and a half dimensional approach is used, there is also a thickness parameter that can
be varied. Despite the possible variation of the beforementioned parameters, DSM is unable to obtain
proper results from the warpage and fiber orientation modules. Investigating the influence of the strength
of the fiber-fiber interaction and thickness parameter was in vain. In addition, Autodesk is persistent in
appealing to company secrecy when asked for details on the used methods and the Wang-O’Gara-Tucker
and Phelps-Tucker models have not been implemented yet.

1.7 Interest

As DSM does not only deliver the thermoplastics, but also the technology for the production, knowl-
edge on the processing of the thermoplastics is of interest. Production must be as cheap and as fast as
possible, without loss of quality of the product.

An intrinsic property of injection molding is that the amount of variable process conditions is marginal.
The point and velocity of the injection can be varied, but the influence hereof is often insufficient for
correcting production problems. Adaption of the mold requires some trial and error and is expensive.
Simulations can be performed relatively cheap in the early stages of the part and mold design and offers
the ability to evaluate different design options in terms of part, material and mold design. Avoiding
problems in the design phase is superior to fixing them in the production phase.

DSM has the commercial tool Moldflow in place to simulate injection molding. A dominating dis-
advantage of commercial tools is that the implementation of the code is unavailable due to company
secrecy. And although there is sometimes theory available on the algorithms used by the code, there
are still demanding cases of injection molding where such literature is insufficient for an intensive anal-
ysis. It is therefore in the interest of DSM to, besides simulating with commericial tools, study these
demanding cases.

An example of a demanding case is where substantial warpage arises. To understand the develop-
ment of warpage simulation, it is important to appreciate that warpage results from inhomogeneous
polymer shrinkage. While all polymers shrink on cooling from the melt to the solid phase, processing
causes variation in shrinkage and it is this variation that results in part deformation. One can break the
problem into two parts: prediction of isotropic shrinkage and prediction of anisotropic effects. The for-
mer is influenced greatly by the pressure and temperature history of the part. Consequently the packing
phase is important. Development of anisotropic shrinkage effects is related to structural development of
the material as it solidifies. It follows that warpage simulation rests on the ability to model the filling,
packing and cooling phases of the injection molding process [16].
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In any of the former cases, accurately predicting the fiber configurations in injection molded filled
thermoplastics contributes to the quality of the material and the cost savings of the production. Error
margins for the design decrease and can thus suffice to more strict demands.

1.8 Research method and approach

The purpose of the project is to gain knowledge on the fiber orientation during the injection phase
in a computationally efficient way. The Wang-O’Gara-Tucker model is appropriate for this. The con-
sideration of the latest Phelps-Tucker model is omitted as such an effort would force us to exceed the
designated time schedule.

To understand the process of simulating fiber orientation, we will treat a substantial part of the funda-
mental theory behind the Wang-O’Gara-Tucker model. A schematic of the Wang-O’Gara-Tucker and
preceding models is depicted in Figure This includes the treatment of Jeffery’s equation for the
modeling of a single ellipsoidal particle, immersed in a viscosity dominated or Stokes fluid. A simplified
derivation of Jeffery’s equation is given. Subsequently, Jeffery’s equation is extended with a fiber-fiber
interaction term by the use of a probability density function. The resulting equation is of a Fokker-
Planck form. Herewith, the fiber orientation in concentrated suspensions can be modeled. The resulting
model is referred to as the Folgar-Tucker model. This concludes Chapter

Due to the computational ineffiency of solving the probability density of the Folgar-Tucker model,
an alternative approach is constructed in Chapter [d] This alternative approach exists of considering the
lower order terms of an expansion of the PDF in spherical harmonics, and neglecting the higher order
terms. This approach is far more efficient. The lowest order term comes in the form of a second order
tensor. Several useful properties of this tensor are deduced. The physical interpretation of the tensor is
explained.

In Chapter |5} the Folgar-Tucker tensor form is adapted to obtain longer transient times. Herewith,
the phenomenological model has more freedom to be adjusted to the results of experiments. The result-
ing model is referred to as the Wang-O’Gara-Tucker model, the focal model of the report. An equivalent
kinetic theory is deduced.

The Wang-O’Gara-Tucker tensor form is not closed since a fourth order tensor occurs in the rate
equation of the second order tensor. This closure problem is solved by approximating the fourth order
tensor in terms of the components of the second order tensor, motivated by physical arguments. The
class orthotropic closures is treated thoroughly, as in the literature it is often recognized as the best
type of closure available. This is done in Chapter [0}

To solve the Fokker-Planck equation of the Wang-O’Gara-Tucker model, an explicit numerical scheme
is constructed. It is proven that the scheme conserves the properties inherent to the PDF in question:
nonnegativity, conservation of probability and the odd function character. Initial and boundary condi-
tions are given. The consistency and stability of the numerical scheme are considered, to obtain a proof
of convergence. This concludes Chapter [7}

For the sake of comparison, also the tensor form of the Wang-O’Gara-Tucker model has to be solved.
In accordance, a numerical scheme is constructed, conserving the properties mentioned in Chapter
Both the intact and the eigenpair decomposition of the second order tensor are treated. This is done in

Chapter

Having treated the theory and implemented the Wang-O’Gara-Tucker model, we can consider flow
fields and interpret the results. We limit ourselves to the treatment of homogeneous flow fields, so
that the computation time of the kinetic theory remains acceptable. The used flow fields herefore are
simple shear and uniaxial elongation flow, considered in Chapters [0] and [I0] respectively. The flow fields
are analyzed, expectations of the fiber orientation are mentioned. We begin with the simplest case,
Jeffery’s equation for a single fiber, add the fiber-fiber interaction term and subsequently treat the
full nonlinear Wang-O’Gara-Tucker model. We compare the solution stemming from the kinetic theory
and the tensor approximation. In this way, the quality of the used closure approximations can be judged.

In Chapter we draw conclusions and make recommendations. The conclusions are drawn with
respect to the numerical schemes used to solve the equations and to the results of the test models.
Recommendations are made for future research and improvements.
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Figure 1.8: diagram of fiber orientation models.
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Gaining knowledge on the fiber orientation in homogeneous flow fields is, in particular, enforced by
the provision of the implementation of the Wang-O’Gara-Tucker model to DSM personnel. In accor-
dance, Appendix [B]is dedicated to a thorough user instruction of the implementation in question. In
this way, an integrated approach of the Wang-O’Gara-Tucker model is realized: the theory is presented,
two test cases are considered as examples and the usage of the implementation is explained.

DSM will gain insight in the modeling of fiber orientation in homogeneous flow field. Different approx-
imations can be compared. DSM will be able to discuss the results of fiber orientation in homogeneous
flow fields with the injection molding software industry. The warpage and fiber orientation analyses can
be improved. The process of injection molding can then be predicted more accurately. The quality of
the products that DSM will offer will be of an even higher order.

1.9 Contribution

The contribution of this thesis exists of the reproduction of literature material, the construction of proofs
and derivations, the generation and interpretation of output and the instructions to the implementations
of the Wang-O’Gara-Tucker model. With the reproduction of literature material, we maintain our own
vision in what is clear. Hopefully, this offers a perspective that is more clear and complete than the
perspective that is offered in the literature.

In Chapter [2] we introduce our own notation, repeat some ’classical’ mathematical preliminaries. We
define the constrained gradient and proof some important properties.

Chapter [3] we construct a derivation that results in a particular case of Jeffery’s equation, but is much
simpler than the complete proof of the complete model. In this way, the idea is straightforward without
a cumbersome argumentation. The introduction of the probability density function to model fiber-fiber
interaction, the derivation of its properties and the corresponding kinetic theory is reproduction of lit-
erature material. Subsequently, we interpret the kinetic theory.

In Chapter [] we start with the different argumentations behind the tensor form of the kinetic the-
ory. We show that these different argumentations are actually analogous. We derive the various the
properties of the tensor form and repeat some classical proofs. The deduction of the Folgar-Tucker
model is a reproduction of literature material.

Chapter [f] starts with the reproduction of the derivations of the rate equations for the eigenpairs of
the tensor form. The modification and reassembly of these equations is done conform literature [I3].
The notion of objectivity is repeated and the equivalent kinetic theory is reproduced.

In Chapter [6] theory from [15] is reproduced.

Chapters 7] and |8 does not contain any form of reproduction of literature material. We interpret
the kinetic theory and tensor form of the Wang-O’Gara-Tucker model. We deduce useful properties,
construct numerical schemes and their consistency and stability conditions.

In Chapters [9] and [I0] we model the fiber orientation for the simple shear and uniaxial elongation
flow fields. Characteristics and expectations of the flow fields are motivated. Results from Jeffery’s
equation, the Folgar-Tucker and the Wang-O’Gara-Tucker models are discussed. Comparisons of the
exact and approximative tensor forms are made.

In Chapter we draw conclusions and make recommendations with respect to the preceding ma-
terial.

The contribution of the master project is dominated by the provision of the implementation of the
Wang-O’Gara-Tucker model to DSM personnel. To enforce the usage of this implementation, Appendix
[Blis dedicated to giving the reader instructions in the usage of the code.
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Chapter 2
Notation, conventions and mathematical
preliminaries

2.1 Introduction

Before we discuss the fundamentals of the modeling of the fiber configurations in injection molded filled
plastics, we will, for the sake of clarity, explain the notation and conventions used. Also the nontrivial
mathematical preliminaries that will occur throughout the report are explained.

2.2 Notation and conventions

Throughout the report, certain notation and convenctions will be used. Often, when a notation or
convention is used for the first time, we will explain it. The other are explained here.

For scalar quantities we use symbols with a regular thickness. For higher dimensional quantities we
use bold notation. First order tensors, or vectors, are denoted in small letters, so a, b, .... Second order
tensors are denoted by capital letters in bold, so A, B,.... Third order tensor are denoted caligraphi-
cally, capital and bold, so A, B,.... Fourth order tensors are denoted by capital bold letters, A, B, .. ..
We also denote the classes of numbers traditionally with N, Z, Q, R, C and probability with P and thus
try to avoid these letters when denoting fourth order tensors. We do not use tensors of orders higher
than four. The scalar components of first or higher order tensors are denoted in regular thickness, with
the letter, capital or not, corresponding with the tensor. The order of the corresponding tensor can be
determined by the number of indices the scalar component of the tensor in question has.

Formally, when a basis is chosen and the components of a tensor are denoted, we use the notation
[a]g, where a is the tensor and F is the chosen basis. It is however, not often that we switch bases
and thus we omit the [...]p notation for the sake of notation. When we want to emphasize a change or
choice of basis, we will use the formal notation.

When we speak of eigenvectors, we, traditionally, mean right eigenvectors.

With - we denote a single contraction between two tensors. The last dimension of the tensor to the left
of - is contracted with the first dimension of the tensor to the right of the -. For example

(A IB z]klmn ZAzjk:p plmn-

This operation is also called the dot, inner or scalar product. Analogously, the : operation is a double
contraction. It contracts the last dimension of the tensor to the left of the : with the first dimension of
tensor on the right of the : and the second to last dimension of the tensor to the right of the : with the
second dimension of the tensor to the right of the :. For example

A Bz]kl ZAz]mn nmkl-

When using the summation sign >, we denote the index over which is summed, but not the values it
takes as these are often trivial and most of the time {1,2,3}. In nontrivial cases, we do denote the
values. Components of matrices are denoted between brackets [...] and so are dimensions of quantities.
In particular, [] means dimensionless or dimension one. The := means that we define a quantity. With

..T, we denote transposition. We omit the tensor product ® in our notation, as its occurence is always
trivial. In certain integrals we use the notation d'p or d?p. Herewith, we emphasize the dimension of
the manifold with the superscript and the variable of which the arguments are integrated over.

Throughout the thesis, the symbol ¢ is used in several ways. When it is denoted in combination
with subscripts, it represents the Kronecker delta. I.e.

1 =
‘5”]’_{0 ity (21)
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When it is denoted in combination with an argument, it represents the Dirac delta function, i.e.

sw={ & fuzo 22)

such that

/ d(u)dU = 1.
U
The last type of use of ¢ is explained in Subsection [2.3.2

2.3 Mathematical preliminaries

2.3.1 Change of basis

Consider the second order tensor A and two bases F; = {el,el el} and E; = {e? e3,e3}. The
components of A with respect to basis F; are known and the two bases are known. We will determine
the components with respect to the basis E5. We have

_ 11,1 _ 2 2 2
A= E Ajeie; = E Ajjeie;.
,J i,J

Component A?,, follows from
2 Z 2
Ai’j' - Alj(s“/(s”/
4,3
1] 7t 7] J 7

= Y AZelel-e? el

4,3

= ZA}je}e; . e?, . ez%
1,7

= Z:Ailj(ez1 . ef,)(e; . e?,)
i,J

= > AL(E] - Ea)iv(El - By
1,7

= Z(ElT : EQ)g;iAzlj (ElT - Es)jj

(2%

= Y (E] - Ev)iiAL(E] - Ey)jj
)
wherewith it follows that the matrices with components of A with respect to bases E; and FE, are

related by
A’=El.E .-A'".ET . E,.

The operations in the latter are optimized in programs such as Matlab. There is no need for the inter-
pretation of loops in this case, which is computationally more efficient.

In a similar way, the components of the fourth order matrices with respect to bases E7 and Fs, stemming
from a fourth order tensor A, are related to each other by

Ay = Y Aljulel -el)(e] - el e, - i) (ef - ef)) (2.3)
ikl

which can, in general, not be written in a form involving only matrices and matrix operations. However,
if the tensor possesses certain symmetries in the sense of permutations of the indices, it is possible.
Motivated, again, by computational efficiency, we will show this here. We consider a fourth order tensor
with the symmetries

Aijit = Ajin = Aijik.

Considering the pairs (i, 7) and (k, 1) that are subjected to swapping, there are for each pair six unique
combinations and thus 6 - 6 = 36 for A. Using the Voigt index notation conform Table 2]
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Contracted notation Tensor notation

morn ij or kl

1 11

22

33
23 or 32
3lor 13
12 or 21

ST W N

Table 2.1: Voigt index notation.

we can write

Aijki = Amn,
which will be used in a moment.
Introducing
6%’1'61 6{'62 6{'63
E=ET . E;=| el e el-e, el-e3
T T T

63 - €eq 63 €9 63 * €3

([2.3) can be written as
i,5.k,l
Introducing a sort of Kronecker delta
5 { 1 if regular index pair (¢, j) corresponds with Voigt index m/’
i/j/m/ g

0 if regular index pair (i’,j’) does not correspond with Voigt index m/

we can write

AZ o Oirjrme Skt = Sirjrme s Y Al Biar By B B
1,5,k,1
2 }: 1
Am/n’ = 5i’j’m/5k/l/n’ AijklE’ii’Ejj/Ekk’Ell/
1,5kl
2 1
A = SujrmOkns D D OimOktnAmn Biv B By Eu
Mgkl
2 1
A = E Oirjrme E EiyEji6iim | Apn | Oxrin E B By Ogim
m,n i.j Kl
2 T 1 T
Am/n/ = Z 6¢/j/m/ Z(E )i,iéimj(E)jj, Amn Okl m E (E )k’kéknl(E)ll’
m,n ij )

Say we introduce a third order 3 x 6 x 3 matrix Z with components 6;,,;, then we can write

A2 =D | Gjrm (B" - T B)irmj )ALy (O (BT - I+ B) )]
m,n

Constructing a 6 x 6 matrix § with components Sy,/m = di/j/m/ (ET.T- E);i,j we can write

Al = SmmArnSun = > (S)mimAhy (8" ) & A*=5-A'. 8T

m,n

2.3.2 Spherical coordinates
Besides the 'regular’ Cartesian coordinates, also spherical coordinates will be used thoroughly in this
report. In particular, the radius is equal to one. The unit vectors representing the radial and tangential
components are
sin(6) cos(¢) cos () cos(¢) —sin(¢)
p:=| sin(@)sin(¢) |, q:=| cos(d)sin(¢) |, s:=| cos(p) (2.4)
cos(0) —sin(0) 0
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where 6 € [0;7] is the elevation and ¢ € [0;27] the azimuth. In accordance with the notation in [2],
the vectors p, g and s are also referred to by d,, dg9 and 64 respectively. The spherical coordinates are
depicted in Figure For the angles we have the relations

V11 + 3

b3

P = arctan 22. (2.5)
p1

The tensor products of the three vectors are also used often throughout the report. The are as follows.

0 = arctan

sin?() cos?(¢) sin?(0) sin(¢) cos(¢)  sin(f) cos(#) cos(p)
pp=9,6, = sin?(0) sin(¢) cos(¢) sin?(0) sin®(¢) sin () cos(0) sin(¢)
| sin(f) cos(6) cos(¢)  sin(0) cos(0) sin(e) cos?(0)
i Sin2(9) COS2(¢) sin2(9)2sin(2¢) sin(29)2cos(¢)
— si.112(9)25in(2¢) SiIl.Q (6‘) si_n2 (¢) sin(29)zsin(¢) . (26)
I sm(29)2cos(¢) sm(20)251n(¢) cos? (0)

sin(6) cos() cos?(¢) sin() cos(8) sin(¢) cos(¢) — sin®(#) cos(¢p)

pq =6,0p = sin (@) cos(0) sin(¢) cos(¢) sin(#) cos(#) sin? () — sin?(6) sin(¢)
cos?(0) cos(¢) cos?(0) sin(¢) — sin(6) cos(6)
B sin(20)(czs(2¢)+1) sin(29)451n(2¢) (COS(20);1) cos(¢)
_ sin(20)4sin(2¢) sin(29)(1;cos(2¢)) (cos(29);1) sin(¢) . (27)
(cos(20)+1) cos(¢p) (cos(20)+1) sin(¢) _ sin(26)
L 2 2 2
[ —sin(#) sin(¢) cos(e) sin(6) cos?(¢) 0
ps=20,0, = — sin(#) sin?(¢) sin(f) sin(¢) cos(p) 0
— cos(6) sin(¢) cos(0) cos(¢) 0
r_ sin(#)sin(2¢) sin(0)(cos(2¢)+1) 0
2 2
— _ sin(8)(1—cos(2¢)) sin(0) sin(2¢) 0 . (28)
2 2
—cos(0) sin(¢) cos(f) cos(¢p) 0

X3

X2

Figure 2.1: spherical coordinates for the unit sphere.
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2.3.3 Projection

Figure 2.2: projections of u with respect to e [§].

Consider any vector w and a unit vector e. With reference to Figure we write u = u) +u, with
u) and w, characterizing the projection of u onto the line spanned by e and onto the plane normal to
e, respectively. We deduce that

u| = (u-e)e=(ee) -u= Ply

and
u=u-—u =u—(ee)-u=(I—ee) -u=Plu (2.9)

where PeH = ee and P;* = I — ee are projection tensors of order two. The projection tensor Pc“ applied
to any vector u maps w into the direction of e, while P~ applied to u gives the projection of u onto
the plane normal to e, confer Figure 2.2

Definition 2.1. A tensor P is a projection if P is symmetric and P"* = P,n € Z*.

A projection has the properties

Plypt = 1
pl.pl = Pl
P-.Pt = Pt
pPl.p- = o.

2.3.4 Constrained differentiation on the surface of the unit sphere
2.3.4.1 Definition

We want to define the gradient of a unit vector p € R3 on the surface S of the unit sphere. As a unit
vector is subjected to the constraint

llpll=1 & pi+ps+p3=1, (2.10)

the components of the unit vector p depend on each other. This seemingly small detail changes the
gradient of a unit vector on S drastically. The differentiation is also constrained due to (2.10). We
denote this 'constrained’ gradient by

- B) -0
V=—®, or V=—
op op
in short, where the ~ emphasizes the constraint. We note that because p is a unit vector and thus
dimensionless by convention, that also the gradient is dimensionless. To define the constrained gradient
we first introduce the set of orthonormal vectors as depicted in Figure 2:1]

sin(6) cos(¢) cos(8) cos(¢) — sin(¢)
p=| sin(@)sin(p) |, qg=| cos(d)sin(¢) |, s= cos(o)
cos(6) —sin(0) 0



18 2. Notation, conventions and mathematical preliminaries

where spherical coordinates are used. Note that (2.4) spans R and can thus be used as a basis of
vectors in R3. The ’regular’ gradient with respect to basis (2.4) is defined by

0 10 1 0
V= p_ -2 S 2.11
p8r+qr89+srsin98¢ ( )
where r is the length of the vector. The target space of V is tangent to its domain space, which is the
surface of the unit sphere. The V operator will therefore contain the projection tensor Ppl =TI - pp,
confer (2.9)). Say

€L
V = BV

0 10 1 0

J_o —_— —_—— —

Py <p87“+qr89+srsin98¢>
10 1 0

990 +8rsin087¢’

(2.12)

then the units of left hand side (LHS) and right hand side (RHS) are [1] and [--] respectively. This is
impossible as the units on both sides should match. We recall that

-0

V=_—,

op

and that thus the unit of the LHS of lb is correct. To conclude the definition of 6, we multiply the
RHS of (2.12)) by r, which corrects the unit to [1].

Definition 2.2. The constrained gradient operator on S, denoted by V, is defined as

- 0 1 0
V:T(I—Pp)'V:erl-V:q%+sSin0%

asr =1 for S, and has a target space that is tangential to S.

2.3.4.2 Properties

The constrained gradient operator V as defined in Deﬁnition results in certain properties which will
be used throughout the report. These properties will be treated here.

Property 2.1. The constrained gradient operator on the first order tensor p results in
S, pl
Vp=PF,
and has components R
(VDp)ij = 6ij — pipj-

Proof. Consider the constrained gradient operator on p

- Op 1 Op

Vp= P50 * S50 8¢
Note that due to (2.4]) we have that

@ = a—p = ssinf

20 — T 9 '

Furthermore, since (2.4) forms an orthonormal basis, the unit second order tensor is by definition
pp+qq+ss=1.

Herewith,
op 1 Op
T80 " ®5in 06

:qq—l—ss:I—pp:PTf‘.

with components ~
(Vp)ij = (I —pp)ij = Lij — pip; = dij — pipy-

This result can also be written as B
Opi

=0z — DiD;-
apj ij — PiDj
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Property 2.2. The constrained gradient operator on the second order tensor pp has components
(V(PP))ijk = 0ijpr + SikPs — 2PiD;jPr-

Proof. Consider the components of 6(pp), using Definition

- 0
(V(pp)ijk = ym(pjpk)
Ip; Iy
Op; Pk + Py Op;
(05 — pjpi) Pk + D (Oki — PRD:)
= 0ijPk + 0ikDj — 2DiP;Dk-

Property 2.3. The constrained Laplacian operator on the second order tensor pp has the result
V - V(pp) = 2(I - 3pp).

Proof. The second order tensor V - V(pp) has components

Il
]
o
Q
S
&

(V -V (pp))i
- Zk: Tpk(ékipﬂ' + OkjDi — 2pKDiD;)
ap] apz
S [51” S|+ Z Okjy - ] Z oo (prpip;)

k
dp;  Opi Opr a}% Ip;
= + — 2§ —Z(pipj) + =——prp; + —Lprpi

Op;  Opj p Opg (p P ) Opk PkPj Opk PP

= 8ij — pipj + 0ij — pip; — 2> (S — Pkpr)PiD; + (i — Pipk)PRDs + (55 — DiDk)PRDI]
%

= 2(0i; — pipj) — 2(3pipj — pipj + Pibj — PiPj + PiPj — PiDPi)

= 2(0;; — pipj) — 4pipj

= 2(di; — 3pip;)
which results in the tensor form 2(I — 3pp), which concludes the proof. O
Property 2.4. Consider the two scalar vector fields A(p) and B(p), both functions of p and © and 27
periodic in 0 and ¢ respectively. Then

/Bv-ﬁAdez/Av-ﬁBcﬁp.

Proof.

.42
<
I

0 7] 0 1 9

(q +ssm 00 ) (q%+ssin0&b)

B 0 0

= (o) (o) ~ (o) (s52ae)
1 0 1 0 1 0
+(851n98¢) < 8) ( sm@&é) (ssin98¢)

_ g 0e0 o2 0s 1 O 0¢g 1 O 0s 1 9 1 &
= T 5000 T 902 "1 9056 00 psinf o0 ' " OpsinZ00b | sind 0 0p2

From ([2.4)) it follows that

o _  Oq __ . 95 . Os
90~ P95 7% 50T 99

—_(2.13)

= —psin(f) — g cos()
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wherewith, in combination with orthogonality, (2.13]) becomes

-~ o~ 0? cosf O 1 92

V.-V o= W+sin9%+bin 9@
_ 1
" sind 89 bln 95‘(;52
1 o (. 0 1 0
As a result, we get
TF o1 /o 9 1 o
— d 2 _ . . I - .
/BV VAdp = / / Bsin9 (69 <sm(9)69) + sin98q§2> Asin(0)dode
s $=06=0
2T w
0 0A 1 0%4
- [ (G (05) ¢ s ) e
$=06=0
o0 B 9%A
= / / B% (sm( >d9d¢+ / / sind 997 ——dfd¢
$=00=0 $=006=
2 ™
. 0AN™ . 0A OB
= / |:B Sln(@)ae:| o — /S (9)%%(19 d¢
$=0 =

db

o1 A" 0A OB
+/sme [[B%L o/aqswd¢’
0= 0=

8A 0B 1 0AOB
¢$=0 0=

where we used the periodicity properties of B and integration by parts. Using integration by parts and
the periodicity properties of A, we obtain

/sm(@)%—?%—?d@ = [Sin(H)Aaag} - /A% (sin(G)%?) do
6=0

0=0 0=0
T o/ 0B
= —/Aae(sm()ao>d9
6=0
and
" 9A OB oB1> | 9B
A9 = (A2 - / A2 24
96 95" [ 8¢L_0 a2 10
¢=0 $=0
27 823
= - [ agge

¢=0
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simplifying (2.15)) as

27

//’T JOAOB 0 L 0AOB
sin(0) 55 56 0% + 5ig 96 96

$=00=0

which concludes the proof.

I o
| fao

$=06=0

12498 1504 / / L0408 jpys

90 06 né 9¢p d¢
$=0 0=
0A OB M1 0A OB
39 a0 g 1040 / sm 0 67@1) 87¢d¢d6
0=0 p=

7 ]Aaag (sm ) dode +/ / 9 8¢2 dqﬁd@

$=060=0 0=0 ¢=
2w
1 9] 1 0%, .
/ /ASln 9|: (bln )89) +51119W:|Bbln(0)d9d¢
$=06=0
/ AV - VB d*p,
S
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Chapter 3
Jeffery’s equation and the Folgar-Tucker
model

3.1 Introduction

In our progression towards the Wang-O’Gara-Tucker model, the preceding attempts to model fiber ori-
entation can not be skipped. The two most important attempts, which are also the fundament of the
Wang-O’Gara-Tucker model, were made by G.B. Jeffery in 1922 and, more than half a century later,
by F. Folgar and C.L. Tucker in 1984.

We explain the idea’s behind Jeffery’ equation, including the assumptions and a derivation of the
equation in one particular case. The extension of Jeffery’s equation, made by F. Folgar and C.L. Tucker
III is considered subsequently. This gives rise to partial differential equation (PDE). A derivation is
included. This kinetic theory, as it is called, is computationally expensive, which leads us to the next
chapter wherein a more computationally attractive alternative is introduced.

3.2 Jeffery’s equation

3.2.1 Description in space and assumptions

The modeling of fiber orientation starts with the construction of a quantitative description in space.
Self evidently, there a many possibilities in doing so. Considering a flexible fiber as a finite pathline
€ R3, functions describing the set of the infinite amount of points of the line in space can be constructed.
Such a description is in our case overly detailed and cumbersome, as making some plausible assumptions
simplifies the modeling and gives rise to a spatial description.

In 1922, G.B. Jeffery published an article describing the motion of prolate ellipsoidal particles im-
mersed in a viscosity dominated fluid [9]. Herein, he considers particles with an ellipsoidal shape with
two unique axes, confer Figure[3.1] He assumes that the particles do not bend, but are rigid and straight.

Figure 3.1: a prolate ellipsoid: the short axes are equal, the long axis is unique.

When the long axis is much larger than the short axis of the ellipsoid, é > 1, torque about the long
axis is neglected as it is small in comparison with the torque about the short axis. Furthermore, the
immersing fluid is assumed to be fully viscous, and so inertial and body forces can be neglected. The
velocity field is treated as homogeneous at length scales comparable to the particle size. In other words,
the velocity field does not change in space, so

Vv =0.
The velocity field can thus be expressed as
v=K-xz+c (3.1)

with K = (Vwv)T constant in space @, but not necessarily constant in time ¢. Furthermore, K is
subjected to the condition V - v = 0 as we assume that the flow is incompressible. As a consequence,
we must have that
_ T _ vy —
tr(K)=>Y»_ ((Vo)"),=V-v=0.

%
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Vector ¢ in (3.1) is a vector that is constant in space, but also not necessarily constant in time.

The beforementioned gives rise to a spatial decription. The orientation of the ellipsoid can be de-
scribed by a unit vector p with its coordinates with respect to a Cartesian basis on the surface of the
unit sphere. The latter space will be used frequently throughout this report, and we thus define

S={peR’:|p|l =1},

as depicted in Figure Note that since p is a unit vector and thus merely a direction, it is dimen-
sionless. This description is used often in the literature concerning fiber orientation. The unit vector
p can be parametrized using generalized coordinates 6, ¢ with respect to a Cartesian basis. Doing so
decreases the number of degrees of freedom (#DOF) [M] and yields

sin(0) cos(¢)
p=| sin(f)sin(¢) | . (3.2)
cos(0)
The path of p on the surface of the unit sphere is called a Jeffery’s orbit.

With the above assumptions, a derivation of Jeffery’s equation for a particular case will be made.
A complete derivation is cumbersome and redundant as the following derivation suffices in explaining
the ideas behind the equation.

3.2.2 Derivation

Consider a massless fiber in a fully viscous fluid with its two end points located at positions r; and
9 with respect to a chosen origin O, as depicted in We assume free draining between the end

viscous dominated / Stokes flow

flow field >

particle T2

1

O

Figure 3.2: particle immersed in a viscous dominated / Stokes flow.

points. This means that the fluid flow between the end points is not subjected to stresses by the fiber.
Say ¢ = ro — r1. The length ||g||2 is fixed as the fiber is considered rigid. Because we consider only
homogeneous flows, we can write v = K -a with K in [1]. The viscous force on the particles is described
by
Fi = 74'(1“1 — ’l)i) = 7C(’I°1 — K . ’I"i),i S {1,2}

where ( = 67na [%} is the friction of a sphere with radius a [m] in Stokes flow with viscosity n [%]
under no slip conditions. Say we call the internal force in the fiber, enforcing the constraint of the fixed
length ||g||2 =constant, by F.. Then we must have

F1+Fc
F,—F, =

Subtracting the first equation from the second we obtain

F,—F, —2F, =
—C((’l"g —?:‘1) - K- ('I”g —’rl)) — QFC
(G- K-q)-2F. =

Because q and F,. have the same direction, namely p, we can write

qg=Ip, F.=F.p
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resulting in
—((lp—IK -p)—2F.p=0.

Taking the inner product with p gives, due to ||p|la=1=p-p=1,p-p =0, that

(lp- K-p—2F, = 0
l
FC = ip‘K-p
2
Filling this in in the original subtraction, we get
. q
~((p—IK-p)-2{5p-K-p]p = 0
p-K-:-p+p-K-pp = 0
p = K-p—p-K-pp.

Splitting K into its symmetric and antisymmetric part
1
2

D=_(K+KT"), W:%(K—KT)

respectively, K = D + W, we get the ordinary differential equation (ODE)

p = (D+W)-p—p-(D+W)-pp
p = W-.-p+D-p—p-D-pp
p = W-.p+D-p—D:ppp,

where we used the property - W - & = 0 Va for an antisymmetric tensor. The first two terms stem
from the difference in velocity of the end points of the fiber. This gives rise to a rotation generated by
W - p and a strain generated by D - p. The last term stems from the internal force in the fiber, also
generating a strain.

A complete derivation of Jeffery’s equation would lead to

p=W-p+{D-p— D :ppp) (3.3)

girgfl _ ] &+1 !
77”24—1’ Te = 5_13 Te*dv

with [ the length of the long axis of the ellipsoid and d the length of the short axis. Note that

where

limr, = oo
Tl
limr., = 0
£l-1

so that —1 < € < 1 is realistic. Describing (3.3]) by the use of generalized coordinates we get

0 = ANKT+ATK):6,.0
psinf = (A\KT4+ATK):6,0,4 (3.4)
where . .
R Sl S
2 2

and (0,,d9,04) = (p,q,s) confer [2]. This description is obtained by taking the inner product of (3.3
with dg or d4 respectively.

With this result, Jeffery determined that center of such a particle translates with the bulk motion
of the fluid, and that the particle rotates with a period that depends on its shape. The speed of rotation
is not constant. The particle rotates slower when aligned with the flow direction.

The length of the fibers used in injection molding is small in comparison with the variation of the
streamlines of the main flow. Jeffery’s equation therefore suffices to describe the motion of a single
fiber immersed in a viscous fluid. However, even dilute suspensions of filled plastics used with injection
molding contain an amount of fibers that calls for the consideration of interaction among the fibers, so
called fiber-fiber interaction (FFI). This leads us to the Folgar-Tucker model.
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3.3 Folgar-Tucker model

3.3.1 Fiber-fiber interaction

F. Folgar and C.L. Tucker I1I recognized that Jeffery’s equation needed to be extended, as it does not take
the effects of high concentrations of fibers into account [7]. The interaction among the fibers influences
the orientation of the fibers. Even in dilute suspensions, the interaction is substantial, and so it would
not be logical to attempt to describe it deterministically. A stochastic description is more obvious.
Folgar and Tucker therefore introduced a probability density function (PDF) ¢ (p,t) as a function of
orientation p and time ¢, which describes the probability density of the fiber having a certain direction
on S. Subsequently, the FFI can be described in terms of ). The definition is as follows.

Definition 3.1. Let P be a continuous random variable with realizations p in event space S, then
1S xR — R is defined such that

B(PeS 1) = f (p. t)dp,
S/

under the conditions that

Up.t (p.t) >0 AV pr,t)cﬂp:l A Vpit V(1) = B(—p,0).
S

The P(P € Sl,t) denotes the probability of a fiber lying in a direction represented by S C S. Such a
representation stems from the end point of a fiber being enclosed by the surface element S .

As S is not a space with a physical interpretation but merely a mathematical notion, we can choose the
dimension of the infinitesimal elements d?p. For the sake of simplicity, we choose d?p to be dimension-
less. Because probability is also dimensionless, also 1) must be dimensionless.

The first two conditions are intrinsic to the definition of a PDF. The third condition stems from the
spherical symmetry of p. It states that, because p represents a fiber orientation, it is invariant under
the ’labeling’ of its ends as head or tail. In terms of the generalized coordinates, this is described by

The term modeling the FFI phenomenologically is
Crivy
(G

The coefficient C7 is called the interaction coefficient, which determines how strong the FFT is present
in the flow. It is typically of the order O(1073) — O(10~!). The % does not have a unique definition. It
depends on which flow field is considered. In case of a simple shear flow field for instance we have

—C1AViny = — (3.5)

0 v 0
v=K-z, K=|0 0 0 (3.6)
00 0
so that
. o 10
D=-(K+K")=2|1 0 0|e5=v2D:D.
2 210 0 0

The 7 is merely to make the FFI proportional to the deformation rate. When 4 = 0, there is no FFI.
The V is as defined in Definition ﬁ

The origin of (3.5)) stems from a derivation analogous to the derivation of the Fokker-Planck equation.
It is similar to the way thermal effects cause a rotary diffusion in molecular theories [2], in particular in

kinetic theory. The derivation will not be treated here.

Besides the assumptions made for the derivation of Jeffery’s equation, for the derivation of (3.5 it
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is additionally assumed that the flow is incompressible. This implies a solenoidal velocity field v, so
that

O:V-vzzvivi:ZKﬁ = tI‘(K)

ZKij(Sji =K:I. (37)

i
By adding the FFI (3.5) to Jeffery’s equation (3.3]), we obtain the extended equation
P=W p+&D-p—D:ppp)— CriViny. (3.8)

As (3.3) is an equation for p(¢) under the condition that the flow field v is given, so is (3.8), under the
additional condition that 1 (p(t),t) is known. The latter is, however, not the case. The PDF 4 is solved
by a PDE, which is treated in the next subsection.

3.3.2 Conservation of probability

The PDE for ¢ originates from a conservation law for 1. It has the same form as the conservation of
mass. When an amount of fibers or directions p ’'leave’ an area S; C S, they have to ’enter’ another
area So C S\S7, confer Figure This can be considered as a convective effect, inducing a change of

Figure 3.3: flux of probability.

1 in time t. Considering S; C 5, the net amount of fibers that leave the area is denoted as
¢ vop-nd'p,
peC

where C; is the circumference of area S; and v, the velocity at which the fibers enter and leave S;.
Note that with the divergence theorem we obtain

§ vopendp= [ V-(wodp (3.9)
peCy PpES)
The change of ¢ in time induced by the convection is

%/wd%: / bd’p (3.10)

pESL pESL
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where we used the independence of S; and ¢. Combining (3.9)) and (3.10]) leads to the equation
/ Yd’p = — / V- (Yvp)d*p.
peS: PpES)

Since S is arbitrary, it follows that _ .

b= =¥ (o). (3.11)
The LHS is independent of the chosen basis and thus so is the RHS. Say we choose the spherical
coordinates to write out the RHS. We then have, maintaining the notation used in [2],

. o 1.0 1 0 ) 1 .9
Vo= g %t an %8s~ %80 T a9
Vp = U0, +0gdp + V40 = 08 + ¢.Ssin(9)6¢.

From the latter and Figure it stands out that v, = p. Substitution in (3.11) gives

X2

Figure 3.4: angular velocities representing p.

b=V (vp). (3.12)
As p is known from (3.8), we can write out (3.12) further to obtain the so called kinetic theory.

3.3.3 Kinetic theory

Kinetic theory is the theory that gases are made up of atoms, all of which are in constant, random
motion. The rapidly moving particles constantly collide with each other and with their surroundings.
This is often described with the use of Brownian motion. Kinetic theory explains properties of gases on
macroscale by microscale effects. As the FFI term has similarities with kinetic theories, one often refers
to kinetic theory when considering the differential equation for 1, which will be derived here.

Recall (3.8) ~
p=W-p+{(D-p—D:ppp)—CryVny.
We again maintain the notation as used in [2], so (p, q,s) = (8,,0¢,94), D, = C1y, A =& and
A—1 A+1
AN =", A=
2 2
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We write
s L kT 1 .5 _ 1 Ty, _ D (s O 1 9y
p = 2(K K*) 5r+>\( (K+ K*")-6, 2(K+K ) :8,0,9,) ” <59 + 04 sin08¢
A= 1_1 A+1 K—i—KT. o 1 oy
= TK -5T+7K o, T.érérdr 1/J <69 20 +6¢sin98¢

= AN KT.§6, + MK .6, —\K :6,0,6, — > (6987’[} é ! 61/))

20 %50 06
where we used K : 6,8, = KT : §,0, to obtain the last equivalence. Taking the left single contraction
with the unit tensor § = 6,0, + dpdg + 040, we obtain

p = AN (K":6,6.0,+ KT- 8,8009 + K7:8,8450,) + N(K : 8,0,0, + K : §,0000 + K : 6,0,0,)

oY 1e 1 81#)

-AK :6,6,6, — 1/1 (59 20 m%

1
= " (KT 10,0009 + KT 6T6¢6¢) + )\+ K :0,0009 + K :0 6¢6¢.) 1/) (6@ 8’(/} 5 8,¢)>

90 " "?sind 0¢

= (A_KT 16,00 + AT K : 6,00 — l;”?g) dp + <)\_KT 10,0, + \TK : 8,8, — Dy 8¢> 1)

1 sin 6 %
(3.13)

Filling the latter in in
1/') = - <596 —|—5¢Slla> . (’(/J <(/\KT 10,00 + ATK 0,09 — DT&/}) 0o+

v 00
D, W

Using K : 6,6, = KT : §,.4, again, (3.7)), the product rule and

00 _ 9% _ 0% _ 00 _ o 0% _ 5 00 _
ar  or  ar a8 U ee T ae
99, 90y 004 .

9 = d4sind, e = 04 cosb, 8¢ —9,-sin(f) — dp cos(0)

it follows that the kinetic theory is

0% D, 0% O cos 6 o7
vy 5+ =, | D AN K"':6,.0) - \"K:6,
902 im0 097 08 < A 0r0g —ATK : 0 59)

" — D
¥ sin 6

L Oy gt T .
+Sin98—¢ (-A"K":6,65 — ATK :6,64) +¢¥(3\K : 6,6,)
B 0% D, 0% O cos 6 T i
= Dyw —|— Sin2 9@ =y <D7~ Sine - A K . (ST(SQ - A K . 67-69)
L Oy per, T .
+t53 96 (-A"K":6,65— ATK :6,64) +¢(3\D : 6,6,) (3.14)

where in the last step we used W : §,.0,, = 0 due to the antisymmetry of W.

As 0 € [0,x], the PDE has two singularities, namely at 6 € {0,7}. At these two coordinates there
is a division by sin(0 = sinw = 0. Letting 8 | 0 or § T m we have

D, 0%
2,500
sin® § 0¢
which is a one dimensional instationary diffusion equation. Herewith, ¢ can be solved with the method
of separation of variables. As these are just two points of S, such a solution is not interesting. We

will omit the derivation. This observation is however, important for the stability criteria, treated in

Subsection [T.4.6]

Equation (3.14]) is a PDE, linear in . The domain space is the unit sphere S. At each location
on S, described by the generalized coordinates 6 and ¢, the basis vectors d,, d¢ and d4 are known. The
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probability density can thus be calculated. Its value represents the probability of fibers having their
long axis in this particular direction. Unfortunately, the available asymptotic and exact solutions of
do not provide all the information that is required [2]. Numerical methods provide an alternative,
in particular in case of instationarity. Nonetheless, the available asymptotic and exact solutions can be
useful to verify the adequacy of the numerical methods used to solve .

The finite difference method (FDM) looks appropriate for the treatment of (3.14)) on structured grid, but
for the sake of the conservation of §g¢d?p = 1 we use the finite volume methode (FVM). A thorough
description of the approach can be found in Chapter [7}

In practical applications of injection molding, the flow field is clearly not homogeneous. A proba-
bility density v as a function of the generalized coordinates # and ¢ for the unit sphere and time ¢ is
insufficient in such cases. A proper approach would exist of a PDF that is also a function of space .
In case of a one way coupling between the velocity field and the fiber orientation on a finite grid, the
velocity field is calculated and a posteriori the fiber orientation per mesh element, both per element.
The PDF values of the elements influence each other by convection. Hence, the partial time derivative
as used in is substituted with a material or total derivative. In case of a two way coupling, the
velocity field and fiber orientation are calculted per time step and per element. This can be done with
either weak or strong coupling [I1].

Calculating ¢ from involves a high computational cost when used for practical applications.
For example, an injection molding would require 5000 nodes, using 500 locations on the midplane with
10 nodes through the thickness at each location. Describing (6, ¢) requires at least 10 increments for 0
and 40 for ¢, giving a total of 400 DOFs per node. That totals 5000 -400 = 2-10% DOFs to describe the
orientation in a single molding. As such calculations take an unacceptably long time, research was done
to construct a computationally more attractive approach. An alternative description was constructed,
as described in the next chapter.
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Chapter 4
The orientation tensor description

4.1 Introduction

Having derived the kinetic theory to model the fiber orientation is an elegant result. Nonetheless, obtain-
ing solutions numerically for practical cases is unattractively expensive and the known asymptotic and
analytic solutions do not represent the cases that we are interested in. An alternative, computationally
less expensive description would be attractive. S.G. Advani and C.L. Tucker III managed to formulate
such a description in 1987 [18]. This description implies the use of the so called orientation tensors. The
motivation and interpretation are explained, as are the important properties of the orientation tensors.
The rate equation for the second order tensor is derived.

4.2 Partial information

The idea behind the kinetic theory is to obtain information about the fiber orientation. This information
is contained in 1. But perhaps a description containing less information than 1, that is less computa-
tionally expensive, contains sufficient information on the fiber orientation. To this end, we consider a
certain series expansion of .

In [6], E.T. Onat and F.A. Leckie show that the PDF can be expanded as

Y(p,t) = foVo + > Ufii@)ViiO] + Y [fisna(®)Vijm ()] + . .. (4.1)
i ikl
where
fo = 1
fij = pz‘pj—%@j
fijkt = DiPjDPEDI

1
—5(]%‘19]‘51@1 + pipkdji + pipi0ji + Pepidij + pipidi + Pipkdi)

1
‘1‘%(5@51«1 + dirdj1 + 010

are the traceless basis functions and

11 &

Vij..(t) = =N

(20 + 1) f b(p. ) iy Pp

x=0 S

are the corresponding Fourier coefficients, with N representing the number of subindices of the Fourier
coefficient in question. The basis functions do not change in time and thus only need to be calculated
Vp € S. When solving the PDF numerically, this increases the efficiency as the basis functions only
need to be calculated once in space and not per time step. The Fourier coeffcients vary with time and
need to be calculated every time step. By neglecting the higher order terms in we approximate
the ¥ and increase the computational efficiency of numerical solving methods even further.

It can be seen that the integrals

fl/}(p, t)fij..d*p
s
in the Fourier coefficients are the components of the deviatoric versions of the tensors

1= ¢ ¢(p,t)d®p, A(t)= ¢ (p,t)ppd°p, A(t)= ¢ ¢(p,t)pppp d°p,
/ / /

From the latter it stands out that the tensors of odd order are not present. This is because they are
equal to zero due to 1 being an even function on S by Definition [31] It follows that by calculating A
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and A, we can approximate 1. The tensors thus contain a substantial amount of information on the
fiber orientation. In addition, the tensors A and A turn out to possess several useful properties, which
leads us into the next section.

The expansion turns out to be identical to the expansion of ¥ in spherical harmonics [3]. Spherical
harmonics are orthogonal basis functions for the unit sphere S. They are of importance in the analysis
of the linear Fokker-Planck equation (m [12]. Integrating the analysis of the spherical harmonics in
this thesis would certainly be a substantial contribution. Nontheless, such an analysis is omitted as it is
beyond the time schedule set for this thesis.

4.3 Definitions and interpretation

We introduce the following two definitions.

Definition 4.1. The second order moment tensor is defined as
At) = j{ b(p, t)pp *p.
s

Definition 4.2. Analogously, the fourth order moment tensor is defined as

A(t) = 7{ ¥ (p,t)pppp d°p.
S

Tensors A and A contain information about the orientation of the fibers. For this reason they are also
often in the literature referred to as the orientation tensors.

The tensors A and A can be seen as a sum of ¥ times the weights ppsinf and ppppsiné respec-
tively, where all the three quantities vary in space. Depending on the position on the sphere, the
probability density is represented with a certain ’strength’ in A and A. To get an idea of this strength
in the case of A, we consider

r sin2 (9) cos? ((b) sin2(0)28in(2¢) sin(29)2cos(q5)
ppsinf = w sin?(0) sin®(¢) w sin @
I sin(20)2cos(¢) sin(29)25in(¢) cos?2 (9)
[ sin®(0) cos? () w (1 — cos?(6)) cos(8) cos(o)
= w sin®(0) sin®(¢) (1 — cos?(0)) cos(f) sin(¢)
| (1 —cos?(0)) cos(f) cos(@) (1 — cos?(0)) cos(0) sin(¢) sin(6) cos?(0)

(4.2)

It follows that the diagonal components have strictly nonnegative contributions, as 1) > 0 and p;p; sin 6 >
0. The components are depicted in Figures to indicate where the PDF is represented stronger
or weaker, per component of A. The strength of ppppsin 6 follows in an analogous way.

An alternative way to obtain the physical interpretation of A is to consider its eigenpairs. Say we
consider A with respect to its eigenvectors or principal axes, then [A],;, is a diagonal matrix with its
eigenvalues on the diagonal. From the beforementioned, we recall that for all time ¢

2T w
Ay (t) = / / (0, ¢, 1) sin®(0) cos? (p)dOdp = A (t)

$=00=0

2T w
()= [ [ 00,0.0)5in’6) sin (6)d8d0 = Nalt)

$=00=0

2r w
Ass(8) = / / 0(0, 6, ) sin(8) cos(0)d0de — s (L),
$=06=0
which are all € [0,1]. Recalling Figures and the A1, Ags and Asgz represent the PDF
stronger or weaker depending on the location on the sphere S. Due to the locations of the extrema of
the diagonal components of ppsin 6, the eigenvalues of [A],;, are measures for the ’strength’ of the fiber
orientation in the direction of the corresponding eigenvector. Some examples will be clarifying.
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1. If the A; = 1, then all the fibers lie in the e; direction. L.e., the length axes of the fibers are aligned
with the e; direction.

2. I =)= %, the fibers have, in an average sense, equal components in the e; and e; direction.
As Y \; = 1, the last direction has zero strength and thus the fibers lie in the i — j plane. This

7
set of eigenpairs includes random orientation in the i — j plane.

3. IfA =X =X = %, the fibers have, in an average sense, equal components in all three directions.
This set of eigenpairs includes random orientation in R3.

More examples are depicted in Figure [£.7] If the off diagonal components of A are nonzero, then the
principal axes do not coincide with the axes of the chosen basis.

While drawing conclusions from A one should keep the nonunique relation between ¥ and A in mind.
Namely, the PDF 1 can change in a sense of its moments other than the second, without A changing.
This implies the possibility of more distributions {1, s, ...} corresponding to the same orientation
tensor state A.

4.4 Properties

It turns out that the orientation tensors have some useful properties. These properties will be used
throughout the report and are thus explained here.

Property 4.1. For the orientation tensors A and A we have
. 1 . 1
Vl,j (A)” ‘R — [—5; 1] A VZ,], k,l (A)ijkl ‘R — [—gg 1].

Proof. The elements of the second order orientation tensor are defined by
Aij = (A)y = ]{ Yppd°p | = ]{ Ypipj d*p.

As p; < 1,Vi and [gd?*p =1 it follows that
%wpipj d*p < fw d’p=1
5 S

with equality occuring when p;p; = 1 in combination with ¢ = é(p — u) and w such that w;u; = 1. The
0 is as defined in Section Similarly, p;p;prp: is maximal if p;p;prp; = 1 so that

Agjrt = (A)iju = / Ypppp d°p = / YpipiprpL dPp < 7{ vd’p=1
S ijkl S S

with equality occuring when p;pjpgp; = 1 in combination with ¢ = §(p — u) and w such that
uujupu; = 1.

The minimum of A;; is achieved by minimizing the product p;p;. It is clear that ¢ # j at the minimum
because the square of a real scalar is nonnegative. Taking py = 0,k # i,k # j gives us the most ’space’
to minimize the product. Due to the unit length of p we have p? + p? = 1 which represents the unit
disk. The minimum of the product is found by taking p; = —p;,p; = :I:%\/i, which gives p;p; = —%. It

follows that

1
Vi, j —§§A¢j§1~

By minimizing p;p;prp; we will find the minimum of A;;z;. The minimum of p;p;prp; is found by using
Lagrange multipliers. Define

L(p,\) = pipops + A(p? + p3 + p3 — 1).
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Figure 4.7: two dimensional examples of fiber orientation corresponding with second order matrices [20].
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Investigating the latter is sufficient as one of the indices i, j, k& and [ will occur twice, resulting in the
square, and due to the invariance of p;p;pip; under permutation. Then

oL
o = 0 < 2pipaps+2Ap1 =0
P1
& p1(2pap3 +20) =0
< pr=0 V pp3=-A
oL
—— =0 & pips+2\p2=0
Op2
oL
— =0 & pfp2+2)\p3 =0
Ips3
oL
-0 e piAptn=l
The case p; = 0 results in a value of zero for p?pap3. The case paps = —A gives

Pips +2Xpa =0 < pips —2p3ps =0

& ps(pf —2p3) =0

& ps=0 VvV p=44/2p3
Pipa+2Xps =0 <  pips — 2pap3 =0

& pa(pi —2p3) =0

S pe=0 V p;=+4/2p3

The cases po = 0 and p3 = 0 give the value zero to p?psps, which was already achieved. The case
p1 = £1/2p3 results in

Pip2 +2Mp3 =0 & 2p3 — 2pops =0

S 2pa(p3 —p3) =0

< p2=0 V ps=tp3.
The normalization condition gives ps = :i:% and so p3 = :t%,pl = :I:% resulting in p?pops = %. In
effect,

1
Vi7j7k7l _ggAijlgl

with the equality for the lower bound when p;p;prp; = % in combination with ¢ = d(p — q) and g such
that ¢iq;quq = &

Note that in a similar way, an alternative argument for the lower bound of A;; can be constructed. [

An important property of A is that it is a symmetric positive definite tensor.

Property 4.2. The second order orientation tensor A is symmetric positive semidefinite (SPSD) by
definition.

Proof. We start with proving the symmetry of A
T

AT = | [yppd®p| = [ (vpp)" &®p= [ yppd®p=A
/ / /

where we used the invariance of scalars under transposition and (uv)? = vu.

Positive definiteness follows from

r-A-x = w-/z/Jppdzp-w
s
= /d}w-pp-wdzp

Y (x-p)*>  d°p
—~—

N~——
>0 VpeS >0 VpeS,xcR3\{0}

v

|
S e @
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Note that as A € R3*3 and A = AT, A is also Hermitian, which we denote by A = A*.

The fact that tensor A is SPSD, has some useful implications which are used later on in this report.
Property 4.3. Tensor A only has nonnegative eigenvalues € R,

Proof. See Section O

Property 4.4. The eigenvectors of A are real, Vi e; € R3.

Proof. See Section O

Property 4.5. Unit eigenvectors of A corresponding to different eigenvalues are orthonormal.

Proof. See Section [A4] O

Property 4.6. Figenvectors of tensor A are never generalized, only genuine.

Proof. See Section O

It is concluded that A does not have a Jordan canonical form. All the eigenvectors of A are genuine.
As A € R3*3, the three genuine eigenvectors have to span R3*? and thus the equality of two or three
eigenvectors is excluded.

Property 4.7. There exists a spectral decomposition for A.
Proof. See Section O

Note that at some time t, equality of two or three of the eigenvalues may occur. Say we consider the
case that equality of two eigenvalues, say A\1 = Ao = A\, A3 # A, occurs, then we have

A = Z )\ieiei

)\(6161 + 6262) + A3eses
= )\(I — 6363) + Azeses
= APS + X3Pl (4.3)

It follows from (4.3)2 that e; and ey are not determined uniquely, but element of Eyple, with
Eob = {E €€ = 6”} (44)

where the subscript ob stands for orthonormal basis. In other words, e; and e can be chosen arbitrarily
in the plane perpendicular to es, provided that they are orthonormal.

When we consider the case that three of the eigenvalues are equal to A, we have
Z /\ieiei
i
= A Z €;e;
i

= A (4.5)

A

where F € E,,. In other words, all three eigenvectors can be chosen arbitrarily, under the condition
that they are mutually orthogonal and normalized to length one.

Property 4.8. We have
dDA=1 A 0<N<1V

%
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Proof. Using Definition [4.1] and Property [4.7] we have
/l//pp ’p =Y \iese;.
’ i
Taking the trace on both sides gives
= tr <Z )\ieiei>
2 i
/¢tr (pp) d’p = ) Nitr(eie;)
/¢p°pd2p = Z)\iei =
DN
S

Since Property [£.2] states that \; > 0 Vi it immediately follows that

ot
e
—
S
<
9
N
&S]
|

—
<
a,
no
hS)
Il

,_.
|

0< )\ <1Vi.
O

Property 4.9. For an even function ¥(—p,t) = (p,t) the second order tensor can be rewritten as
At) =2 / Y(p.t)pp d°p
Sup

where S"P is the surface of the upper hemisphere.

Proof. Say we consider the components of A in combination with generalized coordinates,

2T 0w
Ay(t) = / / B0, 6, )pi(6, O)p; (6, 0) sin(0) dodo,
$=0 6=0

with p; (0, ¢,t) = pi(w — 0, ¢+ 7, t). We recall (4.2) and note that the substitution § :=7—0,¢ = p+ 7
gives the same result. We can thus write

2w 7
Ai(t) = //wpipjsin(ﬁ) dfdg
$=06=0
27 % 27 s
= / /wpipjsin(e) d9d¢+/ /wpipjsin(e) dfdo
$=06=0 $=06=T7

2m

_ / p; sin(0) dode + ] /O Ypip; sin(9) - —dbdg

»=06=0 p=—70=%

\m\:\
=
=
3

2m

_ / p; sin(0) dode + ] / Ypip; sin(6) dode

$=06=0 $=—m =0

2 7 /gl/)pipj sin(0) dfd¢

$=06=0

\m\:\
<
=
3

= 2 / Ypip;d°p
Su,p
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As scalars are independent of the chosen basis we have

A(t) =2 ]{ ¥(p,t)pp d°p.
Sup

From (4.2) we see that the diagonal components of A are always nonnegative.

The fourth order tensor A also has certain symmetric properties.

Property 4.10. The fourth order tensor A has 4! = 24 indical symmetries and 15 independent compo-
nents.

Proof. We recall that the components of A are defined as
Aijii = / Ypipiprp d*p.
s

Due to commutivity of scalars, we can permute the four indices as we want, resulting in 4! = 24 permu-
tation symmetries.

To determine the number of independent components we assume that we choose the indices such that
1 < j < k <. This does not result in a loss of generality, as the indices can be permuted in any of the
24 ways. Asi,j,k,1 € {1,2,3}, we introduce two separators | to indicate where in the sequence i, j, k, [
the number increases by one or two. Herewith, the total number of 'positions’ becomes 4+ 2 = 6, where

the two separators can be chosen in < g > = 15 ways. Ergo, the number of independent components

of A is 15. |

To clarify the latter we give some examples. The sequence 1111 is represented by 0000||. The first four
positions, all equal to zero, represent the number of ones. The next position is a separator. If after this
separator we have positions with zeros, they will represent the number of occurences of two. However,
there are not any zero positions after the first separator. Instead, there is another separator implying
the ’jump’ to three. Again, there are no zeros after this separator and thus the sequence has ended. The
sequence 1123 is represented by 00/0|0, and so on. It stands out that the number of possible sequences
is determined by in how many ways the two separators can be chosen in the six positions. Indeed, if
we know the positions of the separators, we know the original sequence. Therefore, the total amount of

possibilities is ( g ) =15.

4.5 Rate equation for the second order tensor

Although we have defined A in Definition there is still no equation available wherefrom A should
be solved. Such an equation is derived by combining Definitions and with (3.8) and (3.12)), as
proven in the following theorem.

Theorem 4.1. The system

p = W-p+&D-p—D:ppp)—CriViny
Y = =V-(py)
implies the relation
A=W .- A-A-W+ED-A+A-D—2A: D)+ 2051 — 3A).

Proof. From Definition [£.1] it follows that
. d
A=— d*p.
7 / Ypp d°p
s
Because the integration domain S is independent of ¢, the derivative and integral can be interchanged

. 0
A= [ —[vpp| dp.
/2
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Since p is in this case the integration variable and thus independent of ¢ we obtain
. 8w
A= | ZZppd®p.
/ ot bpa’p
s
Using the conservation equation for ¢ (3.12)), the latter becomes
A= —/6 - (py)pp &°p.
S

We proceed by introducing a splitting of ((3.8)

p=W - -p+&D-p— D :ppp)—CryViny

=Py =pFT

so that

A=-— / V- ((ps +Prr)d)pp d°p = — / V- (psv)pp d’p — /v - (prry)pp d’p.
S S S

The indices J and FT stand for Jeffery and Folgar-Tucker respectively. We consider the ’'Jeffery’ term
= / V - (psy)pp d’p.
s

Omitting the index J for the sake of notation, V- (psY¥pp) has components

(V- (psvpp))ij > %(ﬁkq/}pipj)
k

Z l af) (Px)Pip; +pkw 0 (pzpj)]

>

> [ O (prpin;
k

pk@/} (pipj )1

from which it follows that

V - (pspp) = V - (Ds0)pp + b - Vpp.

Herewith, the Jeffery term becomes

- / [6'(I>prp) —mw-ﬁpp} d’p
S

Py - Vppdip

— / V - (ps)pp d°p
S

Il
n—

where we used the closedness of S in the latter step to make the integral of the first term on the RHS
vanish. A proof hereof uses a variant of the divergence theorem and spherical coordinates for p. A
formal proof is rather cumbersome and will be omitted. To proceed, we recall Property [2.2] which gives

/ ps-Vppd’p| = / wz lpk (pip; 1 d’p

S ij

/1/) > [k (0kips + Oxpi — 2pipipr)] d°p
P

/¢ > [Bk6kip; + Prokipi — pr2pipipr)) d°p
k

S/w

d*p

Pipj + Pipi — 2Pip; D DrDk
k
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Because p is a unit vector, we have

St (S ) = ) S =0 e =0
k k k k
and thus the last term vanishes, leaving
/ ¥ [pipj + pjpi] d*p
s

Using the Jeffery term p; in component form, we find

/1/1[137:;03' +pipi) d°p = /1/) S Wikpk] + €| D Wikpk] = > [Diapipeni] | | pi
& o ol

k

D Wiepk] + €[ D [Dikprl = > [Drapipwps] | | pi| d°p
k k Kl

Wik, / Ypp; d*p |+ € Z ik / Yprp; d°p|= €Y Dy / Ypiprpip; d°p

k: k.l

+>° ij/MDkPi IpHed Djk/W’kPi d’p|- &> Dy /Wﬁpkpjpi d’p
P % % % ol %

k

Wik / Upkp; €D | D / Ypp; d°p |~ €Y Dy / pipkpip; d°p
5 k 5 kol 5

-> / Uprp; PpWij |+ € / Uprpi *pDyj |- €Y Dy / Ypiprpip; d°p
k% k% ol %

where in the last step the symmetry of D, the antisymmetry of W and commutivity of scalars were
used. This gives rise to the tensor form

W-A-A-W+¢(D-A+A-D-2A:D) (4.6)

which concludes the Jeffery term.

For the ’Folgar-Tucker’ term, we have
[V e = - [ (CiT @)
s s

_ n/v ¥ lno)pp Cp.
S

The factor V In ) has components

and thus
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Using the latter and Properties[2.4] and the Folgar-Tucker term is

Oﬁ/W -(WViny))ppd’p = CW/W - Vi)pp d*p
S S

= COry / (V- Vpp) d’p
S

= Cm/w(2(1—3pp)) d’p
S

= 20r | [udp-1-3 [vppdp
s s
= 2Cry(I -3A) (4.7)
Adding the Jeffery and Folgar-Tucker terms (4.6 and (4.7]), we obtain the rate equation for A
A=W.-A-A-WH+ED-A+A-D—2A: D) +20r%(I — 3A) (4.8)
which conludes the proof. O

Note that for practical injection molding processes, we have that 1 is a function of the space  and thus
A is a function of . The implication has been proven, but the A makes finding a solution impossible.
Deriving a rate equation for A would lead to the introduction of a sixth order tensor. Deriving a rate
equation for the sixth order tensor would lead to the introduction of a eight order tensor, and so on.
Such a strategy is cumbersome and futile. This closure problem can be solved by approximating A as
a function of A. In the literature, several of these closure approximations are available. In particular,
orthotropic closure approximations stand out [I5]. The Wang-O’Gara-Tucker model does not imply a
closure approximation and thus this issue will not be discussed here, but in Chapter [6]
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Chapter 5

Wang-0O’Gara-Tucker model

5.1 Introduction

Although has been widely used in academia and industries, it displays an orientational relaxation
rate that is too fast. Steady state situations are reached too quickly in comparison with experiments.
J. Wang, J.F. O’Gara and C.L. Tucker III have attempted to correct this rate of kinetics, which was
published in 2008 in [I3]. Their model is derived, its objectivity is proven and the equivalent kinetic
theory is constructed.

5.2 Rate equations for the eigenpairs

A straightforward way to slow the dynamics down is demonstrated by the strain reduction factor (SRF)
model [I3]. The RHS of (4.8) is multiplied with a strain reduction factor £ < 1, resulting in

A=k(W-A—A-W+ED-A+A-D—2A:D)—204(I — 3A)).

The argument of using the former is that the fibers are concentrated into clusters that experience less
strain than the bulk. It, however, does not obey the condition of objectivity for time derivatives [8]

AT = QAQ" + QAQ” +QA(QT)

and can thus give different answers in different coordinate systems. Note that the + refers to an observer
O™ different from O, in the sense of the Euclidean transformation

zt=c(t)+ Q) -z, th=t—a

where
c(t) = wg —Q(t)-xy, a= tar — tp.

The Q(t) represents a rotation, the ¢(¢) a translation. This variance under change of basis originates
from the multiplication of W with k, which introduces a variance under rigid body rotation. The SRF
model does not suffice. The notion of objectivity is treated more thoroughly in Section [5.4

The strategy used in [I3] to resolve the issue of the orientational relaxation rate is decomposing the

equation for A into rate equations for the eigenpairs of A, modifying the equation for the eigenvalues

and reassembling the equations for the eigenpairs to obtain a equation for A again.

5.2.1 Rate equation for the eigenvalues

Theorem 5.1. The rate equation (@ for the second order tensor A implies the rate equation
A\j=26(\;D:ejej —eje;: Az D) +207%(1 — 3);)

for the eigenvalues of A.

Proof. We start with the derivation of the rate equation for the eigenvalues. For this, we recall Property
47
A= Z )\ieiei
i

and substitute it in in (4.8). For the LHS we get

A= (Z )\ieiei> = ZXieiei + \ie;e; + \;e;é€;.

1
For the RHS, substitution is trivial. The equation with the spectral expansion used is
Z );ieiei + N\iée; + \;e;e; = Z P\zW cee; — Nee - W+ f()\lD -e;e; + \ee; - D)
i

i
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To obtain separate equations for the rates of change of the eigenvalues, we apply e; - (...) - e; on both
sides of the latter equation. Moreover, we use the properties e; - e; = d;; and e; - €; = 0, where the
latter follows from orthonormality

ejre;=1 = (ej-e)=0 & ¢éj-ej+ei-é,=0 & & e-€é =0

We obtain for the LHS

ej . <Z Xieiei + )\iéiei —+ Aieiéi> . ej = Z |:>;iej cee; - ej —+ /\iej . eZeL . ej —+ /\iej . eiéi . ej
% i
= Z |:>\Z(52]5” + )\ie]‘ . éiéij + )\16”61 . ej

3

= /\.j +)\j6j °éj +)\j6'j -ej

S
For the RHS, we get
6]' . (Z [/\ZW c€;€e; — )\l—eiei . W Z [)\iej . W c€;€; Ej — )\iej c€;€; W . Ej
+£()\7,D €€ + )\ieiei . D) = +£()\Zej . D c€;€; e]- =+ )\Z—ej c€;€; D . Ej)
+20]’}/(1 - 3)\1)6161} - 2§A : D) * €5 +2€]’}/(1 - 3)\1')6]' ce;e; 6]'] - 266]‘ A:D- €;

which simplifies to
Z [(52J (/\Z-ej -W.e,—\e;-W - €; +€(>\iej -D-.e;+ MNe;-D- Ej) +201’7(1 — 3)\,))] — 2§ej A:D- e; =
/\j@j’W'eJ‘*)\jEj'W'€j+§()\j6j'D'€j+)\j6j°D°€j)+2CI;)/(]—73)\j)72€6j'A:D'Ej:
25)\]‘6]' . D . ej —+ 20]’}/(1 — 3)\]) — 256]‘ . A H D . 6]'.

Note that
ej*D-ej=D:eje; N ej-A:D-ej=eje;:A:D

which concludes the derivation of both the left and RHS to get
\j = 26\D:ejej +2C15(1—3),) —2eje; : A: D
2¢ ()\JD teje; —eje; A D) +2Cr(1 - 3)\j) (5.2)

5.2.2 Rate equation for the eigenvectors
Theorem 5.2. The rate equation @ for the second order tensor A implies the rate equation
A2+ A — 441010

éi = W - €; +§ (D H 6162)(621‘61 — 511'62)
Ao — A1
A3+ Ag —4A
42T 22 (D : eses)(dzies — daie3)
Xz — g
A+ A3 —44
+€ ! 3 3131 (D H 6361)((511‘63 — 531'61)
/\1 — )\3

for the eigenvectors of A.
Proof. Recall (5.1)

Z );ieiei + )\Z(ezez + elel) = Z [)\zW c€;€e; — )\ieiei . W + f()\ZD - €;€; —+ )\ieiei . D)

-‘1-20[’7(1 — 3)\i)eiei] —2¢A: D.

We reorder the equation as
Z )\i(éiei + eiéi) = Z [)\zW -e;e; — )\ieiei -W + §()\1D -e;e; + /\ieiei . D)
i i
+2C19(1 = 3\ )eje;] —26A: D — > Niese;. (5.3)

3
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The term ee - W has components
Zeiejo <~ €; ZWjej
J J

and can thus be written as e(W - e) = eW - e. Moreover, with the use of ([5.2)), we can write

Z );ieiei = Z (25 (AZD L e;e; —eqe; A D) + 20]’}/(1 - 3/\1)) €;€;

K2

= Z 26N\ D : e;e e e;] — Z [2¢e;e; : A : Dee;] + Z [2C1H(1 = 3\))e;e;] .

K2 7

Substitution in (5.3) results in the cancellation of the interaction terms and

Z )\i(éiei + eiéi) = Z [Az(W c€e;e; — eiW . ei) + /\Lg(D -e;e; +e;e;- D —-2D: eieieiei)}

—2£ <A :D— Zeiei A Deiei> . (5.4)
The last term can be simplified by writing

A:D= Z Aijlekleiej.

.3,k

where we use the notation ([A]g)ep... = Aap... to emphasize that the components are taken with respect
to basis E. Also

A= g Ajrimejereie, =  ee :A=ee;: E Ajrimejereienm = E Ajrimei€; : ejerejen,.
g,k lm J,k,l,m g,k l,m

Note that

eieiiejer = (€)n(e)y(ej)nler)y =Y (eilnlej)n Y (ei)p(er)y = (ei-e;)(ei - ex) = 5i;0u

n,p n

so that
E Ajuimeie; : ejereiey, = E Ajitmerem.

7,k,l,m lm
Writing

D = Z Djkejek
3k

and taking the left double contraction with e;e; : A gives
ee;:A: D = Z[lmmelem : Z Djkejek
L,m J.k

= § AiiimDjreien : ejey

Jik,lm

= Z AiitmDjk616km

Jk,lm
= g AiijDijk.
gk
Because we can choose the indices arbitrarily, we rewrite the latter as

Z Ajiri Dy
el
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for the sake of clarity in the addition

A:D-— Z eie;: A: Deje; = Z [AijuDrieie;] — Z [AiiDriee;]
' 05,k ikl
= > | DY [AyuDueies] =Y [AuuDueie]
@ J okl k,l

From the latter it is clear that the terms with ¢ = j are cancelled. The terms with

(i,5) € {(1,2),(1,3),(2,1),(2,3), (3,1), (3,2)}

remain. Furthermore, A;ji = Ajip so the remaining terms are

Z [AHMDkl(eleQ + 6261)] + Z [A23lekz(62€3 + 6362 + Z A31lekl (eze; + 6163)]
k,l k.l k,l

If the fourth order orientation tensor is replaced by an orthotropic closure, as explained in Chapter [6]
then all components of A are zero except for Aja12, Aszaz, Asiz; and their symmetric counterparts. This
leaves us with

A:D - Zeiei :A:Deje; = 2(Aia12Dia(eres + eser) + AsgozDos(eses + eses)

+Asz131 D31 (eser + 6163)) . (5.5)

In constructing the rate equation for the eigenvectors, we continue with the assumption that a solution
of the form

éi = Wn - €; (56)

exists, where W,, is unknown. Furthermore, we assume skew or anti symmetry W,, = —W,I'. A skew
symmetrix tensor in an ODE generates a proper orthogonal tensor in the solution, which guarantees
that e; has a constant length and that all e;s remain orthonormal. Again, we use the components with
respect to the principal axes of A and denote them with overbars. We take

0 Wiz —Was
Wn = _Wn12 _0 Wn23
Wzt —Whas 0

and a similar expression for W, without the ns. Note that

W,-er = —Wyises+Wpaies
W,-es = —Wpo3es3+ Wy,i2€e1 (57)
W,-e3 = —Wpzier + Wyazes

and e;-W,, -e,, = (W,,)im. With the latter, we will find the components of W, if possible and construct
a solution of the form (5.6]).

We substitute (5.5), (5.6), (5.7) and

D = E Djkejek
Jik

in (5.4) and take e; - (...) - &,, to obtain expressions for (W,,);,. For the LHS we get

e - (Z Ni(€ie; + eiéi)> ‘€m

Z Aileg- (W, -e)e;i-en+e-e,(Wy-e)-en)

Z [Aie; - (W, cen) + Z [Aie; - e (W, - e;) - en]
Z [/\iel * (Wn * z zm + Z )\ 61[ n ez) em]

= )\mel ° (Wn * em) + /\l(Wn ° el) *€m
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where the factors W, - e,,, and W, - ¢; follow from (5.7). The RHS is rather large and we thus treat
the terms separately.

e (Z (W - ei)ei]> cey = Z ier - (W - e;)e; - en)

% %

= Z [)\iel . (W . el)gzm]

?

= Ane-(W-epn)

e - (Z [Nie; (W - ei)]> ‘e, = Z Nier-e; (W -e;) - en]

?

7

= Z [/\iéil(W . 61‘) . em]

7

= )\l(W . el) c€m

e - Z )‘Z(Z Djkejek) -ee; | -e, = Z [)\Z-Djkel - (ejer - e;e;) - em]
, o

i 1,5,k

= Z [AiD ;106 16im]
ijok
= )\lem

e - Z \ieie; - (Z Djie;er) | -em = Z (AiDjie; - (eie; - ejey) - e
i ik

1,5,k

= Z[/\il_)jk5ij5u5km]
1,5,k

= NDim

e - ZMZ Djiejer) : e;e;eie; | -e, = Z [)\Z-Djkel - (ejey : eje;ee;) - em]
, Py

i 1,5,k

— Z [AiD;jk0;;0ik0i18im]
ik

= MNDubim

= )\mDmm(Slm

In the last term of (5.4)), the kernels
eiez + exeq, eze3 + ezez, eze; + eje3

merely change to
01102m + 02101m, 62103m + 03102m, 03101 + 01103 -

Herewith, the final result is

>\mel * (Wn 'em)+)\l(Wn'el)'em = )\mel * (W'em)+>\l(W’el) 'em+£)\lem+£)‘ZDlm
—26Xm Dy O, — 4£(A1212D12(51l52m + 62101m)
+A2323 D23 (02103 + 031621 ) + A3131D31(03101m + 51103m))
(5.8)

which, in combination with (5.7)), gives us the elements of W,,. We construct W,, via its expansion
W, = > (W)jee,

i,j
= Wn12(6162 - 6261) + Wn23(6263 - 6362) + Wn31(6361 - 6163) (5~9)
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where we used the the skew symmetry of W,,, implying zero diagonal terms and the three independent
elements W12, W23, Wy31. We find the latter by taking (I,m) € {(1,2),(2,3),(3,1)} in (5.8).

Xoer s (Wy-e)+ (W, e1)-ea =

MWtz — AMiWpia =

A= A)Whia =

Wn12 =

Azeg+ (W, -e3)+ (W, -e2)-e5 =

AsWhas — AaWpos =

()\3 - )\2)Wn23 =

Wn23 =

Aes- (W, -e1) +A3(Wy,-e3)-er =

MWist — AsWpa =

(A1 — A3)Wha

Aoer - (W-e) + M (W -e1)-ex+EXDio+ N Dio
=22 D212 — 4€(A1212D12(811622 + 621612)
+A2393D23(821032 + 831022) + Az131 D31 (031612 + 611632))
MaWig — MWig + EXaDig + €A1 D1p — 4€A1212 D12

(A2 = A)Wig + E(A2 + A1 — 4A1212) D1o

A2+ Ay —4A1215 -

Wia +€ N — M Dy

Azez - (W -e3) + Aa(W - e3) - €3+ EA3Das + EAaDag
—2¢A3D33003 — 4€(A1212D12(612023 + 622613)
+A2323Da3(822033 + 032023) + Ag131 D31 (032013 + 612033))
AsWaz — Ao Whas + EX3Dag + X2 Do

—4€ Ags93Da3

(A3 — A2)Whas 4 E(As + A2 — 4A2323) Das

- A3+ Ay — 449303 —
Wn23 + é. 3 )\2 : 2323 D23
3T N2

Asez - (W -e1) + A3(W -e3) - €1 + &N Dy + EA3Day
—2¢A\1D11031 — 4€(A1212D12(613021 + d23011)
+A2323Da3(823031 + 033021) + Ag131 D31 (033011 + 613031))
AsWa1 — AsWay + €N Dy + EX3 D3y — 4€A3131 D3y

(M1 — A3)Wa1 + E(A1 4+ A3 — 443131) Dy

_ A A3 —4A _
Wyar = Wap +E2 A 2131 Dy
A — A3
Herewith, (5.9) becomes
A A —4A _
w, = Wiz +¢ 2 1212 D15 | (e1e2 — ezeq)
Ao — N\
- A3+ Ay — 4A _
+( Whas + 621222 22 Doy | (e2e3 — ezes)
A3 — A
- A+ A3 —4A _
+ | W31 +¢ ! 2 S5 Dy, (ese; —eje3).
Al — A3

Using an expansion similar to (5.9) for W and

D: €;€;

we get

= Dklekel H eiej
K,
= E Dy10i1041
k,l

A2 + A1 — 441210

W +¢

)\2 — )\1 (D H 6162)(6162 — 6261)

Az + Ao — 445393

+£

A3 — Ao
A+ A3 — 443131

(D : eses)(eses — eses)

+¢

AL — A3

(D : 6361)(6381 — 6163)
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which leads to the rate equation for the eigenvectors (5.6)), denoted as

éi = Wn * Ei
Ao+ A —4A
= (wyel2T 2 PL2(D:ejes)(eres — ezen)
Ao — X\
As + Ao —4A
+& 3 2 2323 (D : eze3)(ezes — ezez)
X5 — Ao
Al + A3 —4A
+£ 1 3 3131 (D : 6381)(6361 - 3163) * €
A1 — A3
Ay + Ay —4A
= W.e +¢22T21 212 (D:ejey)(dze1 — 015e5)
Ao — A1
A Ao —4A
128 + A2 22D : eges)(5zies — daie3)
A3 — Ao
A1+ A3 —4A
e 3 3131 (D : eser)(01ie5 — Szier). (5.10)
A1 — A3
L]

Note that for any choice i, always one of the last three terms will vanish.

5.2.3 Equivalence
The system (5.2), (5.10)

N o= 2 ()\zD tee; —e;e; A D) + 20]"}/(1 — 3)\1)
A A\ —4A
e, = W-eg; +§ 2 M 1212 (D : 6162)((52161 — 51i62)
Ao — N\
A3+ Ao — 44
fe2 T2 22 (D : eges)(dzies — dyies)
Az — A2
M+ A3 — 44
pe LT 2131 (D : eser)(d1i€3 — 035€1)
A — A3

is equivalent to (4.8))
A=W-A-A-WH+ED-A+A-D—2A:D)+2C7(I —3A).

The eigenvectors affect the rates of change of the eigenvalues, as they appear in the first two terms of
A;. Similarly, the eigenvalues affect the rates of change of the eigenvectors. The fourth order tensor A
affects both the eigenvalues and the eigenvectors. In contrast, the rotary diffusion term appears only in
the eigenvalue equation, because this term is isotropic.

5.3 Modification and reassembly

In this section we conclude the Wang-O’Gara-Tucker model. The concept is to modify the growth rates
of the eigenvalues of the orientation tensor by an empirical factor 0 < x < 1, but to leave the rate
expressions for the eigenvectors unchanged. The new model is called the reduced strain closure (RSC)
model, for reasons that will become apparent. In cases where both the standard and RSC model are
considered, superscripts RSC and std are used for clarity.

The essence of the RSC model is

)‘\}?SC — Hxitd A éiRSC — éiStd~
Indeed, the growth rates of the eigenvalues are multiplied with a factor £ < 1 and the eigenvectors
remain unchanged. Note that ARSC = 0 < \$'d = 0 so that the steady state values for the eigenvalues,
in case there are any, remain the same. It follows that the steady state values of the eigenvectors, which
depend on the steady state values of the eigenvalues, also remain the same.

To obtain a rate equation for tensor A, we write

ARSC _ Z )\ZRSCeRSCeZRSC _ Z K)\::tdeitde::td _ Astd _ (1 _ li) Z )\itdestde?td. (511)

% %
4 4 i
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The last term can be rewritten using (5.2))

Z ).\z-eiei = Z (25 (>\1D L e;e; —ee; A D) + 20[’}/(1 - 3)\1)) €;e;

%

= 2 Z [\D :eeee; —e;e;: A: De;e;] + QCIf'yZ [e;e; — 3\e;e;].
Introducing, for the sake of notation,
L= Z )\ieie,;eiei A M = Z € e;e;e;

and recalling
I= Z €;€;

we can write

D Aieie; =26(L—M: A): D +2C5(I - 3A). (5.12)

Combining (5.11)), (5.12)) and (4.8) gives

ARSC — W.A-A-W4+ED-A+A-D—2A:D)+205(I —3A)

—(1—k) (26(L—M:A): D+ 2C15(I —3A))

W-A—A-W+ED-A+A-D—-2A+(1—r)(L—M:A)]:D}+2:C5(I —3A)
(5.13)

Equation is the primary result of [13]. Comparing with we see two differences. We
see that the diffusion term is multiplied with a scalar factor k < 1. Herewith, the amount of rotary
diffusion decreases, making the inclination to a random orientation state smaller. The other difference
is that the closure term A is replaced with

A+(1—-kr)(L-M:A).

Herein, the x serves as a decrease of the elements of A, inducing a decrease in the effect of the strain
term
(A+(1-r)(L-M:A)):D

on the orientation. Herein lies the origin of the name RSC for the model.

When using a closure approximation for A, it depends on A and is thus calculated for every time
step and will display slow kinetics that match those of A.

5.4 Objectivity

Now that we have formulated the RSC model, it is important to check if it is objective. To formulate
objectivity, or invariance under change of basis, or frame indifferent, we recall some notions [§].

The description of a physical process is related directly to the choice of an observer, which we de-
note by O. An arbirarily chosen observer in three dimensional Euclidean space and in time is equipped
to measure

1. relative positions of points in space, with a ruler, and
2. instants of time, with a clock.

An event is noticed by an observer in terms of position, place &, and time ¢.

Consider two arbitrary events in the Euclidean space characterized by the pairs (xo,t9) and (x,t).
We assume that (xg,tg) is 'frozen’ as long as the event (x,t) occurs. An observer records that the pair
of points in space is seperated by the distance | — x|, and that the time interval, or lapse, between the
events under observation is t —to. In the following we let the pairs (o, %) and (z,t) map to (z,tJ) and
(¥, tT) so that both the distance | —xg| and ¢t —tq are preserved, confer Figure A spatial mapping
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(x,) (x*,tt)
. Q
Distance: |x — xo| S— [xT —x§| = |x — xo
Time interval: t — tg tt— tf{ =t—1g
Xo, to
( ) ) (xa—, t0+)

Figure 5.1: map of two points preserving distance and time interval.

that satisfies the requirements above may be represented by the time dependent transformation
zt -zl =Q@1) - (x — =) (5.14)

where @ a proper orthogonal tensor, so Q~! = QT and det(Q) = 1. For our convenience, we rewrite

as
zt=ct)+ Q) -z, tT=t—a (5.15)

where
c(t) = wg -Q(t)-xy, a= tar —to.

Relation (5.15) is often referred to as an Euclidean transformation and it denotes the most general time
dependent change of observer from O to O.

In order to describe a physical process in the three dimensional Euclidean space and on the real time
axis we assign to each of the observers O and OV, a rectangular Cartesian coordinate system, charac-
terized by the bases {e;} and {e]} respectively. Hence, any points & and * may be represented by
the position vectors x = Y. x;e; and &+ = Y,z e;". The shift in time scale between the observers
remain t* =t + . Furthermore, we identify Q(t) as the relative rotation of the reference frames of the

observers, so e] = Q(t) - e;.

The condition for objectivity for a vector is constructed as follows. Consider two arbitrary points
of a continuum body identified by their position vectors & and y at time ¢. The events (x,t) and (y, t)
are recorded by an observer O with the reference frame {e;}. A second observer O" with the reference
frame {e; } records the same events at the associated points &+ and y* at time ¢*. Then for the vectors
u=x—yand ut =T — y* we have the relation

u' =2t -y =(ct) + Q1) ) — (c(t) + Q) - y) = Q(t) - u.

A vector is thus objective is we have
ut =Q(t) - u. (5.16)

For higher order tensors constructed as dyads, the condition extends to

(g ... u,) " = (Q - u1)(Q - uz)...(Q-uy). (5.17)
In particular, for a second order tensor A = ujus we have
AT = (wug)t = (Q-u)(Q u2) = (Q-wi)(u2- Q") =Q-A-QT. (5.18)

Using the chain rule, it follows that for a time derivative to be objective we must have
At=Q-A-QT=Q-A-Q"+Q-A-Q"+Q-A-QT (5.19)

where we used the bar to emphasize whereof the time derivative is taken. This is the condition that
must hold for ((5.13]) to be objective.

Theorem 5.3. The RSC equation is objective.
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Proof. When we move the vorticity terms on the RHS of (5.13)) to the LHS, the LHS becomes

A=ARC _wW.A+ AW (5.20)

The latter is known as the Jaumann derivative, or Jaumann-Zaremba rate or co-rotational rate. A
rather trivial, but cumbersome proof exists that (5.20]) is objective [8]. We will omit such a proof. It
remains to prove the objectivity of the remaining terms on the RHS of ([5.13])

§D-A+A-D—2[A+(1—r)(L—-M:A)]: D} +2:Cr4(I — 3A).

With the existence of a spectral decomposition of A proven in Property [£.7] the proof of the objectivity
of the tensors A and D is rather simple. We can write A as

A= Z )\Z-eiei.

Considering tensor A from two different observers O and O we have

AT = YN N)ef (el (1)

= Do NHQW) - exHQ(1) - ex(t)

Z N(H)Q(t) - eit)e(t) - Q(t)

Q(t) - <Z Az'(t)ez'(t)ei(lﬁ)> Q(1)
= Q)- A1) - Q).
Note that as D and I are also symmetric, thus also have a spectral decomposition and are objective.
From the property Q7 = Q! it follows that
(D-AT=D"- AT=Q-D-Q" - Q-A-Q"=Q-D-Q'-Q-A-Q"=Q-D-A-Q"
so that the product D - A is objective. The proof of the objectivity of A - D is similar.

For A : D we have

AV DY = N AL TR Y DL

0,9kl

= Z A:rjlelJlrcf;rf;r

DGkl

= Z AijuDi@Q - £:Q - f;
igkl

= Z AijuDuQ - fif; - QT
WGkl

= Q-A:D.Q".

The former does not only hold for A double contracted with D, but for any fourth order tensor double
contracted with D. Thus also for (L — M : A) : D. This concludes the proof. O

5.5 Equivalent kinetic theory

The RSC model is developed at the level of the moment tensor equation. In contrast, most other
models are initially developed at the level of kinetic theory. Kinetic theories contain explicit expressions
for the fiber motion and provide a Fokker-Planck equation that can be solved for 1. These solutions
are much more expensive to compute than solutions to the moment tensor equation, so moment tensor
equations are typically used in the process modeling. However, moment tensor equations always require
a closure approximation, while kinetic theories do not. Thus, kinetic theory equations provide important
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information for the formation and testing of closure approximations.

It is interesting to ask if there is a kinetic theory that corresponds to the RSC model . Find-
ing such an extended kinetic theory would give more insight in how the kinetics are slowed down. It
appears that the new RSC terms can not be reproduced by an additional term for fiber orientstion p,
nor by an additional rotary diffusion term [I3]. Adding an additional flux density g does the job, as
proved in Theorem This flux is added to the fluxes due to Jeffery motion and rotary diffusion, so
the continuity equation is modified to read

b=-V-Up+q). (5.21)
where, again, the ~ emphasizes the presence of the constraint ||pl||2 = 1.

Because q is a 'flux of probability’ on the unit sphere, three requirements have to be met.

1. The flux vector is always tangent to the surface of the unit sphere, since this is the direction in
which fibers ’enter’ and ’leave’ a infinitesimal surface dS on the unit sphere. Thus, we must have

q-p=0.
2. If the sign of p changes, then the sign of g changes according to

(I|fp: —qlp-

One can think of this as a vector p with a vector q attached to its end on the unit sphere, making
a 180[°] rotation in the plane containing p, so that both vectors get opposite directions, confer

Figure [5.2

Figure 5.2: change of g under change of sign of p.

3. Eigenvectors are determined up to a constant. Normalized eigenvectors or unit eigenvectors are
thus determined up to their sign. The flux vector should be invariant under the change of this
particular sign, so

ql-e, = 4le, Vi,p.

These three constraints for q restrict the space from which g can be chosen. Nevertheless, the flux
vector q is certainly not determined uniquely. A suitable form is

q= Zﬁi(ei -p)(ei — (ei-p)p), (5.22)

where the scalar coefficients 3; are yet to be determined. Note that (5.22)) suffices to the three constraints.
The proof the latter is trivial. Flux vector q is, in this case, chosen such that it ’draws’ fibers toward,
or 'pushes’ them away from, the eigenvectors e; of A. This is done with ’strength’

Bie; « p = Bil|eil|2||p||2 cos @ = B; cos b
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in the direction
e; — (ei-p)p

which points from vector (e; - p)p to e;. Here, 8 is the angle between vectors e; and p.

In the following theorem, the coefficients 8; and equivalent kinetic theory are derived.

Theorem 5.4. The kinetic theory

v = -V-Wp+aq) )
p = W-p+&D-p—-D:ppp)—CryVIny
q = > Bi(eiei-p—eie; : ppp)
5(1 — k) .
B = —T[f()\lD ree; —ee; A D) + C]’}/(l - 3/\1)] (523)

implies the relation
ARSC — W.A-A W+ED-A+A-D-2[A+(1—r)(L—-M:A)]:D}+2:Cr5(I — 3A).
Proof. We consider (5.21)) and take the right tensor product with p twice and integrate it over the unit
sphere
/ Jppd’p = / ~V - (¢p+q) ppd’p
s S

The LHS and first term on the RHS have already been proven to be equivalent with the Folgar-Tucker
tensor model (4.8)) in Section This leaves us to consider only the term containing g on the RHS.

Because we have (5.11)), it follows that

/—(6 - q)ppd’p = —(1— k) Y _ Ajtei et (5.24)
5 [

The LHS can be rewritten as follows. Consider the components

- d
(V-(app))ij ; Tm(qkpipj)

0
_aT)k(Qk)Pipj_ + ;

0
aipk(Qk)pipj + ) [ar(0kpi + Sikp; — 2pipipr)]
k

Qki (Pipj)]

Opx

)
——(q)pip; | + aipi + Gpj — 2Pip; Y Qb

| 0P ] %

1o}
aT)k(Qk)Pipj + q;p; + qip;

|
- - - -

where we used, in order, the product rule, Property and q - p = 0. This results in

V-(gpp) = V-(q)pp+pq+aqp
~V-(q@pp = —V-(gpp)+qp+pq
/*V~'(q)ppd2p = */V~-(qpp)d2p+/(qp+pq)d2p
S S S
—(1=r) Y Aetdes® = [(qp+pq)d’p.
¢ S

In the third step we used the closedness of S.
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Filling in (5.22)) in the RHS of the latter integral gives

/ [(Z Bi(eie;-p—ee;: PPP)) p+p (Z Bi(eiei - p — eie; : ppp))] d’p =
s ‘ '

7

> B / [eiei - pp — ee; : pppp + peie; - p — pe;e; : ppp) d°p.
i s

Note that

peie; -p =pe;(e; - p) = ple; - ple; = p(p - e;)e; = pp - e;e;
and

pe;e; : ppp = p(e;e; : pp)p = (€;€; : pp)pp = €;€; : pppp

so that the integral becomes
561 [ lesei - pp+ pp- exes — 2eie:  pppp] . (5.25)
is

The eigenvectors e; are independent of S. Herewith, the eigenvectors can be taken out of the integrals
and we get the integrals

/ ppd’p A / ppppd’p.
S S

Using generalized coordinates, the former is calculated to take the value 4{1 . The latter integral is
harder to solve. We note that

4
> e / ppppd’p = / > (ei-p)’ppd’p = / ppd’p = —-I.
i S S A

S

Say we assume that the components have a part dependent of e; and a part independent of e;

e;e; : /ppppdzp = ol + Be;e;. (5.26)
s

Thus, to solve the fourth order integral, we need two equations for the two unknowns a and 8. The
first equation is found by recalling the sum over ¢

Z [OéI+ 561'61'} = Zeiei : /ppppd2p

‘ 5
Z [l + Be;e;] = %I
3al + f3 Z ee = 4%[
Ba+ /I = %”I
3a+p = 4—7T

3
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The second equation stems from taking the left or right double contraction with e;e;,

eie;: | ee;: /pppdep eie; : (ol + fBe;e;)

S

/eiei : (eje; : pppp)d°p = aeje;: I+ Pee; : ee;
5

/(ei p)'d’p = oaeie;: Zejej +8
J

s
/p?d2p = a+8 Wi
s

//cos4(0)sin9d0d¢ = a+p
$=006=0
1 5 T
21 |——=cos’ 0 = a+p
5 =0
4m

E = a+ 5.

where we chose p; = ps = cos 6 and recall the Jacobian for spherical coordinates J = sinf. This results
in

A7 87
(o, B) = (ﬁ? TB)
Apparently assumption (5.26|) was sufficient to determine the unique integral
8T
i€ : d’p = *I i€i
e;e /PPPP P=15 +15ee

S
making (5.25)

47 4 47 8
ieieir I+ ——I-ee —2(—-1+-cee).
;ﬁee 3 +3 e;e (15 +15ee)

Noting that

€;e; - I= €;€e; - E €;€; = €; E 51'3'6]‘ = €;€; AN I- e;e; — E €;€; cee; = E ej5ijel- = €;€;
J J

J J
we get

Z Bz 36162 - )
Getting back to (5.24]), we get
Zﬁz (Beie; —I) = —(1—r) Z/\Stde e;

8 . 8w
2% 3. 1— std e — — BT =
E < 7 Bi + ( K)A; ) e;e; 1561 (0]

i

(Z (85751 +(1— K)).\?d) ee; — ?gﬁﬂ) rejej = O

i

8%5]' (1—r)ASH — Z/BzZekek eje;, = O
T+ (- mig - Zﬂz = 0

leading to
5

Bi = 8

—(k—1)A5 + Z Bi (5.27)
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Summing over j we get

5 - ;(m—wzj}?ui;ﬁi
(1)2/3] = YA

J

Y8 = gl xe
J J
DB =0

J

where we used Property for the sum of eigenvalues of A. Equation (5.27)) becomes

5
. - )\std - E :
B 871'( 1 &
5 jstd
5 .
= 87(,% —1)[26 (\;D : ejej —eje; : A: D)+ 2C1%(1 — 3)))]
5(1 — k) .
= —T[f (AD :eje; —eje; s A: D)+ Cri(l — 3X;)] (5.28)
which concludes the proof of the equivalence of the kinetic theory and moment tensor form. O

Interpreting this physically, each §; denotes the rate at which fibers are attracted to, or repelled from,
the corresponding eigenvector e;. The \;D : e;e; term on the RHS of shows that fibers are
being repelled from eigenvectors along which the stretching rate D : e;e; is positive, and attracted to
eigenvectors along which the stretching rate is negative. This slows the growth rates of the eigenvalues by
partially counteracting the Jefferey term, which rotates fibers towards directions of positive stretching.
One can regard this as the main kinetic effect of the RSC model, with the A : D term serving to preserve

tr (A) = 1. The effect of the rotary diffusion term is also partially counteracted, by the term containing
Cr.
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5. Wang-O’Gara-Tucker model
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Chapter 6
Closure approximations

6.1 Introduction

At this point, attempting to solve the derived RSC model is futile. The cause hereof is the fact that
the RSC model is, at least not yet, closed. The fourth order tensor A is the origin of this closure
problem. In this chapter, this closure problem is considered and solved by the use of so-called closure
approximations or closure in short. The main focus lies on the, in the literature dominating, orthotropic
closure approximations. The fundamentals behind the closures are discussed.

6.2 The closure problem

To solve the rate equation for A
A=W - A—A-W+D-A+A-D—-2A+(1—k)(L—-M:A):D}+2:Cr5(I —3A)

we first need to determine A as defined by Definition |4.2

A= / Ypppp d*p.
S

Deriving a rate equation for A in an attempt to solve A would lead to the introduction of a sixth order
tensor. Deriving a rate equation for the sixth order tensor would lead to the introduction of an eight
order tensor. This sequence goes to infinity and thus, the equation can not be closed by such an ap-
proach. This is called the closure problem.

The sequence of orientation tensors essentially represents the coefficients in a series expansion of
in terms of Legendre polynomials [15] [10]. Thus A and A contain only partial information about .
An attempt to reconstruct the missing information comes in the form of a closure approximation, or
closure in short. In our case, we make an attempt to reconstruct the missing information with A. In
other words, we approximate A in terms of A.

A variety of forms has been proposed to approximate A in terms of A. The majority works well
only for specific flows but not for all flows. Exceptions are the class of orthotropic and natural closures.
Our focus will be on the former.

6.3 Quadratic closure

For the sake of simplicity, we start with the treatment of the quadractic closure (QC). It was introduced
by E.J. Hinch and L.G. Leal in 1976. It is formulated as

A= AA. (6.1)

No physical or mathematical arguments have been used in its construction. Nonetheless, it results in
an approximation of A that is able to follow the tendency of the real A. In addition, we have for an
alternative observer OF

%

+ A+ _ + o+t + 4+
ATA = (Z/\% e; ei> Z)\jejej
J

_ +yt ot ot o+ o+
= E A )\j e e ee;
,J

= D) ANNQ-eQ-eQ-e;Q ¢,
,J
which, because of the distributive property of the tensor product, can be written in the form (5.17)) and
is thus objective.

The quadratic closure is easy to implement, computed efficiently and thus provides a good check for
programs.
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6.4 Orthotropic closures

6.4.1 Orthotropy

With approximating A in terms of A, we are looking for a relation

IF : A=TF(A).
A wvalid closure should be objective, which requires F to take all of its directional information from A.
To explain the name orthotropic closure we introduce the definition of orthotropy.

Definition 6.1. Orthotropy is a geometric property specifying the state of having three orthogonal
symmetry axes or alternately three orthogonal planes of symmetry.

Recalling Property tensor A has three orthogonal eigenvectors. As it is required that F takes all of
its directional information from A, F must have the same principal axes as A. The principal axes are
in this case orthogonal and thus F has three orthogonal symmetry axes. Hence the name orthotropic
closure.

6.4.2 Reduction of degrees of freedom

For determining F, we are interested in how many degrees of freedom (DOF') we have to describe. Tensor
A € R3X3x3%3 and thus has 3* = 81 DOFs. Recalling Definition the components of A are

Ajjr = / Ypip;pepr d°p.
S

Due to the commutivity of scalars, A has 4! = 24 symmetries. The sequence ijkl can thus be ordered
in twentyfour ways. These symmetries reduce the #DOF. Say we first consider the two symmetries

Aijit = Ajirt = Asji.-

Considering the pairs (i,5) and (k,!) that are subjected to swapping, there are for each pair six unique
combinations and thus 6 - 6 = 36 for A. Using the Voigt index notation conform Table we replace

Aijkl = Amn~
When we denote A with respect to the principal axes, many elements are equal to zero

Al Az Az 0 0 0

A Az Agz 0 0 0

Asi Aszs Asz 0 0 0
0 0 0 Ay 0 0
0 0 0 0 Asp; O
0 0 0 0 0 A66

-l
Il

(6.2)

where the ~ emphasizes the principal basis. This leaves us with twelve DOFs. Recalling the symmetry
Al = Apj it follows that A,,, = A, which gives the upper triangular part of (6.2) including the
diagonal and thus nine DOFs. The symmetries

Aijit = Arkjit = Aijri = Aikji = Aiiij

give us
Ara=Ags AN Axz=Ay AN Aiz=As

reducing the #DOF to six. Furthermore
> Aire = / bpip;pepk d°p = / Ypip; Y vy d’p = / Ypip; d*p = Ay
k k% 5 k 5
SO

ZAllkk = Ai111 + Ario2 + Arisz = A + Ara + Aig = Aip + Ass + Ass = A
k

Z Agorr, = Asa11 + Agaoo + Azazs = Aot + Asa + Agg = Ags + Aoa + Agg = Ao
k

Z Asspr = Assin + Asszoo + Assss = Az + Aso + Ags = Ass + Agg + Ass = Ass
k
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reducing the #DOF to three. In the principal axes form (6.2]) this leaves us with

A1 =Fi1(A)
Agz = Fa2(A)
A3z = F33(A)

and thus three functions F;; to construct, to approximate A as good as possible. Tensor A is completely
determined by its eigenpairs (A;, e;). Due to Property we have a dependence between the eigenvalues
and thus knowing two of them is sufficient to determine all the eigenvalues. Say we choose A1 and A5 for
this. Furthermore, the F;; are already in the principal axes form. With these arguments, we can state

Air = Fi1(A1, A2)

Agz = Faa(A1, A2)

Azz = F33(\1, A2) (6.3)
or _

~ A1

F()\1,/\2) = /:\22

As3

in short.

6.4.3 Domain of the eigenvalues
Recalling Property [4.8| we have

> =1

%

Say we choose the numbering of the eigenvalues such that
A1 > A2 > As. (6.4)

Since this numbering (6.4)) is arbitrary, it does not imply a loss of generality. We construct a domain for
A1 and Ag, confer Figure The green region represents (6.4). The corners and edges of this region

0.9 NN i b v v
205kt 5 o
)[R W I

Oa.?\?:;OE.aian
0 010203040506070809
At

Figure 6.1: feasible area for the eigenvalues.

have significant physical meaning. The point labeled U corresponds to uniaxial orientation, where all
fibers are aligned in a single direction, parallel to e;. Point B contains all biaxial orientation states,
where fibers are evenly divided between to perpendicular axes, in this case e; and e;. Random-in-
plane orientation, with fibers evenly distributed in the e; — es plane, also falls on point B. Point
T corresponds to triaxial orientation, with fibers equally divided among all three coordinate axes.
Isotropic, or random-in-space, orientation also falls on point T. In addition, the edge BU contains all
planar orientation states, where A3 = 0 and all the fibers lie in the e; — e plane. The edges TU and T'B
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contain all of the transversely isotropic states, where the orientation is cylindrically symmetrixc about
a single axis. Along T'U, the axis of symmetry is e; and the dominant orientation is parallel to that
axis, while along T'B the symmetry axis is eg and the dominant orientation is normal to the axis.

6.4.4 Orthotropic smooth closure

One way to form an orthotropic closure is to choose specific values for the three functions at fixed
points in Figure [6.1] and interpolate between them for all the remaining points of the domain. One
simple choice is to fix values at the corner points U, B and T and use linear interpolation over the
interior of the shaded triangle. This particular case will be explained below.

We consider point U defined by (A1, A2, A3) = (1,0,0) which represents the state of uniaxial orientation,
where all fibers are aligned in a single direction, namely parallel to e;. Using spherical coordinates with
unit radius, direction e; corresponds with (6, ¢) = (5,0) which gives rise to the PDF

Yu(0,0) = 6(0 — 5)0(¢)

T
2
where § is the Dirac delta function. Note that the integral of ¥y over the surface of the unit sphere S
is equal to one. It follows that

0l
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or

Ani Ll
Ay | =10 | =Fy
A33 0

in short. Note that the latter gives the only possible fourth order tensor at point U, due to the unique-
ness of the state. In contrast, there are many possible sets of (A11, Aga, Asz) for points B and T, as they
certainly do not imply unique states.

We consider point B defined by (A1, A2, A3) = (%, %,O) which represents all biaxial orientation states,
where fibers are evenly divided between to perpendicular axes, in this case e; and e;. Random-in-
plane orientation, with fibers evenly distributed in the e; — es plane, also falls on point B. The latter
corresponds with the PDF
1 s
0,¢) = —0(0 — ).
wB( ) ¢) o1 ( 2 )
The latter implies, in a similar manner as for point U, that
A
Ay | =
As3

O oolwoolw
I
-
syl

We consider point T' defined by (A1, A2, A3) = (%, %, %) which represents triaxial orientation, with fibers
equally divided among all three coordinate axes. Isotropic, or random-in-space, orientation also falls on

point T'. The latter implies

Yr(0,6) = -
m
giving rise to
A %
A | = H =Fr
As3 5

Using linear interpolation, we can define F on the rest of the domain. Say
with
Flo =Fy+F, =Fy
_ _ 1 1_ _
Flg=Fy+ =-F, + -F;=F
|B o+ oht + or2 B
Flr=Fot oFi+ SFy—F
r=Fotghit+ g =Fr.
These nine equations for nine unknowns determine
F()\l, )\2) = (—2?3 + 3|ET) + )\1(|EU + QFB — 3|ET) + AQ(_FU + 4?3 — 3|ET) (65)
as a common form, and explicitely

i —0.15 + 1.15A; — 0.1),
F(AL, o) = | —0.15 4015\ + 0.9, (6.6)
0.6 — 0.6A1 — 0.6),

which is called the orthotropic smooth closure (OSC).

6.4.5 Fitted closures

As mentioned before, the orientation tensors are essentially the coefficients in a series expansion of
in terms of Legendre polynomials, so A contains only partial information about . Any closure is an
attempt to reconstruct the higher order information [I5] [10]. In this reconstruction the fiber orientation
problem presents the oppurtunity to calculate ¢ for specific flow histories. It would be prohibitively
expensive to calculate 1 for every point in an injection molded part, but it is certainly possible to
calculate v for a single material point in a few well defined flow fields. The fourth order components
calculated this way can be used to form a closure in the same manner that the values U, B and T were
used in the previous section. This is the basis of the orthotropic fitted closures (OFC). In this approach
the closure is chosen to match the fourth order tensor values that are generated by the dynamics of fiber
orientation. In effect, the closure is 'tuned’ to a particular fiber orientation model.

The procedure for setting up an orthotropic fitted closure is as follows.
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1. Analyze the flow field. What kind of effects are the fibers expected to be subjected to? Shear,
elongation, compression? In what ratio’s? Is there a dominating effect?

2. Choose homogeneous flow fields that suit the expected effects.
3. Choose a parameter set.

4. Find the solution of ([5.23)) for each of the chosen homogeneous flow fields, preferrably for the
chosen parameter set.

5. Choose an interpolation function. It depends how many points of the ’exact’ solution of A you
need to calculate to obtain the coefficients in the interpolation function.

6. Choose a set of points in the green domain of Figure where the exact A should be calculated.
These points will determine the coefficients in the chosen interpolation function.

7. Calculate the values of the corresponding fourth order tensor A at the chosen points.

8. Determine the coefficients of the interpolation function, such that the difference between the exact
solution and the approximation is mininmal in some norm.

This concludes the construction of an orthotropic fitted closure. The QC, OSC and OFC will be used
in Part [[] to compare the approximations with the exact solutions.
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Chapter 7

The Fokker-Planck equation

7.1 Introduction

As mentioned before, the analysis of the equation for the PDF was somewhat postponed so that the final
form can be analyzed thoroughly in coincidence with the construction of solution strategy. In Section
7.2] we interpret the system of equations. We check if the system conserves the intrinsic properties of
the PDF. In Section we make the system dimensionless to gain more information on the character
of the system. Subsequently, we construct a numerical scheme to solve the system in Section We
discretize in both space and time and check if the properties of the PDF are conserved by the scheme.
Initial and boundary conditions are formulated to close the system. We do a modified equation analysis
to obtain the local truncation error (LTE) and its character. Stability analysis completes the conditions
for convergence of the numerical solution to the exact solution.

7.2 Interpretation

We recall the system of equations (|5.23))

v o= -V-(p+a) )
p = W-:p+&D-p—D:ppp)—CryViny
q = > Bilee -p—epe : ppp)
1
5(1 — k) .
B = —T[f()\lD tee—ee A D)+ C]’y(l — 3/\1)] (7.1)

and Definition System ([7.1)) solves the PDF ¢, which ’lives’ on the surface of the unit sphere, also
denoted with S, and takes values in {R*T UO0}. In notation, 1 : S x R — R* U0. By definition, the PDF
has to suffice to certain conditions, as mentioned in Definition We recall

Vp.t (p.t) >0 A Vi ;Wp,t)d?p:l A Vpt (et =v(-pt).  (7.2)
S

The condition

vpv 3 ¢(P, t) = ql)(_pv t)
stems from the fact that it does not matter for the probability density which end of a fiber is the head
and which is the tail. The condition should be a property inherent to (7.1)).

Property 7.1. The system satisfies

Proof. We recall 3
_ )
V=
so that
p=—-p = V:=-V.
Herewith,
pl-pt) = W-—p+&D-—p—D:(-p)(-p)(-p)) — Cry —VIny(-p,1)
= —(W-p+&(D-p—D:ppp) - CryViny(-p,t))
so that
Li(pt) = (V) (@ OP(p.1) +al(-p.1)
Litpt) = - (v(pt) (~(W-p+eD-p—D:ppp) ~ AV I(-p.1) (p) ~ alp))

Y = —-V-Wp+aq)
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where in the last line we merely supressed the arguments to emphasize that the PDE remains the same.
We conclude that ([7.1]); indeed satisfies ((7.3) and is thus invariant under the labeling of the ends. [

Property 7.2. The system satisfies
fowoap=1 (7.4)
s

provided that g is such that

§ vodp =1
s
Proof. Condition (7.4) holds by Definition Integrating (7.1)); over its complete domain gives

f&d% = Z{—? - (Yp+q)d’p

S

i [,
af@dp

S

0

where the latter follows immediately from the closedness of S. Hence, the quantity fs d%p does not
change with time. If the initial density g is such that fs od?p = 1, it remains at one. O

Note that Property [7.2]is equivalent with
vt P(PeS,t)=1,

which simply states that a fiber must have a direction at any time t. If a fiber is not probable to a
have direction represented by S C S, it is probable to have a direction represented by the complement

’

(S)¢ = S\S and taking all possible directions into account sums up to a probability equal to one.

The condition
>0 (7.5)

stems from the notion of probability in the sense that probability is defined to be € [0;1] and thus
nonnegative, so

vs't P(PeSt)>0.

A proof of the inherence of (7.5)) to (7.1) in the general sense is cumbersome and will be omitted. In
the particular case that D, = 0,k = 1, the proof is managable.

Property 7.3. The solution of with D, = 0,k = 1 is nonnegative, provided that Vg > 0 every-
where.

Proof. Consider

v = V- (vpy)
p; = W-p+&(D-p- D :ppp)
and write
Y = —V-(¢py)

—psVY — YV - py
= —p;VY +¢ED : pp.

In the last term on the RHS we, recalling Subsection [3.2.2] recognize D : pp = K : pp = %FC, a
measure for the internal stress of the fiber. If the flow field depends on time ¢, then so does this term.

Say we consider p along an observer moving in time, or characteristic, then p = p(pg,t) so that
all quantities dependent of p become dependent of py and t. The PDE can be rewritten as

dp _ 0y Oy Op _ N s —¢D
so that )
¢ [ D()dt :p(t)p(t)

¥(p(t),t) = ¥(po, to)e =0
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if D depends on time. If this is not the case, the latter simplifies to

b(p(t), 1) = P(po, to)etPPHPO(t0),

As it is given that 1y > 0 everywhere and an exponential is never negative, the solution 1 is nonnegative
for all choices pg,t. In notation,

vaat L/)(pOyt) > 0

which concludes the proof. O
If q = 07 " 1

==V (Yp+aq)
is a three dimensional Fokker-Planck equation, which is very similar to an advection-diffusion equation.
A Fokker-Planck equation has the form

g—i 9 dX( )+iiD2( o 7o)
6t o i1 5xl 7 L1,L2y..., TN agjj ij r1,X2,..., TN )

j=1

where d! is called the drift vector and D? the diffusion tensor. The latter results from the presence of
stochastic force, which is different from the advection-diffusion equation. The other difference is that
the (7.6]) form contains mixed derivatives, whereas the advection-diffusion equation does not.

Integration over S c S and using the divergence theorem makes the occurence of convection induced
by a flux out of S even more clear:

G [on=[idp—— [V @praip—- [wp+a-ndp. (1.7
s’ s’ s’ c’

Note that this form was originally the concept wherefrom ([7.1)); was derived in Subsection m

The change of the variable ¢ in time at a position p € S depends on what the initial state of ¢ at
this position was and how the convection of i) has behaved there, after the initial state. The rate of
convection is determined by p and %. Considering the simplified case that C; = 0 A k = 1, hence no
FFI or additional rotation counteraction, the convection is determined by

p=W . .p+{D-p— D :ppp)

and thus only by the rotation induced by the lift and drag (LD) of the flow field v on the fibers.
Alternatively, one could say by the change of the velocity field in space, Vv. Adding the FFI term
Vg = ~ gy,
G

when C7 # 0, to p makes the convection of ¥ dependent on 1 itself. Considering an orientation p,
the local convection will be large if ¢ is small, ¥(p,t) < 1, and its surroundings take larger values,
ie. 61/}(1), t) > 0. The local convection will be small if ¢ takes large values, (p,t) > 1, and its
surroundings take smaller values, so 61/1(1), t) < 0. Note that the sign of the FFI is the opposite of
the convection stemming from the flow field. Therefore, these two types of convection counteract each
other. By writing

b = -V-@Wp+aq)
-V (w(W-p+€(D-p—D=ppp))—0ﬂ6w+q)

one can alternatively consider the —C4V term as convection of V1 or diffusion of ¢ instead of con-
vection of .

Interpreting the convection of (7.1)s in combination with (7.1))y when x # 1 was already done in
Section [5.5] In addition, we recall that it merely stems from decreasing the eigenvalues of

A= / Yppd’p
S

to slow down the kinetics, as derived in Sections and Therefore, this term also counteracts the
LD induced rotation.
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7.3 Dimensional analysis
For the dimensional analysis of ([7.1); we first consider ([7.1])-
p=W-p+&D-p—D:ppp)— CryVini. (7.8)

The dimensions of p, W, D,% are [1]. The rest of the dimensions is [1]. The dimension [1] in the
beforementioned variables and parameters all stem from the strain and shear rates E and G respectively.
These rates determine the ’strength’ of K and it is thus interesting to scale the equation to this strength.
However, this strength, represented by <, is not uniquely determined, as mentioned in Subsection [3.3.1
Alternatively, we describe the strength of K with the sum of the absolute values of the elements of K:

1,J

in [1]. Introducing

. Ip l1op _p - W - D . %
P tm) maot m’ m’ m T m
equation ([7.8) divided by m becomes
p=W-p+{D-p—D:ppp)— C/AVIny. (7.10)
The scaling also forces (|7.1); to be scaled with m. Introducing
I(tm) maot m’ 1=
we obtain _ R
Y=-V-Wp+q). (7.11)
For the sake of notation, we shall omit the bars in the rest of the report.
7.4 Numerical approach
7.4.1 Discretization in space
The Fokker-Planck equation for ¢ (7.1)); is
Y=V (yp+q) (7.12)

or with p written out and x =1 (3.14))

i 0% D, 0% Oy cos T n
Y = Drw Singew—l-ae(l)rsing—/\ K* 16,09 — )\ K.6T59>
L oY g, T )
+sinaaTz> (-A"K":6,65 — ANTK :6,6,) +¥(3\K : 6,6,). (7.13)

The latter is a PDE linear in 1, where 9 is a function of the three variables 6, ¢ and ¢. The additional
flux

q = Y Pilee-p—ee :ppp) (7.14)
.

B = —%[f()\lD tee; —ee; Az D) + C]’ﬂ/(l — 3)\1)] (7.15)

however, makes the PDE more difficult. It is a function of ¢ in the sense that (A;, e;) are the eigenpairs
of

A= / Yppd°p
s
and that it contains the fourth order tensor

A= / Vppppd’p.
S
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The eigenvalues A; can be expressed explicitely and nonlinearly in terms of A, which in turn can be
expressed in terms of ¢. This is also possible for the eigenvectors [5]. Doing so is rather cumbersome.
The nonlinearities ask for an explicit time integration or methods like Newton-Raphson. To prevent
the cumbersome calculations of Jacobian matrices, we maintain explicit time integration to solve the
nonlinearity.

Although (7.13)) seems suitable for FDM in the structured space S, writing (7.12]) again as (7.7))
d 2 . 1
o | vdp=— [ (Wp+aq) ndp (7.16)
s’ c’
calls for the FVM[ for S. Say we mesh S as depicted in Figure and consider one element
Sij = [6i7%39i+%] X [¢j—%§¢j+%}
with closed boundary Cj; in spherical coordinates confer Figures[7.2]and[7.3] We can then approximate

Xz

Xz
Figure 7.1: meshed surface of the unit sphere.
(7.16]) using the FVM. Let us consider the LHS
d
— [ ¢vd®p.
7 / Yd°p
SL'j
If we take S;; small, we can assume that % is constant for across S;; and so
¢j+% 9i+%
S vizpn L, [@p| =i [ 2p -, sin(0)d0de = 1 ;A¢-(cos(0;_1)—cos(0;, 1))
dt p= dt i,5 Pl = dt P =i 11 = Vij i—1 S i+1))
Sij Sij Sij ¢=¢; 1 6=0, 1

where the subindices 4,j refer to the partitioned elements S;; with cell centers 0;,¢;. In addition,
A¢p=¢; 1 —¢;_1. Inshort, we denote

d )
- d2 X YPi |06,
dt/lﬁ P =~ i j|Si

SU

1As we are actually dealing with surface elements, the name finite volume method can be somewhat confusing. It is
illuminating to know that this name merely stems from the approach of considering the average value of a quantitiy over
a cell, be it a line, surface, volume of higher dimensional cell element.
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Figure 7.2: spherical coordinates.

Figure 7.3: fluxes for an arbitrary mesh element S;;.
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where we denote the size of the mesh element S; with |\S;|, giving

1Sil = Ag¢-(cos(f;_1) —cos(0; 1))

= (B 5 o) ] EIE) 5 (o))

= A2 Y [(A;)) q!(j;cosa }

qeq{1,3,...}
AO\? 1 .
= 200 ) [(2) .(1qe{3,7,..4}1qe{1,s,<..})5m9i]
q€{1,3,.. ¢

= A¢Afsin(0;) + O(Ap(A)?).
For reasons that will become apparent in Subsection [7.4.5] we will omit the higher order terms and take
|Si] = ApAfOsinb;.
Note that we omit the subindex j as |S;| is independent of it. In accordance, we also write |C;;| = |C;].

Let us consider the RHS
- / (Yp+q) - nd'p.

Cij

Considering a finite element as depicted in Figure we can write

/ (vp+q)-nd'p = /wp +q) -nd1p+/(¢1i +q) -nd1p+/(¢p +q) -nd1p+/(wzi +q)-nd'p. (7.17)

Cij cl oy CLSJ CcF

Element S;; was taken small, which implies that the edges CZJ;’ , C’};V , C’S and C’E are also small. The inte-

grand can be assumed constant over the edges we can thus approx1mate the north flux ff;[ corresponding
with cell S;; as

év::/(wmq) nd'p=((4p+q)-n)) /dl = (Wp+a)-n)FICT|
cN cl

We choose the midpoint of the north side to represent the flux, so N = (Hi_%,qu). At this point,
n" = (=8p);_1 j- The north flux becomes

7,]}[ — —(¢p . 60 + q- 60)7,‘7%,]‘A¢ . sin9i7%.

Recalling (3.13)), we get

p-8g=ANK':6.8) +\TK:8,.00 — %?}%
Recalling and recalling that p = 4., we get
q-0p= Z Bi(e 1+ 00).
Eventually, the north flux becomes
o= <w (AKT:6,80 + \TK :6,89) — +Zﬁl .59)> Ap-sind; ;.
=3,

Note that the flux is still not uniquely determined, as we did not state how we will approximate ,_ 1
and (% ) .- This is a key issue in the conservation of probability and will be discussed after deter-
i—3.]

mining the rest of the fluxes and the time integration method.
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The south flux differs from the north flux in the sense that the midpoint of the south side of cell
Sijis § = (0i+%’¢j)v resulting in n° = g instead of —&y. The south flux is thus

£ = (w (A\"KT 16,80 + \TK :6,8) — + Zﬁl ~59)> A¢-sinb; 1

it3.d

The west and east fluxes differ slightly. The normals at the west and east sides are n"V = —04
and n? = 0, respectively. The midpoints on these sides are represented by W = (6;,¢,_1) and

2

E = (6;, ¢j+%). The contributions from p and q are

. _ D, 0y
0, =N"KT:9, TK 6,64 — .,
P (5¢ A 5(5¢—|—)\ (S(qu wsin 90
and
q-85=> Biler-8,)(e-8y).
!
respectively. Hence, the fluxes are determined by
W.—_ ’(/J()\_KT : 0 5¢+/\+K : 0 5¢,) - Dy afw +Zﬁl(€l ) )(6l 5¢) Af
* " " sin 6 00 l " o
L= 3
and
_ D, 0
b= <¢ (AKT 6,05+ A K 2 6,05) — = alg + Zﬁl : 5¢)> AS.
it
Thusfar, the approximation looks like
GiglSil = =N+ £ 1T )y
= <qp (AK":6,80 + \TK :6,6) — +Zﬁl -69)> A¢-sinf;_1
i—3.4
+ v ()\7KT 10,04 + MK 5r(5¢) — Dy 871/) + Z’Bl(el -0,)(e; - (5¢) A6
sinf 06 p o,
=3
— (’L/) ()\_K : 4 59+)\+K 1) 59 —I—Zﬁl 59)) A¢-Sin9i+%
i+3,7
_ D o
T. + .
— (z/) ()\ K :6,0,+X"K: 6T5¢) 550 + ZBZ . 5¢)> Af. (7.18)
ij+3
7.4.2 Discretization in time
Conform [2], we use Euler forward to approximate the time derivative:
e L gk
PE = yF 4+ / bi(t)dt =UF + AWE e PFx N bl (7.19)
t' =ty
The numerical scheme is now
Yt =g - (fN+fW+fS+fE) (7.20)

) Y |S |

This immediately gets rid of the nonlinearities and the need to express the eigenpairs of A explicitely.
Although the scheme is extremely simple, explicit time integration {s infamous for its need of small
time steps. In [I5], the authors speak of a time step of 107°. In comparison with more stable time in-
tegration methods, it is thus more important for the calculations made for space discretization to be fast.

The following quantities all have to be determined at each midpoint of the sides of the cells, and
at each time step.
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1. Probability density .
2. Derivatives %} and g—i.
3. Eigenpairs A;, e; of A.
4. Fourth order tensor A.

5. Double contractions to calculate f;.

Concerning ([7.20]), we have to assure that the conditions as mentioned in Definition and Section
are satisfied.

7.4.3 Conditions of the probability density function

7.4.3.1 Heads or tails

Let us check if the conditions of the PDF 1) are satisfied by the numerical scheme (7.20), maintaining
the same order as in Section The first condition is (|7.3))

vp7t ’(/}(p7t) = w(_Pﬂf)’

which in spherical coordinates results in

VO, 6,t Y(0,0,t) =p(r— 0,0 +m,1).

In the discrete case, this condition 'translates’ to an alternative expression.

Say we partition the § domain [0; 7] and ¢ domain [0; 27) in ng and n, parts respectively. Furthermore,

let us denote ¥ = ( fj) withi e {1,2,...,n9},j € {1,2,...,n4}. Then the condition is represented by

’lpﬁjl = ¢(0i7¢j7tk+1)

Y(m —0i, 05 + 7, tht1)

w(ene - eia ¢] + ¢"T¢7tk+l)

= ¢(9n97i’¢j+%¢’tk+1)

= i (7.21)

.. n
ne—'L»J"rT(p

given that ¢, = wg it Notice that 1) already fails to satisfy the condition if n, is odd
’ 01, =
because it does not give a integer when divided by two. The partition number ny is obliged to be even,
which we assume from hereon.

Property 7.4. The scheme conserves the discrete analogue of .

Proof. We prove the satisfaction of this condition by induction. It is given that

0 _ 0
A wnri,ﬁ%"
The LHS propagates to 7,02-1’]-, so also the RHS has to. The RHS becomes
Ty R A o L
ne—i.j+ 5" no=igjt 5 [Sp, i no—ij+ g
At
0 N w s EN\O o
B 2’] |Sne—i| (f * f + f * f )ngfi’j‘i‘T(ﬁ

We have

|Srp—il APAOsinb,,_;

= A¢pAfsin(b,, — ;)
= A¢Afsin(r —0;)
= A¢Absin(b;)

= [Si.
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For the north fluxes we get

. . n
nH*'LsJ‘i’Tlﬁ

fN = (1/) ()\_KT 28,00 +ATK : 5“59) - Dr% + Zﬁl(el -0,)(e 59)>A¢ . Sinana—z‘—%~
l

. . n
ne—i—%,j+-3

We can not fully determine f*
ng
Recalling (2.4)), it follows that

il as the approximations of ¢ and % have not yet been determined.

(5")ne—i—%,j+%¢ ==(0r)it 1.5 (59)ne—i—%,j+%¢ = %)iss,

The sinus becomes

smé)ne_i_% = smﬂne_(ﬂ_%) = Sln@l-_‘_%.

For the south fluxes we get analogously
(6T)n9—i+%7j+"7¢ — 7(67-)14_%,]4, (6‘9)n9—i+%7j+% = (69)14_%,]4, Sin@ne_i_i_% :sin@i_%.
For the west and east fluxes we obtain

(67‘)n97i,j+n7‘7’—% = —(5T)i7j_%, (6¢)n97i)j+%¢7% = _(5¢>)i,j—%a sin @, _; = siné;.

and
(51”)”9_@,]‘_5_”,7‘?_5_% = *(Jr)i,j-t,-%v (6¢)n9_i7j+"7‘1’+% = 7(5¢)i,j+%a sinfp,—; = sinb;.
respectively. Filling these observations in in (7.18]) we conclude that (7.21)) is satisfied and

At
1 _ 0 N gW | ¢S | ¢B\O _ 1
wne_mn%» =Vij— |Si\(f AT )iy =Yy

if for the north fluxes we have

_ oY B 8¢)
wnefifé,jJrT‘ﬁ_wiJr%J’ (aa)ngi;,j+”2¢_ (39 i+%7j’

for the south fluxes

_ oY _ (9o
wn37i+%’j+7¢ - wi*%’j’ (89)n91+§73+"2¢ - <69)11 >

for the west fluxes
_ o B 31/})
Pnoigelp g = Viinh (8¢>n9—i,j+n2¢_é - (8¢ .

and the east fluxes

e (8,
¢n9*i,j+7¢+% wleJFE’ <8¢ ng—i,j+n7¢+ BCZS i,j+%.

1
2

Looking carefully at the indices on the RHSs, we conclude that by considering (6,,,—;, (;Sj L ) instead
2

of (0;, ¢;), the north and south fluxes are interchanged and the west and east fluxes remain the same.
The analytic analogue ([7.17) results in the same interchange and conservations.

Now having obtained criteria on how to choose the 1 and its derivatives in space at the sides of the
cells, it is logical to approximate these quantities by using their two closest cell values in the direction
in question. This means

e 2 ©\o0 ), s Af
for the north sides,
by = Y g (00 _ Wiy —Yij
t+5,7 2 ’ 00 i+%,j A0
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(0]

for the south sides,

1/Jz‘,j7% 2 a5 A(;S

_ Wi+ (31/1> _ Vi =i
) 8@6 ,L'J'_é

for the west sides and last

" Wil TP (31/1> Wil — Y
e N vy =
J 2 99) 11 A

for the east sides. These approximations suffice to the beforementioned conditions and we thus have

Pt —
ng 7i,j+7¢ A
To complete the proof of induction, we assume that
k _ ok
Vng—igr g = Vi

and must prove that the relation also holds for the subsequent time step. We have

At
k+1 _ ok _ N w 5 pE\k .
T \Sne—i\(f A gy
At
gk N w 5 pE\k B
- %7 |Sl|(f +f +f +f )ne—i,j—FTd"

As the basis of the surface of the unit sphere S is Eulerian, the procedure to obtain

N+ S )k = (N + PR

no—i.j+ 5
is exactly the same as for time zero. We conclude

k+1 _ . k+1
wne*i7j+n7¢ =i

and thus (|7.20) satisfies ((7.21)) for all time and space.

O

Perhaps the proof of the satisfaction of the condition is somewhat cumbersome, but it is definitely worth

it. Since we now know that
Vp,t P(—p,t) = Y(p,t),

only half of S is interesting, as the other half is just a copy. Herewith, the #DOF is reduced by a

factor two. This results in a vast decrease in calculation time. That is, if (7.20) suffices to the rest
the conditions.

7.4.3.2 Conservation of probability

The conservation of probability is represented by
vt fw@, t)yd*p = 1.
s

Its discrete analogue is

of

VE 2) efSi| =1 (7.22)

2]

The factor two originates from the fact that we only consider half of S. This implies that from now on

0 €[0;5],0n, = 5. A proof hereof will again by of inductive form. We assume
2 Z ¢2j|5i| =1
0,J

and must first prove that

2 Zlbil,ﬂsﬂ =1L
,J

Property 7.5. The scheme conserves probability in the discrete sense .
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Proof. Tt follows that

2> 4} ;18]
%)

QZK =l

= 2 [¢P18:]] - 2At§j(fN + Y+ 5+ )2

,J

+ YV 5+ ) ISiI}

= 1-20t) (N4 Y45+ 5,

4,J
and so proving that

DN SR, =0
.3

is sufficient. The latter states that the sum of the fluxes must vanish at time zero.

We consider

Z(fN + fs)?,j

]
with
N Yig F Piz1g *2%—“ A" K AT K):(8,80); 1 ; p, Vi~ izt % = (Z Bile ) )A¢-sin 0,
i—%.7
and
f’igj:W(AKT+)‘+K):(57‘59)2'+;,]'_DT werl J — \J (Z Bl . 59) )A¢.Sin 91+%
i+3,j

We notice that f and f° only differ in the first index and in their sign. Therefore

M ng

|3+
>3 )

Z(fN + )25 [
>+
[

4,3

> [ffj]]
i=1

Z fz'S—l,j]‘|
5

19+1
>
i=2

m]

Li=1
[ ne

> (30
5

?
m

1[
[

[fl,J nsHJ]

For i =1 we get
Vj sinf; 1 =sinf

and thus only

> o]

J

remains. Considering f¥ np+1,j» We obtain

<'l/)i7j + wi_Lj) _ 7/)n9+1,j + Yy _ wn(;,j+ o +VUngj
2 ng+1,j 2 2
and for the basis vectors

sin(9n9+%) cos(¢;) sin(5) cos(¢;) cos(¢;)
(6 )ngssg = | SMOners)sin(d;) | = | sin(5)si :
COS(9n9+%) cos(%) 0
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7

and
(JO)TLQ—O—%J =

so that

Say we call the right factor in the first term w

and the first term becomes
¢n97j+n7¢ + q/}TLg,j

27

J

uneJr%,j

COS(9n9+%) cos(¢;) cos( %) cos(¢;) 0
cos(f,, 1) sin(p;) | = | cos(§)sin(¢;) | =| 0
—sin(6,,, 1) —sin(F) -1

(5T59)n9+%,j = _(5T59)

ng+3,i+g
We then have

ne+%.,5°

Ung+3,j = “Ung4l j+ 52

1
J

1
- iz [7wne7j+n7¢une+%yj+n7¢+w"9’ju"6+%vﬂ}
J

1 Z”“’ 2%
- 2| {wneijran)uneJr%,jﬂLans} + {wns’jun6+%’j}
=1 =t
1 Z% Z%
= 5 — {’lpne»]‘une-l-%»j} + [wng’jun9+%’j}
. n =
—2=1 =1
1 n¢+nT¢ "o
= 5 — E [wne>jun9+%,j:| + Z ['l/]ng,junng%,j}
=145 o
1 Z"“’ Z%
= 5 - |:,(/)n9;jun9+%ajj| + [wne,jungﬁ-%,j]
i=1 =t
= 0,

where we used the periodicity of 1, sin ¢ and cos ¢ in ¢ with a period of 27 and thus also periodicity in
J with a period of nys. Note that again it is obliged that ny is even to result in an integer when divided

by two.

For the term

A6
we get
—D,Aé -sin(8,, 1) —D;A¢ -sin(0,,. 1)
AD 2 Z [wne-ﬁ-l,j - "/)ne,j] = N 2 Z |:wn9,j+"7‘7’ - "/}ned}
J J
—D,A¢-sin(f,,,1) [ i
- A0 =2 {‘Z’neﬁ’%} =2 o]
j=1 j=1
~D; A -sin(f,,, 1) e
= A > [Puieze] -
j—=1
)
—D,A¢-sin(d,, 1) [ "2 e
= A9 = Z [wned} - Z [?vbned]
j=1+22 J=1
=0
where we used periodicity in j with period ng in the last step.
The last term of the north fluxes are represented by
(Z Bier - 8,) (e - 59)> Ag-sinb;_;.
l 1

_DTMM.SMZ,_%

1= 3.]



78 7. The Fokker-Planck equation

We thus get
> (;ﬁl(el-é,.)(el-69)> A¢-sinb, 1| = zl:_ﬁl(el (80)n,s3) | €= D 0)n,is, | | A0
J ng+1.,j L J
= zl: _51(61 (00)ny+1.5) (€- D Zfrz;fj Ag
i il
= zl: Biler+ (80)n,41.5) | €1- ) § Ad
i il
= 0.

We conclude that
()

which leaves us to prove that
YU+ =0
ij

to prove that the sum of the fluxes is zero at time zero. We recall

_ Dy i — i1
T . ’ s 1
AKT + X K):(8,84); ;-1 —r : 5 : <§ ﬁl(61'5r)(el'5¢)> AY

-

ij

w__ [Yij + Yij—
2

and

'(/Ji, : —+ '(/}i, : _ Dr wi, j - %‘, j
T TR TR0,y R J+<Z Biler- 8, (e - %)) AP
ij+3

Similar as in the case of the north and south fluxes we have

DU = Y] +Z[ i)

i,j (2]
_n¢ ng
= 2|2 LA+ X [A]
i _j:l Jj=1
_”d> ng
= > 5]+ D2 (5]
7 _g:l j—1=1
_n¢ n¢+1
= 2|2 - X A
i _j:l Jj=2

DA
We notice that

Vio =Vimng, Vimg+1 =Vit, (0r)i1 = (6r)in,1,  (06)i1 = (06)in,41

12

wherewith
1% w w w
fi1 = fn¢+1,1 = Z {fi,l = fry411| =0
i

and thus the sum of the fluxes at time zero is indeed zero. As the beformentioned procedure is inde-
pendent of time, it immediately follows that

VE > (N S+ =0

0,J
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and so
23 IS =23 [ULISH) = 2003 (T ST 1 £ =
irj b

given that

22 nlSill =

which concludes our induction proof. The only condition that remains to be satisfied is the nonnegativity
of . O

7.4.3.3 Nonnegativity

Constructing a proof that the solutions of are nonnegative is rather cumbersome. Such a proof
will be omitted. In the particular case that D, = 0, as also treated analytically in Section [7.2] such
a proof is constructed by proving the convergence of the numerical solution to the analytic solution.
Convergence of is in this case proven by consistency, stability and the fundamental theorem of
numerical methods for differential equations. These issues are treated thoroughly in Subsections
and

For now, we assume that the nonnegativity is conserved and thus (7.20]) suffices to all the conditions as
long as ng is even. However, to solve the scheme uniquely we still need initial and boundary conditions.

7.4.4 Initial and boundary conditions

To solve

it = f; 5 |(fN + Y+ 5+ R
uniquely we need an IC ° and BCs for fN when i = 1, for fS when i = ny, for fl-‘;V when 7 = 1 and

for When j = ng. The boundaries are depicted in Figure

x4 X2

Figure 7.4: boundaries of the domain in question.

In practical situations of injection molding, one can assume that the fibers are initially more or less
randomly distributed in the flow. This means that the probability density is the same for each direction,
which implies that ¢ = constant. We obtain

[otp=u [ dp =iz =1
s s
which implies that 1) = ;-. Dividing S into finite elements, the discrete analogue is

VE 2> YIS = 1.
.7
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As in the continuous case, we must have that P(P € S;;,t) is proportional to the size of S;;, so
This is already the case, so that taking 1/)2 ; constant yields

1
2) vlSil=1 & ¥ -2) |S=1 & Vij = 4o
¥

— 7
i,j
wherewith we have obtained the uniform initial condition.

To study the effect of the initial condition on the progression of the probability density in both space
and time, it is also interesting to consider alternative, nonuniform ICs. To this end we construct an IC
of the form

0 =a-(sin(@; —b))**(cos(¢; —c)* +f, a>0,be [07 g} , c€0,2n), dec Zt, f>0. (7.23)

,J

Note that the constants a, b, ¢, d, e and f are certainly not unbounded. We must still have that ([7.22))
holds. This IC sets a lower bound f, an upper bound f + a, minima at 8 = b, ¢ € {% + ¢, 37” + c} and
the maxima at = § + b and ¢ € {c, 7+ c}.

For the boundary conditions we consider the fluxes

ij)\g:— %(A_KT + )\+K):(6T59)i7%7j—‘Dr% +@ Bl(eg . (5T)(e[ . 59) A(bSiDHZ;%
l i—x,

1 .
PR

(7.24)

i+l T Pig i+1,5 — Vi .
o= Ld +1’J2 P (A KT 4 A+K):(5T59)i+%7j—prw +1JM Yig +(§: Biler-8,:) (e - 59> A¢sin;, 1
! it3.J

(7.25)

7 2 sinf; A )

W__ %(A_KT + AT K):(6,64); 1 Dr_ i~ ¥igt + @:ﬁl(el -0,) (e - 5¢> AY
I ij—4

(7.26)

Vij+1+ Vi Dy i j1 — Pi
E= %()\ K"+ ATK)(8,04); 541 ) ﬁ;(ﬁ L+ @:51(61 X DICE 5¢> Ad
' l ig+}
(7.27)

At the boundary ¢ = 1 we have that the north fluxes || contains the factor sinf,_1 = siné

> 3
sin0 = 0 and therefore lej =0.

At the boundary i = ny the south fluxes (|7.25)) uses
. LT
s1n9n9+% :S1D§ = 1’ 1/’n9+1,j :d)ng,j-i-“Td).

These are element of the interior domain and thus we have obtained the BC for the south fluxes at the
south boundary.

The BCs for the west and east fluxes (7.26)) and (7.27)) respectively, follow from periodicity in j

k _ .k k — gk
1,0 = Ying» ine+1 — Vi1

Herewith, a unique solution of ([7.20]) can be calculated.

7.4.5 The modified equation, local truncation error and consistency

It remains to prove the convergence of the numerical solution to the analytic solution. According to the
fundamental theorem of numerical methods for differential equations, it suffices to prove consistency

and stability of (7.20)).
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Theorem 7.1. The fundamental theorem of numerical methods for differential equations states

consistency + stability <  convergence.

The proof of this theorem differs per context and will be omitted. The proof for the test equation
can be found in [2I]. The theorem’s reference also differs per context. For linear PDEs it is referred
to as the Lax equivalence theorem and for ODEs it is referred to as Dahlquist’s equivalence theorem [I7].

It thus remains to prove the conistency and stability of (7.20). We will begin with proving consis-
tency for the linear case k = 1. A proof of consistency for the case k # 1 is omitted as its construction
is rather cumbersome. Stability will be proven in Subsection [7.4.6]

By doing the modified equation analysis [I7] we recover the local truncation error (LTE) and can deter-

mine if the numerical scheme ([7.20) is consistent with the exact form (7.1]). In addition, the modified
equation reveals information on how the numerical solution will behave, as we will show.

Property 7.6. The numerical scheme 18 consistent with of the orders one and two fort
and 0, ¢ respectively. The LTE is O(At) + O((A8)?) + O((A¢)?).
Proof. Recall ([7.20))

At
1S4

it = — e PV Y T B (7.28)

with the fluxes according to (|7.26]), (7.24)), (7.25) and (7.27). The modified equation is the equation is
satisfied exactly by the solution constructed by (7.28). To this end, we widely use Taylor expansions,
starting with

(AP oy
=25 (),

! )
p=0 p: ]

We can now write

(AP [P\ A
p= %
[e%S) A 1 9 k
IS B (G) = s (729
p=1 ' irj

For the sake of notation, we introduce

(AWK 4 AV K) 1 (8,0); ;1100

R E B 2
) DA
Y Agsin®;
A KT+ )K): (érée)ii%,jAﬁbSineiié
Cijxl = 2
i o D,,‘A¢Sin0ii%
#)T T Rg

Note that these coefficients already contain either Af, A¢ or both, which will be important in a moment
for determining the order of accuracy. With this notation and Taylor expansions around (6;, ¢;) we can
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now write the addition of the fluxes as

YN = —a 1 (Wi + 1) +0i(Yij — Yij-1)
Ci— %](¢ i,J + i 1]) d;_ %,j(¢i,j_wi—1,j)
i1 (Vi1 +ig) — digy j(iga; — i)

ta; 11 (Vi1 + i) — bi(Yij1 — i)

(=Ag) apw
p! 3(25”

(i
= _ai,jf% <2’@/Ji,j +Z

- (7),]) (2

p=1
o7y | (A0 (070
—C;_ <2¢m + Z pl (aap >JD ~dig (; p! (391’)1,3-])
(AQ)P apw oo (Ag)p apw k
i1 <Z P! (801’)- : +2wm) "k <Z P! <89p>‘ D
p=1 b p=1 .

= [ (Ag)r oy
+a; 41 (Z[ p! <&¢p)“

p=1

+2¢i,j> —b; <:1 [(Ap!)p (%)i]) '

For the sake of comparison with ([7.1)) or more preferably (3.14]), we will consider the coefficients per
derivative of 1. Let us start with the original, the zeroth derivative. The coefficient hereof is

2(2 > }l(Aj)q(j!(g)Z)i,j +2 ) l(AQ) (g;) D

q€{1 3,. qe{1,3,.

2544 — G5y FCity Gy )

- ( ¢a¢ +A98 )j + O(A0(A9)?) + O((A0)2Ag)

B 2( 3A0APsin(0)K : 6,0,

2
—|Si|3K = (8,8,)i,; + O(A0(A¢)*) + O((AF)*Ag)

) -+ O(A0(A)*) + O((A0)*Ag)

which is the coefficient for ¢ in (3.14)) multiplied by —|S;|, which stems from the LHS of (7.29)). It stands
out that although the conservation of psi has already been proven for ([7.28)), there is still an error

O(A0(A4)°) + O((A0)°A¢) _

s O((A9)?) +O((80)")

in the coefficient for w,k ;- This is still possible because the error is in the local sense, and the conserva-
tion of probability is in the global sense. Constructing the modified equation has now determined that
(7.28) contains a source or sink error for ¥. Locally, there is a source or sink for the probability density
of order O((A¢)?) + O((A0)?), which vanishes in the global sense.

We proceed with considering the derivatives in the 6 direction. We have
[e'S) k
3 (AG)? (0P
L e i ¢ )

For p =1 we thus have

Cilj +d;,_1 —l—ciJr%’j—dijL%

qe{1,3,...

AON? 1 0%¢ AON\? 1 0
= [(2)' 352 x [(30)'359])
(qe{og,...} 2 ¢t 96 } 2 ¢t 016 i

(20 — Af g;l) +O((A0)2A¢) + O((AF)*Ag)
= VKT + A+K) : (6,8¢)i jAdsin(0;) — D, Adcosb; + O((A0)2Ag).
Multiplying with % = m we obtain

0;
(A KT+ ATK) 1 (8,80): D% L O((A0)?)

%



7.4. Numerical approach

83

which resembles the coefficient in (3.14)). We conclude that there is also an error of order O((A#)?) with

convective behavior in the 8 direction.

Taking p = 2 results in

(—eicyj—dioy+eqr;—diga)

i 1909
qe{1,3,...} 2 q! 09 qe{0,2,...}

= (—(20)%d);; + O((A0)°Ag) + O((A0)°Ag)
—D, ABA¢sin0; + O((A0)*Ad).

Division by —|S;| gives
D, + O((A6)?).

A diffusion error of O((A#)?) is made.

Say we consider the derivatives in the ¢ direction. We have

(Ag)? (apw>’“

—al- .1 _1p_bi —lp—l—ai- 7—bi _
pi_jl( Sy (C1)P = (1P a0 )p! S0

2]

Say we take p = 1, then

Ap\? 1 8a
(am,% +bi+a; ;1 — bi) Ad 2 Z [(2> q!W] £
qe{0,2,...} 1,

2A¢a; ; + O(A0(Ag))
AIAGN" KT +ATK) 1 (8,89)i j + O(AO(AB)?).

Division by —|S;| gives

KT NE) : (080)is | o ag)?).

sin 6;

It can be concluded that there is a convective error of order O((A¢)?).

Finally, we consider p = 2 and obtain the coefficient

, N\ (Ag)? AP\ ? 1 0% ) (92
(Fosmy —bitay —0) 5 = (22 () dam| %]

qe{1,3,...} i

_ 3 {(AW“ 1 3qa] D, AOAG

o o7 ol T T <o
q€{1,3,...} 24 q-: 8¢q Sln9 g

_ D,A0AG ,

T sing, + O(AO(Ap)°).

Division by —|S;| gives
D,

SiIl2 92

+0((A¢)%)

resulting in a O((A¢)?) diffusive error in the ¢ direction.

(A9)? ) 3 [(AH)‘?” 1 aﬂ Ly {(AQ)‘I“ 1 97d

20+ ¢l 919

|

2]

O

It can be concluded that the LTE is O(At) + O((A#)?) + O((A¢)?) and that is consistent with
of the orders one and two for ¢ and 6, ¢ respectively. The modified equation analysis shows
that the scheme induces errors of four different types, namely acceleration, production or vanishing,
convection and diffusion. This can help us explain the behavior of the numerical solutions that will be

considered in Part [[1

To prove the convergence of the numerical solution to the analytic solution, we need stability besides

the now proved consistency. The stability is considered in the following subsection.
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7.4.6 Stability
7.4.6.1 Analytic stability analysis

To complete the proof of convergence of we have to proof the stability. We will construct such
a proof for the linear case kK = 1 in combination with diffusion, so D, # 0. A proof for the stability
of the nonlinear case k # 1 will be omitted. Empirical results of the scheme seem to confirm that the
stability demands of the nonlinear case are weaker than the for the linear case. This is justifiable as the
additional RSC term slows the process down, decreasing the gradients of ¢ in time. In general, smaller
gradients allow larger time steps. In other words, the stability demands are weakened.

In Subsection and Section [10.4] examples of flow fields are given wherefore it is impossible to
obtain a solution on a finite grid as ¢ is diverges to infinity. It is thus impossbile to prove stability of
the numerical scheme with D, = 0 for all flow fields. The case D,. = 0 is therefore not considered.

Both Von Neumann and Gershgorin stability analyses were used. The latter proves to give the most
results without too much effort, in contrast with the, in this case, cumbersome Von Neumann stability
analysis. Indeed, the Von Neumann analysis is omitted.

For the sake of clarity, we recall Gershgorin’s circle theorem.

Theorem 7.2. Say we consider C € C™*"™ with unknown eigenpairs (Aj,e;),l € {1,2,...,n}. We then
have that

Vio3dk o - Cwl <Y Gkl (7.30)
Jj#k,j=1

Proof. For the eigenpairs we have

VI Ner=C-e & Vil MNe); =Y Cile); (7.31)
j=1
We know that
Vi 3k [(e)k] > |(er)il, (e)r #0

otherwise e; = 0 which is not allowed for an eigenvector. Taking i = k, it follows from (7.31)) that

VM- Cu= Y Gy

e

Taking the absolute value on both sides and applying the triangle inequality on the RHS we obtain
(7.30) O

Gershgorin’s circle theorem states that every eigenvalue \; € o(C') is contained in at least one Gershgorin
disc with its center at Cy and a radius

n
Y Cu
J#k,j=1

in the complex plane. For stability, we need that VI |A\;| < 1 for the eigenvalues of the system matrix
C. If in addition Ci, € R, only the real line matters and ((7.30]) reduces to

Cop —Rr>-1 AN Cip+ R <1. (7.32)

Property 7.7. The scheme is stable under the condition

At 1
<

(B0 (A6 = 8D,

(7.33)

when D, = O((A0)™),m < 2.

Proof. When considering the case that D, # 0, D, = O((A0)™), m < 2, the stability criterium is domi-
nated by the singularity of the analytical equation for 7,/) as mentioned in Subsection u Considering
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the top ’ring’ of cells wherefore (6;, ¢;) = (%7 ]

the equation. Herewith, the scheme reduces to

), the terms with a sine in the denominator dominate

N Y At D, ¥i; =¥ Ag— _DPr Vi1 = Vi Af
J " AOAgsin &2 \ sin &2 Ag sin 42 A
~ gk 4 AD:A YR — 208 Uk
v (A)? (Ag)?
where we used sin % ~ %. Using Gershgorin’s circle theorem with Cir € R we get the inequalities
1— 8D, At n 8D, At 1
(Bop@aer " |@op@er| =
1 < 1
and
1 8D, At 8D, At 4
(A0)2(Ag)* [ (A0)*(A¢)*| —
At < 1
(A9)2(A¢)? — 8D,
The former is always satisfied so the latter is the stability condition in question. O

It can be seen from ([7.33) that increasing D, makes the stability criterium more strict. As the space
steps are both raised to the power two, it is easier to make a compromise by increasing the space steps
than it is by decreasing the time step. However, a fine grid is also preferred as the LTE should not be
too large.

If D, = O((A8)™),m > 2, also other terms of R, become significant. The reason hereof is that

D,  O((Ae)™) .
Afsing; — O((A0)2) O((A0) ), m—22>0

if §; = %. It is now of the same order as other terms in the sum and is thus not dominating anymore.
As the sum merely contains absolute values, the right inequality in can not be satisfied anymore.
This does not imply that stability is impossible, but it does imply that it is impossible for the Gershgorin
discs to be contained within the unit circle. In turn, this is an indication that stability is difficult to
achieve.

The Von Neumann and Gershgorin stability analyses fail give a sufficient result when D, = O((A0)™), m >
2. We therefore do simulations with m < 2 so that the stability criterium from Property [7.7] can be
used.

7.4.6.2 Numerical stability analysis

Aside from the analytical argument we have obtained in the previous section, the stability can also be
determined by calculating the largest absolute eigenvalue of the system matrix C. This can be done
efficiently by the use of the power method and inverse power method to determine the largest and
smallest eigenvalue respectively.

The power method works as follows. Say we consider a matrix C € C"*™ with unknown eigenpairs

(M, er), 1 € {1,2,...,n}. The eigenvectors are normalized and span C"*". Say we choose an initial
vector zg € C™. This vector can be written as

n
zo =Y aler);
i=1
as the eigenvectors span the space in question. We have

z;j = C]'Zo

= Cj -zn:ai(el)i
i=1

= En: al)\f(el)z
i=1
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Say A1 = Ao = ... = A, m < n are the largest eigenvalues of C. Then
z; = Z {Otl)\z (61)11 + Z [al)\f(el)l]
i=1 i=m+1

) m n )\i j
= M |[D Jaie)i]+ DY | (/\> (er);
i—1 i=m—+1 R
<1

m

If j 4 oo then z; — M (E [ai(el)i]) and 2z, — M1 (Z [ai(el)i]> so that any component of the

i=1 i=1

quotient % — A1. To avoid excessive increases or decreases between two successive iterates, the new
J
vector is normalized each iteration.

The largest eigenvalue is now obtained. The smallest eigenvalue is still unknown. The inverse power
method solves this problem. It merely applies the power method to the inverse of C, denoted by
C—1 ¢ C™". It works as follows. We know that

Cc=vDC!

where D is a matrix with the eigenvalues as the only nonzero components on the diagonal. Matrix V'
contains the corresponding eigenvectors. Consequently, we have for the inverse

c'=wbcH'=vD'v!

wherefrom it follows that the eigenvalues of C~1 are the reciprocals of the eigenvalues of C. Thus
applying the power method to C~! gives the largest eigenvalue of C~! which is the smallest eigenvalue
of C. In every iteration, C~! is applied on a vector. Calculating the LU decomposition of C, or the
Cholesky decomposition when C' is symmetric, and subsequently doing a forward backward substitution
increases the efficiency of the process.

The smallest and largest eigenvalues of C' can now be found. If the largest absolute eigenvalue is
smaller or equal to one, the numerical scheme is stable.
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Chapter 8

The RSC tensor form

8.1 Introduction

In this chapter we analyze the tensor form of the RSC model [13] as constructed in Chapter We
analyze both the intact as well as the decomposed form. We consider the different contributions of
the equations in Section [8.2] Dimensional analysis gives some information about the characters of the
equations in Section [8.3] In a particular case of the RSC model, there is a known analytical solution in
Section In Section we construct the numerical scheme to solve the RSC equation. The scheme
is checked for the conservation of the important properties of A. Consistency is proven and a stability
analysis is made to imply convergence under certain conditions.

8.2 Interpretation
We recall the tensor RSC model in intact form (5.13))
A=W - A—A-W+ED - A+A-D—-2A+(1—-r)(L—-M:A)]:D}+2:Cry(I —3A). (8.1)

and in decomposed form ([5.2)), (5.10)

)\i = 2€ (/\zD tee; —e;e; A D) 4 20]'7(1 _ 3AZ)
; Ao+ A —4A
e, = We.e +¢ 2 1 1212 (D . 6162)((52,‘61 B 5”62)
)‘2 - )\1
A3 + Ao — 44,
1€ 3 2 2323 (D : eze3)(d3;ea — da;€3)
Az — A2
AL+ A3 —4A
+¢2L )\13_ > 2EL(D : eser)(d1ie3 — d3ien). (8.2)

In this equation, tensors D and W and scalar -, as defined in Subsections and are functions
of the velocity field v, in particular on its gradient Vv. In general, the velocity field depends on both
space and time. We restrict ourselves to the consideration of flow fields that only depend linearly at
most on the space variables and on time in any order. These flows are also referred to as homogeneous
flow fields. As a consequence, Vv is constant in space, and thus so are D, W and 4. The fourth order
tensors . and M depend merely on A by definition. Due to the closure relation, A also depends only
on A. The &,k and Cy are constants. Equation is thus an ordinary differential equation (ODE)
for A(t) when considering homogeneous flow fields. It is not linear in A though. The fourth order
tensor L depends on the eigenvalues of A. The eigenvalues A originate from the cubic characteristic
polynomial of A. Using Cardano’s formula gives solutions for A, which are nonlinear in the components
of A. Moreover, the closure relation for A does not have to depend linearly on A. In combination with
an initial condition (IC)

A(to) = At() (83)

we have an initial value problem (IVP). In short, we write
A(t) = F(A(t),t), Alty) = Ay,. (8.4)

The intact form can be split up in three different contributions.

e IDDW-A-A-W+¢{{D-A+A-D-2A:D}.

e FFL: 2C19(I — 3A).

e RSC: 2(k —1)(L—M:A): D+2(k—1)Cry(I — 3A).
Doing this for the eigenvalues of the decomposed form gives the following.

o LD: 26 (\;D :ee; —eie;: A: D)

o FFI: 2C14(1 — 3)\))

e RSC: 26(k — 1) (D : e;e; —eze; : A: D)+ 2C5(k — 1)(1 — 3)\;)
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Considering the LD contribution we see from the intact form that the vorticity and strain has been
‘inhereted’ from Jeffery’s equation. The straining is proportional to £. With the exception of the last
term, it is linear in A. This is certainly not the case for the LD contribution to the eigenvalues. It
depends linearly on the eigenvalue that is considered but also on the tensor product e;e; which depends
nonlinearly on all the eigenvalues. This sets the tendency that solving the intact form will be easier
than solving the decomposed form. In addition, it stands out that the vorticity is only present in the
eigenvectors. This has an interesting consequence, as we will see in Section We see again that the
straining is proportional to £ and D.

The FFI contribution ’'pulls’ the tensor component component in question to zero if it is a off diag-

onal component, and to one third if it is a diagonal component. The A — g represents the random

distribution. The strength of the FFI is proportional to C;j. A similar effect is observed for the
eigenvalues: they are pulled to one third. As a consequence, the eigenvectors are not uniquely defined
anymore, as explained in Section [£.4] after Property [4.7]

The RSC contribution reduces the LD and FFI with its first and second term respectively. Thses
reductions are proportional to x. The effect in the eigenvalues is similar.

8.3 Dimensional analysis

For the dimensional analysis of (8.1]) we recall the quantities
= w
m = Zmijlv W = m’

0.

from Section Substitution gives
mA=mW-A—A-mW +&{mD-A+A-mD—2[A+(1—k)(L—M:A)] : mD} +2kCrym(I —3A)
which after division of m gives

A=W -A-A-W+ED-A+A-D-2A+(1—r)(L—-M:A)]:D}+2:Cr3(I - 3A).

From the latter we see that if we consider A as a function of the scaled time m -t instead of the regular
time ¢, the solution varies less under the strength of the flow field. In particular, if K contains merely
diagonal or off diagonal components, then m = ¥ so that ¥ = 1. This makes the solution invariant
under the change of the shear or stress rate.

In an analogous way, the decomposed form becomes

N = 26(\D:eje; —eje; A D)+ 20151 - 3\)
) - Ao+ N\ —4A _
e, = W-eg —‘rf 2t 1212 (D : 6162)((52i61 — (5“62)
A2 — Ay
A3+ Ay — 4A _
+¢ 2 )\2 h 2323 (D : eges)(dz;e2 — d2;e3)
3 — A2
A+ A3 —4A _
4L SL(D : eszer) (51,3 — sie1).
A — A3

Similar results hold: setting out the eigenpairs against the scaled time m -t instead of against the regular
time ¢ makes the solution less variant under the strength of the flow field and invariant if K contains
only diagonal or off diagonal components.

8.4 Analytically solvable case

In a certain case, the IVP (8.4)) is analytically solvable. Such a solution provides insight in the behavior
of the ODE and a check for numerical approaches.

rg—l _
r24+1

Say the length to diameter ratio of the fibers is r. = é =1, then £ =

(8-2) gives

0. Filling this in in

Ni = 20719k(1—3))
éi = W. €;.
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Assuming furthermore that the velocity field v is stationary makes W and < independent of ¢ and thus
constant. Rewriting the rate equation for \; we get

)'\i +6CyrN; = 2Cyk
eGC;"ynt(}\Z_ +6017/‘5>\z) _ 6601%@752611,-%,i
t t
d o oot
/ - (eﬁclwm )\idt/) = 2Cyk / eOCTRt’ gyt
t'=to '=to
e@Clr'ymsAi(t) B GGCIﬁntOAi(tO) _ % (6601"mt _ eGCIﬁfito)
1 1 6C YK (to—t)
Ai(t) = g (Alte) — 5 R (8:5)
Note that 1
S =3

since C1,%, Kk > 0. Also, the eigenvalues never cross each other in this particular case when their initial
values differ, since the diminishing factor eS¢77%(to=1) ig the same for every eigenvalue.

In a similar way, we obtain from the rate equation for the eigenvector e;

e,—-W-.e = 0
eWho(¢,-W-e;) = 0
V.@th-Vil'éi—v'eiDt°V71’V'D'V71'ei = 0
P DD g~ o
ST =
t
J st -
t'=to
e Pl fi(t) = e Pl filto)
Vioe(t) = PO VTle(t)
ei(t) = V.ePU0) . Vl.e(ty)
ei(t) = W) ei(ty). (86)

Note that e (*~*0) is an orthogonal tensor, say Q(t), due to the antisymmetry of W:

(Q(t))T — (eW(tfto))T — eWT(tfto) — o~ W(t—to) _ (eW(tfto))_1 — (Q(t))—l )

Tensor Q(t) is thus a periodic rotation induced by the spin tensor W, rotating e;(ty) with a constant
rate to obtain e;.

Taking (8.5) and for the eigenpairs we get for A

A(t) Z Xi(t)es(t)e;(t)

Il
N
A~
wl =

_l’_

(Ata) = 3 ) #3000 xlta) (@0 - ().

Note that
Jim A(t) = lim (;) + (/\i(to) - ;) 66“&&“0_”) (Q(t) - €i(to))(Q(2) - ei(to))

I

i5
PR
Wl =
_l’_
R
&

s

) — ;) 66/{01’?(250—0) lim ((Q(t) - e;(to))(Q(2) - ei(to)))

t—o0
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The limit of the products and product of the limits are equal since they both converge as we just
proved. This justifies the third step. Since Q(t) is orthogonal and {e;(to)}ic(1,2,3} is an orthonormal
basis, {Q(t) - ei(to) }ie{1,2,3} is an orthonormal basis, which justifies the equality

I= Z [(Q() - ei(t0))(Q(?) - eilto))] -

8.5 Numerical approach

8.5.1 Time discretization

The system is, with the exception of FFI term in the rate equation for the eigenvalues and the
vorticity term in the rate equation for the eigenvectors, nonlinear. The fourth order tensors L. and M
need not to be calculated for this system. The fourth order tensor A however, needs to be calculated in
both the chosen and prinicpal basis. In particular, these bases can coincide.

The form (8.1) has a larger linear part and needs the tensors I, M and A in the chosen basis. Expe-
rience with implementations of both approaches has the tendency that the form (8.1) is more efficient.
In accordance, we will only treat the numerical approach of this form.

As the nonlinear part of ODE (8.1) is substantial, our choice for time integration goes to Euler for-
ward,

tk41
Altiy) = Al + / A(t)at
t' =ty

~ Aty + AtA(t,) (8.7)

for the equidistant partition {¢g,?1,...,tena} and A(ty) given.

8.5.2 Conservation of properties of second order tensor

Chapter [4is dedicated to the orientation tensors. It includes many useful properties of the second order
orientation tensor A. To summarize, these properties are

1. domain and target space of tensor A : R — [—%, 1],

2. symmetry A = AT,

3. positive semidefiniteness x - A - x > 0,

4. target space of eigenvalues Vi 0 < \; <1,

5. real eigenvectors Vi e; € R3,

6. orthonormality of eigenvectors e; - e; = d;5,

7. unit trace tr (A) = 1.
These properties have to be conserved by the numerical scheme in order to be adequate. Points one, four,
five and six follow from the depiction of the solution. We thus omit the treatment of these properties.

The remaining properties are symmetry, positive semidefiniteness and the unit trace. These properties
will be treated in the following subsubsections.

8.5.2.1 Symmetry

Property 8.1. The numerical scheme conserves symmetry.
Proof. Checking the conservation of symmetry by (8.7) is formulated as

Vk  (A(ti1)" = Atipr) given  (A(ty))" = A(ty).
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We see that

(Alte1)” = (A+AtA)T
= A+AI(W-A-A-W+EeD-A+A-D-2[A+(1—-k)(L-M:A)]: D}
+2kC14(I — 3A))T
= A+At(-A-W+W-A+¢{A-D+D-A-2([A+(1—x)(L-M:A): D)}
+26Cry(I — 3A))

where we have omitted the indication of time ¢; on the RHS. We will treat the term that includes the
fourth order terms separately. For A we have to check if

(A:D)Y'=A:D <« ZAjilelk = ZAijlelk-
k.l k.l

The latter holds, by construction, for the orthotropic closure as treated in Chapter 6] The proof for the
QC is trivial. The symmetry of L : D and M : A : D follow immediately from the definitions of L and
M from Section

We conclude that symmetry of A is conserved by the numerical scheme ({8.7]). O
8.5.2.2 Positive semidefiniteness

Property 8.2. The numerical scheme does not conserve positive semidefiniteness.

Proof. Checking the conservation of positive semidefiniteness by (8.7)) is formulated as

Vk x-A(tgs1) x>0 given x-A(tg)- -z > 0.

We see that )
- Altpyr1) x=x-Altg) - x+ At - Atg) - .
—_——
>0 >0
Furthermore,

w-/¢ppd2p-w=/¢(w-p)2d2p
——
S S >0

which can be negative. An example hereof is if @ is such that it is negative somewhere on S where
the "weight’ (x - p)? is stronger than where 1 > 0 on S. Note that the latter must hold to conserve
/. S d?p = 0. Tt can be concluded that At must be such that

- Alty) x> Atz A(ty) -« if x-Aty)-x <0.
To formulate a condition for At herefrom is difficult and perhaps impossible, as it must hold ¥V & # 0.
If ¢ - A(ty) - « > 0, the positive semidefiniteness is conserved V At.

It is concluded that (8.7) does not necessarily conserve positive semidefiniteness. O

8.5.2.3 Unit trace
Property 8.3. The numerical scheme conserves the unit trace of A.

Proof. Checking the conservation of the unit trace by is formulated as
Vk tr(A(tg+1)) =1 given tr(A(tg)) =1
We see that
tr(Alten)) = tr (Alt) +AtA(t))
= 1+At-tr (A(tk))

which reduces the question to if

tr (A(tk)> =0.
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Substitution of A gives
tr (A(tk)) —tr(W-A—A-W+E(D-A+A-D—2[A+(1—#r)(L—M:A)]: D} +2xCri(I — 34)).
We have that
tr(W-A)=tr(A-W)=tr(I -34)=0, tr(L:D)=tr(D-A)=tr(A-D)=A:D.
If we would have the exact A, we would also have
tr(A:D)=trM:A:D)=A:D.

Instead we are using closure approximations for A, which must suffice to the latter. The more explicit
conditions stem from the following,

tr(A: D) = Z Aiijk Dij

.5,k

= > AuDy
7.k
= A:D.

Thus, we must have that > A;;;5 = Ajx. The orthotropic fitted closures and QC satisfy this condition
i

by construction.

For tr (M : A : D) we have

tr(M:A: D) = Z Miijr Akjtm Dmi

,5,k,l,m

= Y (en)i(en)s(A: D)y

Jik,bm,n

- <Z(en)(en)> :A:D

n

= I:A:D
= Z 03 Aijri Dig

i,5,k,l
= A:D.

In the latter procedure we used

I= (Z(en)(en)> AN Aiije = Aj.

n

The former is satisfied up to machine precision and the latter was already discussed. We conclude that
the unit trace of A is conserved. O

8.5.3 Consistency, stability and convergence

As we used Euler forward it follows that the LTE is O((At)?) and is thus consistent. The LTE has an
accelerative character.

We rewrite the scheme as
a=B-a+f+g
with
A
Az
Ass
Aro

Az
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and
2% Dyy — 6C1 4k 0 0
0 2€D22 — 60]’.)”& 0
B 0 0 2£D33 - 6C]’-)/I<;
—Wi2 +€&D12 Wig 4+ D12 0
—Wis +€&Das 0 Wiz +6D13
0 —Was 4+ &Das Waz +EDa3
2Wia +26Dqo 2Wis +2¢Dq3 0
—2Wi2 + 2€D12 0 2Was + 26Dgs
0 —2Wis + 2¢Dq3 —2Wa3 + 26 Da3
ED11 +EDa — 6CryK Was + {Das Wiz 4+ €&D13
—Waz + &Das3 D11 +€D33 — 6CrykR Wiz +€D12
—Wiz +&D13 —Wia + D2 §Dyy + £D33 — 6CTk
and

1
1
f = 20["}% L
0
0
0

and g containing the linear terms.

As in Chapter [7] we limit ourselves to the stability analysis of the linear part. Recalling Theorem
[7.2] we must have

1+ At { Bym+ > Byl | €1 A 14+ At | By — > Bl | > -1

n,n#m n,n#m
2
n,n#m n,n#m

The left condition is satisfied if C; and k are large, hence if the diffusion and the strain reduction are
strong. The only way to satisfy the right condition is to take At sufficiently small, as K is arbitrary.

Besides the use of Gershgorin’s circle theorem to get an indication on the stability, the eigenvalues
of C := I + AtB can easily be calculated by a program as it only has size 6 x 6. In addition, we
emphasize that experience with the program has the tendency that the nonlinear RSC contribution
makes the scheme more stable.
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Chapter 9
Simple shear flow

9.1 Introduction

The simple shear flow field is used widely in the literature to test fiber orientation models. It is im-
portant in many processing flows and often indicated to be the most difficult flow to match for closure
approximations [I5]. We discuss the characteristics of the simple shear flow field and what we expect
from the fiber orientation. We check if these expectations are met and (de)motivate them with the
results from the different models. Herewith, we start with considering the motion of a single ellipsoidal
particle immersed in a viscous fluid. This is done with Jeffery’s equation. Afterwards, we extend to the
Folgar-Tucker model by adding fiber-fiber interaction. Different parameter sets are considered to study
the variation of the fiber orientation. Initiation effects are investigated by varying the initial condition
and increasing the shear and stress rates in time. We extend to the Wang-O’Gara-Tucker model by
adding the strain reduction term and interpret the results. Comparisons between the ’exact’ solutions
and the approximations of the orientation tensors are made.

DSM, and DSM only, is provided with the implementations in question. The output in this report,
and the output corresponding with any other feasible parameter set, can be reproduced by DSM per-
sonnel. The simulations mentioned in this report are therefore limited to merely the most prominent
cases.

9.2 The simple shear flow field

The simple shear flow field is characterized by
0 G 0
v=K-z=|0 0 0| = (9.1)
0 0 O

where v[] is the velocity, G[1] is the shear rate and @[m] represents the space. As K is constant in
space, it is a homogeneous flow field. Recalling , the flow is assumed to be incompressible. It is
independent of time and thus the stream, path and streak lines are the same. The velocity is depicted
in Figures and by the use of cones. As can be seen from the figures, the velocity field does not
differ in the z direction. For every cut parallel to the z—y plane perpendicular to the z axis, the velocity
field is the same. Interpreting the curl of the velocity field as a measure for rotation, we see that

V xv=-Ge,

where e, is the unit vector corresponding to the z direction. Simple shear thus induces a counterclock-
wise rotation proportional to the shear rate G.

Say we consider a batch of fibers in the simple shear flow with, initially, a random distribution in
orientation. The lift and drag of the flow on the fiber are clearly not symmetric around the midpoint of
the fiber and will induce a rotation. Note that we speak of a midpoint instead of the center of gravity
to emphasize that the fibers are modelled as massless ellipsoids. It is expected that the fibers keep
rotating as the lift and drag are never symmetric around the midpoint, with the exception of the higly
improbable state that a fiber is parallel to the = or z axis.

Aside from the lift and drag induced rotation, there is also FFI. The interaction counteracts the lift and
drag induced rotation and will keep the fibers from reaching a smooth rotary state. In the sense of prob-
ability density of the orientation, it is expected that this phenomenon expresses itself as a decrease in
comparison with the case without FFI. In the sense of the components of the tensor form, it is expected
that this phenomenon expresses itself as a tendency to the random distribution A1y = Ags = Azz = %
This tendency gets stronger as the FFI gets stronger, thus when C; increases.

When considering long fibers, the length to diameter ratio of the ellipsoid is traditionally set to in-
finity, so r, = é = oo. This corresponds with & = 1. This quantitative state can be split into two
separate cases. Either the length is finite and the diameter goes to zero or the diameter is finite and
the length goes to infinity. In both cases it is expected that the rotation of the fibers is transient. In
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Figure 9.1: simple shear velocity field cones in three dimensional view.
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Figure 9.2: simple shear velocity field cones in z—y view.
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the former case this expectation is justified as follows. When the length is finite and the diameter goes
to zero, the flux inducing rotation goes to zero when the fibers are aligned with the x axis. In other
words, the effects of lift and drag vanish when the fiber is infinitely thin. Hence, the flow will not induce
a rotation. In the case that the diameter is finite and the length goes to infinity, the expectation is
justified in an analogous way.

As we are mainly concerned with the case of plastics filled with long fibers, the emphasize will be
on & close and equal to one in the report.

9.3 Results Jeffery’s equation

The expectations of the orientational distribution in the simple shear flow field have now been discussed,
mainly qualitatively. For the sake of quantative results, we start with considering Jeffery’s equation
or in combination with (9.1)). Note that (Cy,x) = (0,1) so that the only contribution to the
orientation that is left is the LD. The orientation will depend merely on the balance between the LD
and the stress within the ellipsoidal fiber. Recall

p—W-p—E(D-p = —D:ppp
—_———
difference between velocity flow and velocity fiber  stress within fiber

Simple shear (9.1 results in

Wep) = (0 sin(6) sin(6) — bz sin(0) cos(s))
(Dop)i = (5 sin(6)sin(9) + 5 sin(6) cos(s))
D:pp = gsin2(0)sin(2¢).

The (W -p); and (D-p); are the largest at (6, ¢) € {(3, %), (5, 2F)}, confer Figure Physically, this

X3

X3
%y (‘ . X4 ! . ! Xa

Figure 9.3: py = sin(0) sin(¢). . . sin?(0) sin($)
Figure 9.4: *2_Z20e

means that the spin and strain contributions of the velocity of the flow are the largest when the fiber is
aligned with the x4 axis. This is justifiable as at these angles, the arm of the fiber in the x5 direction is
the largest. The z9 direction is the direction wherein the velocity in the 1 direction increases maximally.

When ¢ is in the neighborhood or equal to one, the second components of W« p 4+ £D - p are small or
vanish for an prolate ellipsoid. For a oblate ellipsoid, the first and second components of W - p and
D - p obviously interswitch. In the case £ = 0 we have a spherical particle wherefore the strain is zero.
The spin term W - p remains. The third components of W - p + £D - p are zero as the flow field lies in
the z1—x5 plane.
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The D : pp is the largest at (0,¢) € {(3,5), (5, f)} confer Figure E As D : pp is a measure
for the internal stress of the ﬁber the location of the maxima is justified by considering the principal
axes of D. We have

D =

| Q
oo
oo~
oo o

so that the principal values are \; € {— G ,0, G} and the corresponding principal axes

1 0 1
e € “1],{o0],|1
0 1 0

Herewith, it is proven that the internal stress is maximal if one considers the direction of the princi-
pal axes, which indeed corresponds with (6, ¢) € { (5, %) (3, 54” } A simple shear flow ﬁeld is thus
equivalent with a tensile stress under an angle of 7 and a compressive stress under an angle 2 °F, both
proportional to € 5. The former is equivalent with decomposmg the velocity vectors in components along
the principal axes of the rate of deformation tensor D, confer Figure

y in [m]

Figure 9.5: velocity vectors decomposed along the eigenvectors of D.

The stationary points of (3.4]) are interesting. We evaluate (3.4)) in combination with (9.1) and ob-

tain

i £G sin(26) sin(2¢)
N 4
: G
¢ = F(Ecos(20) —1). (9.2)
Setting § = 0, ¢ = 0 we find
sin(20) =0V sin(26) =0 < 0 ¢ {0, f,w} v ¢elo, g,w, 37”,%}
£cos(29) —1=0 <« gbe{f —}1f§f7 vV o ¢e{0,m2rtifé=1.

It stands out that there are no stationary points when |£| < 1. The reason for this is that if |{] < 1, the
ellipsoid has a short axis unequal to zero and will thus always be subjected to a rotation, excluding the
possibility of stationary points.

Summarizing the stationary points, they are the x3 and x5 axes for £ = —1 and the x3 and z; axes for
& = 1. This can be seen from the Jeffery orbits for these particular cases, confer Figures [0.6] and If
the initial orientation py # [00 1]7, the fiber will always align with the x5 and x; axis for £ = —1 and

¢ = 1 respectively. If we take po = [001]7, the fiber stays aligned with the z3 axis, confer Figure

If |£] < 1, the Jeffery orbit has no stationary points and is periodic. The further £ is away from
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& =—1and £ =1, the larger the distance of the Jeffery orbit to the x5 or z; axis respectively, and the
shorter the period, confer Figures and An exception is the case where (pg); = 0. In this case,
the fiber passes through the z; and x5 axis. The period however, still get shorter when ¢ is further away
from £ = —1 and £ = 1. This emphasizes the domination of spin if || < 1.

As we consider the results in the dimensionless time %, 1(p,t) does not vary under variation of G
in the case of simple shear. And since we consider the fibers to be massless, there are no occurences of
initiation effects due to high accelerations by the shear rate G.
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9.4 Results kinetic theory

9.4.1 Relation to Jeffery’s equation

By using the approach as explained thoroughly in Chapter [7} we solve the probabilty density of the
fiber orientation for the simple shear flow field.

Having treated the equation of Jeffery for simple shear, we can already say something about the prob-
ability density when there is no additional rotary diffusion or decrease of the kinetics, (Cr, k) = (0,1).
From Property [7.3] we obtain

£Gsin?(6(+)) sin(26(1)) (t—tg)

Y(p(t),t) = P(po, to)eSPPOPOE10) — (g t)e 2 (9.3)

which states that along a Jeffery orbit, the initial probability density increases or decreases dependent
on the internal stress of the fiber.

For the power of the exponential, provided that G,t — tg > 0, we have

£Gsin®(0(t)) sin(20(t)) (t — to) S 0o { 0(t), ¢(t) € (0,m) x (0,2)U (7, 2F) >0
2 (0(t),0(t)) € (0,m) x (Z,7) U (35,27) fE<0

Hence, depending on the aspect ratio of the ellipsoidal particles and their Jeffery orbits, the solution is
bounded or unbounded for ¢ 1 co. If || < 1, the Jeffery orbits do not have steady states, as mentioned
in Section and keep passing through the areas mentioned in . The probability density thus
keeps increasing there V¢ and so the solution is unbounded. If £ € {—1,1} the Jeffery orbits do have
steady states, namely the at the x5 and z; axes respectively. These axes are not in the domains .
However, the Jeffery orbits converge to the x5 and x; axes, but never actually reach them. It follows
that the probability density keeps increasing in and is also unbounded when ¢ € {—1,1}.

(9.4)

It is interesting to ask where the maxima of ¢ are. If |§ | < 1, the Jeffery orbits of a set of fibers
‘cover’ S at all time. The maxima of the power lie at (0, ¢) € { (2,2),(3,25)}. If € € {-1,1}, the
Jeffery orbits of a set of fibers converge to the x5 and 3?1 axes respectlvely The PDF will converge to

0 0

vup) = limv(p,t) = 5 | 8o — | =1 D+dp—| 1))
0 0
and
1 -1 1
Ustp) =5 (dp—| O [)+dp—1| 0 |)
0 0

respectively. Note that the factor % stems from the constraint |, S Wd’p = 1.

The unboundedness of 1 confirms the difficulty of constructing a solution on a finite partition as partic-
ular cells will keep increasing in value whereas surrounding cells may converge to zero. This results in
an infinite gradient which needs an infinitely fine grid. In contrast, rotary diffusion bounds the solution,
making a finite partition sufficient. Nonetheless, as C; | 0, the grid needs to be refined drastically as
the upper bound for the solution increases. In addition, stability criteria demand that At decreases
along with the space partition. This increases the computation times to unacceptable large levels.

In this section, we will exploit our interest in the Wang-O’Gara-Tucker model wherefore (Ct, k) # (0,1).
In addition, an analysis of the case (Cr, %) = (0, 1) would be futile as we already have the deterministic
result from Jeffery’s equation and inefficient due to the stability criteria as treated in Subsection
Results of the case (Cy, k) = (0,1) will therefore be omitted.

9.4.2 Adding fiber-fiber interaction

9.4.2.1 Probability density

Taking FFI into account, we expect the LD contribution to the orientation to be counteracted, since
FFI ’pulls’ ¢ to the random fiber orientation ) = . Due to this FFI being modeled as rotary diffusion,

we expect the gradients in space %,7 a6 to decrease and thus also
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are expected to decrease and increase respectively.

We consider the case (£,Cr,k) = (1,0.001,1). This means that the ratio of the long axis to the
short axis of the ellipsoidal particle is infinite, that there is a marginal amount of rotary diffusion and
that the additional flux from the Wang-O’Gara-Tucker model is not yet being used. The results are
depicted in Figures[9.11] [9.12) and [9.13]  After about 3[s] a tendency becomes clear. The probability
density increases in the neighborhood of the z; axis. The maxima stop moving when they are almost
lying on the x7 axis. The reason that the maxima are now slightly off, in contrast with the outcome
of Jeffery’s equation where the solution converges to the x; axis, is the rotary diffusion. The diffusion
pulls the density to v = ﬁ. Density from dense areas is diffused to the sparser environment. The
balance between the convection and diffusion does not only induce smaller maxima and larger minima
in comparison with the diffusionless case, it also causes a change in location of the extrema. Physically,
this means that a collection of fibers in the simple shear flow field are not probable to be oriented the
most purely in the 1 direction. It has an inclination that is slightly off the x; axis, which is a result from
FFI avoiding the fibers to align in the z; direction. This inclination becomes stronger as C7 increases,
as can be seen in Figure Hence, the tendency to a random orientation in the x;—rs plane becomes
stronger. It also stands out from the color bar that indeed ),,;, increases and ., decreases.

The progression of the locations of the extrema of the PDF in time is depicted in Figure[9.15| From the
value of the maximum in time, it becomes clear that the convection and diffusion are not immediately
in balance. After 30[s] the maximum is within one percent of its equilibrium. We call this the transient
time. This transient time decreases if Cj increases. Starting with a uniform distribution, the stationary
location of the maximum is reached after 13.1[s]. This is depicted in the two lower graphs. Because the
¢ corresponding to the maximum of ¢ is at about 6 = 7, it is hard for the numerical scheme to stay
accurate. This is why the angular locations of the minimum and maximum appear to be alternating
between ¢ = 7 and ¢ = 37”, and ¢ = 0 and ¢ = 7 respectively. Plotting the graphs with a modulo m
modification clarifies the graph.

Recalling || we conclude that there is a C; wherefore ¢) becomes diffusion dominated so that the bal-
ance between convection and diffusion is immediate and not after an ’overshoot’. Indeed, the diffusion
has an oppsite sign in ([7.1)) and can vary with C; independently of the LD contribution.

From the latter alinea one could suspect that the overshoot is an initiation effect, which indeed turns
out to be the case. Consider the convection term and write

V- (Yp) = (VY) - p+ 9V -p= (V) -p—ED : ppy.

The left term on the RHS ’builds up’ in time, as Vi = 0 when taking an IC uniform in space. The
right term however, is immediately of a substantial strength as 1), V - p # 0. To explain it physically, a
set of fibers is subjected to an internal stress by the flow field, resulting in a convection of orientation
if the IC is unequal to the steady state orientation. This internal stress is immediate as the fibers are
assumed to be massless. To complete the argument, we note that the diffusion

C;GV - Vi)

also has to initiate, as it depends on the second derivative in space of v, which is zero at initiation when
using a uniform IC. The overshoot is thus the result of the balance between

(V$)-p AN CiGV -V
and ~
YV - p.
It is interesting to investigate if the initiation effects can be changed by varying certain parameters.
Such a consideration also gives insight in how much the probability density depends on its history, in

how much it has 'memory’. To this end we study the influence of the IC and a time dependent shear
rate on the PDF.

We recall the nonuniform IC (7.23))

0. =a-(sin(6; — b))**(cos(d; — )+ f, a>0,be [o, g} L ce0,2m), deeZt, f>0.
The terms

(V¢)-p A CiGV -V
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Figure 9.11: development of ¢ for the simple shear flow field.
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Figure 9.12: development of ¢ for the simple shear flow field.
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Figure 9.13: development of ¢ for the simple shear flow field.
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Figure 9.14: deviation of the z; axis increases when the diffusion becomes stronger.
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do not start at zero for this IC. This changes the balance between the convective and diffusive terms.
We take b = c = f = 0 so that we get

VF = a- (sin6;)*(cos ¢;)*.
Taking a = 3.2627 and d = e = 20, we get the progression of the extrema of ¢ as depicted in Figure
0.16l The progression differs a lot from the progression depicted in Figure As the emphasis in
this thesis is on the results for the second order tensor A, we will consider the influence of the IC more
extensive in Subsubsection [0.4.2.2

In the former cases, the shear rate G was immediately at its ’final’ value. It was not progressively
built up in time. Although the accelerations in the flow in the process of injection molding are large,
a certain dependence of the shear rate on time seems plausible. In accordance, we introduce a logistic
function which we use as a time dependent factor to smoothly build up the shear rate in time. It has

the form o

1 —J
- — = (9.5)
L+ o=y €M) +1

g(t)

In this way, the LD contribution to the fiber orientation is smoothly built up. In particular, the
convection as a result of the internal stress in the fiber, ¥V - p, is now smoothly built up. The rotary
diffusion remains unchanged. Taking (h,j) = (0.1,40) gives the logistic function as depicted in Figure
[0.17 and the progression of the extrema of ¢ as depicted in Figure [0.18

09
0s
07
06

(t) in []

04
03
02

0.1

% in [g]

Figure 9.17: logistic function to smoothly build up the shear rate in time.

For the time dependent shear rate in question, the balance between the convection and diffusion is im-
mediate, and not after an overshoot. As the shear rate is almost zero at initiation, and slowly increases,
the convective and diffusive contributions to the orientation have a different ratio in comparison with
the former cases. Where the LD dominated the FFI in the former cases, the FFI now 'gets more time’
to counteract the slowly increasing LD. As before, the emphasis will be on the second order orientation,
and thus the consequences of using a time dependent shear rate are treated more thorough in Subsection
9.4.2.2)

Aside from the particular case that the ellipsoidal fibers have an infinite ratio for the long to short
axis, or £ = 1, it is also interesting to consider cases where £ # 1 but close to one. As discussed in[9.3
the fibers do not have stationary points in this case. From , it follows that the probability density
will not have a steady state. When rotary diffusion is added, ¥ does have a steady state. It is reached
when the convection and diffusion are in balance. This balance is expected to be at a lower values of
compared to the £ = 1 case. This is justified by the fact that we are considering a probability density
for a set of fibers. When ¢ = 1, every fiber of this set will align the same way, creating extrema of
that are concentrated in a small area € S. When £ # 1, all the fibers of the set keep rotating and so
the probability density is smeared out over the area that the fibers 'pass’. As the initial positions of the
fibers in the set are arbitrary, this area is S. Extrema of ¢ will therefore be less concentrated, confer
Figures and [0.20] In effect, also the steady state values will be lower.
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The remaining parameter that can be varied is the shear rate G[%] However, recalling Section
it follows that in the case of the simple shear flow field, it merely scales the time. The process time
decreases inversely propertional to G. The other quantities remain the same. It follows that the con-
sideration of the shear rate is redundant.

9.4.2.2 Second order orientation tensor

We have constructed the numerical solution of ¥ from the Folgar-Tucker model. It contains all the infor-
mation on the fiber orientation. Nonetheless, it is still important to consider the orientation tensors as
these are the quantities that we want to use eventually to obtain data from practical injection molding
processes. We can relate the observations we make from the orientation tensors to the observations we
made from the PDF.

We recall Definition [4.1]
Aft) = j{ ¥(p, t)pp d*p.
S
and in particular Property

A(t) =2 / ¥(p, t)pp d°p
Sup

where S"P is the surface of the upper hemisphere. Using generalized coordinates the tensor becomes
the matrix

™

A(t) =2 / / (8,6, )p(6. 6)p(8, &) sin(8) dBds.
$=0 6=0

From this identity, A can be seen as a sum of ¥ times a weight ppsinf, both varying in space. De-
pending on the position on the upper hemisphere, the probability density is represented with a certain
strength in A. We depicted the weights in Figures [f.I}{£.0] to indicate where the PDF is represented
stronger or weaker, per component of A.

For the case (§,Cr,k,G) = (1,0.001,1,1) the components of A and A are depicted in Figure
The A3 and A3 components are zero to machine precision, as the flow field does not vary in the x3
direction. It stands out that Aj; is the strongest component. The reason for this is that both ¢ and
p? sinf are the strongest in the neighborhood of the x; axis. The contribution of 1 to A;; is smaller
away from the z; axis. As we are still considering the Folgar-Tucker model and not the Wang-O’Gara-
Tucker model with additional RSC term, ARSC = (. As the prefered direction is the z; axis, Asy and
Assz are much smaller than A;;. This also holds for the fluxes. Because the probability density is not
all at the ends of the x; axis, but rather with a slightly increased ¢ away from the x; axis, the Ajs
component is nonzero. The principal axes are thus not aligned with the axes of the velocity flow field,
confer Figures [0.22] [9.23 and [9.24] The color of the axes represents the strength of the direction, which
stems from the corresponding eigenvalues. The discontinuities in the ¢ graph stem from the eigenvector
that is aligned with the z3 axis. As in this case we have that § = 0, it does not matter what ¢ is. Its
values are scattered due to
(€i)2

(ei)l

¢ = arctan
with (e;)1 zero or zero to machine precision.

We see that all the nonzero components of A show an overshoot before they reach their equilibrium.
The origin hereof has already been discussed in Subsubsection It was found that the IC and
time dependence of the shear rate were of importance for the balance between the convection and the
diffusion. We will discuss both variations.

We recall the nonuniform IC (|7.23)

O —a-(sin(f; — b))Qd(cos(th —e)*+f, a>0, be [0, g] , c€0,2m), de € Zt, f>0.

0,J
In particular, we set b= c = f = 0 so that the maxima of the IC lie at (0, ¢) € {(%,0),(5,7)}. In this
way, the probability density is already somewhat set to the preferred direction of the simple shear flow
field. Because the IC is nonuniform, the rotary diffusion

V-V
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Figure 9.21: the components of A and A. The blue lines represent the components of A, the black lines
the components of A, and the red, green and turqoise lines the LD, FFI and RSC contributions hereof
respectively.



9.4. Results kinetic theory 121

Figure 9.22: initial state of the eigenpairs.
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Figure 9.23: the principal axes almost align with the flow field axes.
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Figure 9.24: diffusion pulls the principal axes away from the flow field axes, to a random orientation
state.
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is not zero everywhere and thus also the FFI contribution AFF7 (to) # 0. This results in a different
ratio ratio between the convection and diffusion. Increasing the powers of the sinusoids and taking a
such that fs Yd?p = 1, we have that A1 11, Ass, As3 | 0, as depicted in Figure The extrema,
are clearly displaced in time per case of the powers. Nevertheless, the components maintain the same
steady state and thus the solutions calculated with different ICs will eventually converge, as we observe.
The variation of the IC indicates how ’strong’ the memory of the tensor is. In other words, to what
extent in time the variation of the IC results in a different value of the components of A.

For varying the shear rate we recall the logistic function (9.5)

1 eh(t=3)

T et

g(t)

and set h = 0.1, j = 40, confer Figure We use the latter as a factor for G' to make the shear
rate time dependent. The result is depicted in Figure[9.:26] As mentioned in Subsubsection [9.4.27] the
shear rate is not immediate anymore, so that the orientation is not convection dominated at initiation.
The convection and diffusion are of the same order of magnitude. The balance is now also immediate,
instead of first overshooting.

For the cases (&, k,Cr,G) € {(1,1,0.01,1),(1,1,0.1,1)} similar behavior is observed. The corresponding
Figures are[9.27]and [0.28] and[9.29 and [0.30] respectively. Increasing the strength of the rotary diffusion,
Cr, makes the FFI contribution AFF! stronger. The counteraction to the LD contribution increases and
the total change A decreases, leaving A closer to its uniform initial condition, the random orientation
state. This implies that the diagonal components have a tendency towards the value % Indeed, the
diagonal components show this tendency, as do the eigenvalues of A. As the flow field does not vary
in the x3 direction, the inclination to a random orientation state takes place in the x1—xo plane. This

implies that

60— 3)
47

ON=

W — = A-

o= O
o O O

0

The factor ﬁ in 1 again stems from the conservation of the total probability, f g wd?p = 1. A possible
set of eigenpairs of the latter is

1 1 0

1 1
()\i7ei) S 57 1 ) 57 -1 9 07 O
0 0 0

The inclination to this state is depicted in Figure As the difference between the principal axes
and flow field basis becomes larger, also the Ajs component increases.
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Figure 9.28: diffusion pulls the principal axes away from the flow field axes, to a random orientation
state.
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Figure 9.30: diffusion pulls the principal axes away from the flow field axes, to a random orientation
state.



9.4. Results kinetic theory 131

9.4.3 The RSC extension

Adding the RSC term to the original Folgar-Tucker model, we obtain the kinetic theory of the Wang-
O’Gara-Tucker model

Vo= =V-(Yp+a) )
W.p+&D-p— D :ppp)—CryiViny

p =
q = Y Pilee -p—ee :ppp)
l
5(1 -k .
ﬂl = —%[f(AlD L ee —eeg t A D) + C[’Y(]. - 3)\1)]

As discussed in Section[5.5] the additional RSC term draws’ fibers toward, or pushes’ them away from,
the eigenvectors of A. This is done in a way that the strain is reduced, so that the transient time is
prolonged. The steady state values should remain the same. The strain reduction changes both the
convection and the diffusion, altering the balance between them. As a result, the extrema are displaced,
as depicted in Figure[9.31

We consider the rate equation for the second order orientation tensor
A=W - A—A-W+D-A+A-D-2A+(1—-k)(L—-M:A)]:D}+2:Cry(I — 3A).

As discussed in Chapter [§ both the LD and FFI contribution are decreased by the RSC term. This
slows down the orientation, as depicted in Figure|9.32] The transient time is prolonged and the steady
state values remain the same. The extrema are displaced. The overshoots have the tendency to disap-
pear, meaning that the balance between the convection and diffusion has the tendency to be immediate.

Varying the parameters ¢, G, C; and the IC does not offer any new perspectives. The results are
analogous to the kK = 1 case.
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Figure 9.31: the extrema are displaced as the strain is reduced by taking x = 0.1.
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Figure 9.32: the strain is reduced, prolonging the transient time. The used factors are x €
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9.5 Results tensor approximation

In this section we use the approach as described in Chapters[6land|[§]to obtain solutions for the orientation
tensors. We will consider the quadratic, orthotropic smooth and orthotropic fitted closures (QC, OSC
and OFC) as constructed in [I5]. The coefficients for the OFC were constructed with five different flow
fields with the parameters set to £ =1 and C; = 0.01:

e simple shear, v1 = Gz, v9 = v3 =0,

e shearing/stretching flow, v; = —FEx + Gy, vo = —Exy,v3 = 2Ex3, & = 10,

E
e shearing/stretching flow, v1 = —FEx1 + Gxa,v3 = —FExo,v3 = 2Ex3, G — 1,
e uniaxial elongation, v1 = 2Ex1,v9 = —Fxo,v3 = —FExg,
e biaxial elongation, v1 = Fz1,v9 = Exs,v3 = —2Fx3.

The time range for the flows is taken such that the steady state is reached, but not overemphasized.
Subsequently, we can compare these approximate solutions with the kinetic theory solutions (KTS) from
Section

We recall the RSC equation in intact form (|5.13))
A=W - A—A-W+ED-A+A-D—-2A+(1—-k)(L—-M:A)]:D}+2:Cry(I —3A) (9.6)

and in eigenpair decomposed form ([5.2)), (5.10))

N = 26(MD:eje; —eje;: Az D)+ 2015(1 —3\;)
: Ao+ A —4A
€ = W.e+¢22221 212D :ejey)(daier — 01ies)
Ao — A\
A3+ Ay — 4493
peB T2 2323 (D : eze3)(d3;e2 — 02;€3)
Az — Ao
AL+ A3 —4A
+¢22 )\13_ " LD : ezer)(diie3 — dzien). (9.7)

Combining and (9.7) with

0 1 0
-1 0 O
0 0

_G
21 9

01 0
1 00 N W
0 0 0

simplifies the terms containing D or W. It shows that the dependence between the components of A is
marginal in comparison with the case that K has only nonzero components. Unfortunately, this is hardly
as illuminating as the simplifications we found for the Jeffery and Fokker-Planck equations in Section[9.3

We first compare the tensors for the case (£,Cr,k,G) = (1,0.01,1,1), wherefore the coefficients of
the OFC were constructed in [I5]. The results are depicted in Figure The OFC is clearly the best
closure in this case. It follows the tensor solution of 1 properly for all components at almost all times.
The largest error is made in the A;; component for ¢ € [7,18]. The OSC performs reasonably for the
Ags and Asz components, but fails for the Ay; and Ao components. The QC fails completely. Indeed,
it is not constructed with any physcial argument in contrast with the OSC and OFC.

It is also interesting to consider the approximations for cases other then where the coefficients of the
OFC have been constructed for. We therefore consider both a case with a smaller and a larger interaction
coefficient C. In addition, we consider a case wherefore £ # 1. For C; = 0.001 the results are depicted
in Figure In this case, the results of the OFC are poor. It contains nonphysical oscillations. The
OSC performs better. For the second and third diagonal components, it follows the same trend as the
KTS. For the A1 and A5 components, it also fails. The QC performs almost as bad as the OFC. It
can be concluded that decreasing the C; has disastrous consequences for the OFC. In response to this,
the authors of [I5] constructed coefficients for the C; = 0.001 case. Herewith the aprroximation from
the OFC followed the KTS properly again.

Decreasing the C; had a negative response. We consider the case C; = 0.1 to see if increasing the
rotary diffusion has the same effect. The results are depicted in Figure[0.35] The results are surprising.
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All three closures have improved approximations, wherein OFC is the best, OSC follows and the QC is
the worst. Apparently, the C; can be increased with a factor ten without resulting in negative responses.
The reason hereof is that the contribution of the closure decreases when C; increases, as it makes the
diffusion stronger and the convection, which contains the closure, weaker.

Most of the cases where ¢ < 1 do not offer any new perspectives. In combination with C7 in the
neighborhood of 0.01, the differences with the £ = 1 case are minimal. If C7 is in the neigborhood of
0.001, the quality of the results decay. The QC and OSC give bad results and the OFC even worse, as
it shows unphysical oscillations. An example is depicted in Figure [0.36] It can be seen that the results
are disastrous. The closures have difficulties following the exact solution. The oscillations are the origin
of this problem. The amplitude, frequency and phase are not adapted in a proper way. We do however,
see a tendency that the OFC has about the same guide line as the exact solution. In this sense, the
OFC gives better results than the OSC and QC.

Another question that arises is if the RSC addition effects the results of the closures. Testing the
simple shear with the same closures for x € {0.1,0.25,0.5,0.75} shows some differences. For x > 0.5,
the results do not change excessively. The QC still has poor results. The OSC is, due to its moderate
results for all cases, the best in overall sense. The OFC is excellent in the case that the interaction
is equal to the case wherefore the coefficients were constructed, namely for C; = 0.01. Increasing the
interaction to C7 = 0.1 does not introduce any decay and decreasing to C; = 0.001 is disastrous. Tak-
ing k < 0.5 shows an improvement in the results. When using the OFC, the components of the tensor
approximation improve in the sense that they do not show any nonphysical oscillations anymore for
C7; = 0.001. Nonetheless, the errors are still substantial and thus the quality of the OFC solution is not
good. In addition, the QC is still the worst and the OSC gives again moderate results. Three examples

are depicted in Figures [9.37] [0.38] and [9.39]




9. Simple shear flow

136

=2 0=H ‘900°6110°G= /) 1P ‘Gg= 5 P*7'0="07 ‘09T=%u ‘0F=90u ‘T0'0=1D ‘T=¥ ‘1= 3 ‘Teoys o[duwrs

Jurg-w [ urg- w [ arg-w
S 0c Sl ol = 0, ST 0c Sl 0l = 0. ST 0c Sl 0L S 0.
T T T T SO T T T T SO T T T T SO
0 0 m : 0
e L L L —,,
N S s 1 o
[+ - - = iy
= = =
§'0 — g'0 — g0 =
I L l
Jurg-w [Jurg-w Jarg-w
gc 0c Sl 0ol S 0, =74 0c Sl 0l S 0, =74 0c Sl ol S 0 .
T T T T SO T T T T SO T T T T SO

Figure 9.33: comparison of A from %, in blue, and the QC, OSC and OFC in red, green and black

respectively.



137

9.5. Results tensor approximation

09

Jurg-w
or

I=50=4 ‘G00°T=5 -1 ‘FL= D P¥?70=0 ‘00g=%u ‘05=9u ‘T0'0=1 ‘T=¥ ‘1= 3 ‘Teeys o[duirs

oc

0 09

[ ur g - w

oc

0

5'0- :

or

S0

09

s w

oy 0c 0.

||||| o e

Figure 9.34: comparison of A from v and the QC, OSC and OFC.



9. Simple shear flow

138

1=50=4 ‘L00°1=/ -1 ‘T'9= 5 ¥ '0=07 ‘00g=u ‘0g=9u ‘T'0=1 ‘1= ‘1= 3 ‘18ays o[durs

[urg-w
? 4 ¢
[Jarz-w

jurg-w
¥

<

[ arg-w
4

4

[ arg-w

Figure 9.35: comparison of A from v and the QC, OSC and OFC.



139

9.5. Results tensor approximation

1= 0=4 ‘L000T=9p- Wt ‘0GT=L"?7 - w ‘0= 107 ‘09T= U ‘OF= U ‘T00°0=1D ‘T= ¥ ‘R0LT6 0= 3 ‘T8ays o[durs

[ urg - o [Jurg-w [ g - w
oﬁ.u 3 o.m om“o. om.u 3 o.m om“o. oo 3 o.m
EC A
L .O = f e .O o : l\ \..../“ M p{_. -.—..“
2 [
4] [$%)
= B
g0 — o —
b | 3
[Jarg-w [ arg-w [ arg - w
00l 05 0, 0ol 0S 0ol 0g 0.

Figure 9.36: comparison of A from ¢ and the QC, OSC and OFC for (r,Cr) = (5,0.001).



9. Simple shear flow

140

[Jurg-w [ urg-w
0g 0c 0L . 0g 0c 0L 0.
. u T SO T T T S0
.o
4 =
8
= |
50 —
I 1,
[Jurg-w [urg-w
0g 0c 0L . 0g¢ 0c 0L 0,
r y SO . . SO

[| ureey

[ mreey

o (014

ur g - w
0l

|

(01 0c

ur g - w
ol

-
o e 2 T

=5 0= ‘T000°0=7p - W ‘Tg=P¥?1 - w ‘0= 07 ‘n{=Pu ‘gg=ou ;o.mn I ‘gro=1% ‘1= 3 ‘Ieys s[dwis

[ty

Figure 9.37: comparison of A from v and the QC, OSC and OFC for x = 0.75.



141

9.5. Results tensor approximation

=5 ‘0= ‘G00°ETIT €= 9P - Wt ‘fL=P"?7 - wt ‘=07 ‘08=Pu ‘ng=19ou éo.mn 19 'gL0=" ‘1= 3 ‘18ays o[durs

[t g o (|t g - o urg -
09 or oc 0, 09 or oc 0, 09 or 0c¢ 0,
T T T SO T T T 50 4 T T S0
.o .o
oo UV ..
&
50— 50
. L ] L L
[Jurg- o [Jurg-w [Jurg-w
09 or 0c om“o- 09 or oc 0_, 09 o 0c 0,

Figure 9.38: comparison of A from v and the QC, OSC and OFC for x = 0.75.



142

Hnbﬁonmnmooémmﬁ.mn%é w
Jurg-w [

9. Simple shear flow

L=P¥27 - =07 ‘08= P ‘07="9U ‘T000=1D ‘T'0=1¥ ‘T= 7 ‘Teeys o[durs
L7 - [Jurg-we

ov o< 0, 09

ov (014 0, 09 o 0c 0.
; . S0 ; ; ;

Figure 9.39: comparison of A from v and the QC, OSC and OFC for x = 0.1.



9.6. Conclusion 143

9.6 Conclusion

Varying the shear rate of the simple shear flow field scales the transient time linearly. Increasing the
shear rate with, for instance, a factor two, decreases the transient time with a factor two.

The balance between convection and diffusion is sensitive for the initial condition for the probabil-
ity distribution and the (initial) progression of the shear rate. The influence hereof, decays with time
and the steady state values remain the same. Such results can be used to give an indication on whether
the IC and/or progression of the shear rate influence the fiber orientation in a practical injection molding
process. In accordance, the transient time corresponding to a certain IC and progression of the shear
rate should be compared with the injection time of a product.

The OFC performs good for the cases wherefore the coefficients were generated. Increasing the FFI
contribution by increasing C;, decreases the LD contribution relatively. The LD contribution contains
the closure term, and thus the results remain good. In contrast, decreasing the C; increases the influence
of the closure and leads to poor results. Similar results are obtained for most of the cases where x < 1.
Taking x in the neigborhood of 0.1 shows an improvement for the OFC in the weak diffusion cases in the
sense that nonphysical oscillations are no longer present. Taking £ # 1 also leads to similar results, with
the exception of the cases where C7 is in the neighborhood of 0.001. In the latter case, the components
of A keep oscillating and the closures fail to have the same phase, amplitude, frequency and guide line.
Only the OFC manages to approximately have the same guide line as the exact solution.
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Chapter 10

Uniaxial elongational flow

10.1 Introduction

The second homogeneous flow field we consider is uniaxial elongation. We discuss the characteristics
of the uniaxial elongation flow field and what we expect from the fiber orientation. We check if these
expectations are met and (de)motivate them with the results from the different models. An approach
similar to the approach in Chapter [J is maintained: the simplest form, Jeffery’s equation, is treated
first, continuing with the more difficult Folgar-Tucker and Wang-O’Gara-Tucker models. Comparisons
between the ’exact’ solutions and the approximations of the orientation tensors are made.

10.2 The uniaxial elongational flow field

The uniaxial elongational flow field is characterized by

2E 0 0
v=K-xz=| 0 —-FE 0 - (10.1)
0 0 -FE

where E[1] is the strain rate. Tensor K is diagonal resulting in D = K, W = O. Hence, there is no
spin, but merely strain. We have that

V-v=0 AN Vxv=0.

The homogeneous flow field is thus both solenoidal or incompressible and irrotational. The flow field
is depicted in Figures and From both the figure and the name it is clear that a prolate
ellipsoid in such a flow is expected to align with the x; axis. The x; axis should represent a steady
state. Considering the zo—x3 plane, it is also expected that an ellipsoidal particle has a stationary
orientation in this plane when x; = 0 as the streamlines are axisymmetric in this case. This stationary
equilibrium however, is expected to be unstable as a small perturbation in the x; direction results in a
stable alignment with the x; axis.

welocity

yin [

® in [m|

Figure 10.1: the unixaxial elongational flow field.
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Figure 10.2: the unixaxial elongational flow field, x1—x3 and xo—x3 views.

10.3 Results Jeffery’s equation

Recall
p—&D-p = —¢(D:ppp
—— —_————

difference between velocity flow and velocity fiber  stress within fiber

Uniaxial elongational flow (|10.1)) results in

W-.p = 0
28in(0) cos(¢)
D.-p = E | —sin(f)sin(¢)
—cos(0)
D:pp = 3sin*(0)cos®(¢) — 1.

The distribution of the D : pp is depicted in Figure The internal stress in the ellipsoidal particle
is the largest in the x; axis. This is justifiable as the strain rate there is 2F in contrast with —FE along
the other axes.

Figure 10.3: sin?() cos?(¢).

We omit a further interpretation of the general form of Jeffery’s equation as considering it in combination
with its generalized coordinates is more clear. In accordance, we determine the rate equations for the
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azimnuth and elevation to be

y 3§Esin(229)0082(¢) (10.2)
5 = w (10.3)

The stationary point of 6 are

and for gb

XS O,E,W,BI,ZW .
2 2

Omitting identical stationary points we get

(0,6) € {(20) (0.3) (9’ 3;>}

which correspond to the x; axis and xo—z3 plane. Note that, in contrast with the steady states for the
simple shear flow field, steady states now also exist when [¢] < 1. The stability of these steady states is
determined by considering the signs of both 6 and ¢. We note that

: >0 ifae (0,%)U(m3E)
Sm@“){ <0 ifac Eg,ir)u(g’;f%)

It follows that for & > 0 the x; axis is a stable equilibrium and the zo—x3 plane an unstable equilibrium.
For £ < 0, it is the other way around. If £ = 0, the particle remains at its initial state. Examples of

Jeffery orbits are depicted in Figures and
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Figure 10.4: Jeffery’s orbit for uniaxial elongation with pg
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10.4 Results kinetic theory

Recalling Property it follows that
Q/J(P(t), t) — @/J(p(h to)eED:pp(t—to) _ 1/J(P0, t[))6§(3 sin?(6(t)) coS2(¢(t))71)(t7to)

when (Cr,k) = (0,1). If £ = 0, the solution remains at its initial state. If £ > 0, the Jeffery orbits
converge to the 7 axis and thus the power of the exponential goes to 2£(t — tp). If £ < 0, the Jeffery
orbits converge to the xo—r3 plane and the power of the exponential converges to —&(t — tp). It follows
that in both cases the solution is unbounded as ¢t T oo and ’needs’ rotary diffusion, or Cj # 0, for
obtaining an upper bound. In particular, we take C; > 0.01 to avoid the necessity of very small space
and time steps.

The power of the exponential is proportional to &. It thus controls the progression of 1 along an
arbitrary Jeffery orbit. It also controls the convergence rate of the Jeffery orbits as G,gf) x . In contrast
with the simple shear flow, the Jeffery orbits for uniaxial elongation also have steady states if || < 1.
Hence, taking 1 < [¢] only slows the progression of ¢ down. If FF1 is added, this deceleration in progres-
sion is still noticable. A similar reasoning holds for the variation of the strain rate E as also 6, ¢ « E.
In addition, we know from the dimensional analysis that £ does not change the quantities when using
the scaled time FE - t.

In the case (& Cr,k,E) = (1,0.1,1,1), the solution is depicted in Figure [[0.6] The variation of the
parameters £, E and C does not offer illuminating perspectives. The variation of £ and E induces the
same changes as in the diffusionless case, and the FFI coefficient C; merely determines the lower and
upper bounds of .

The variation of the initial condition does give a new perspective. It gives an indication in how strong
the 'memory’ of the probability density is. We recall the nonuniform IC ([7.23))

0. — g (sin(6; — b)) (cos(¢; — ) + f, a>0, be [Og} ce[0,2r), de € Z*, f>0.

,J

and set d =e =1 and b = f = 0. Furthermore, we take c € {%, %’r, ‘%r} so that the maxima initially lie

at (0, 9) € {(g, 5T l7r) , (g, %’T + l7r) , (g, %’r + lw)}, with [ € {0,1}. The results are depicted in Figure
We make some interesting observations. It stands out that when considering Ass, there is a cross-
ing of two graphs. The origin hereof is that for the uniform IC, the probability density 'comes from all
sides’ of the x; axis, and for the nonuniform IC only from the z axis. In this way, the weight p3 sin 6 is
"applied’ differently to v in each of the latter cases. In addition, ¥, lies at (0, ¢) = (g, 0+ l7r) in the
case of the uniform IC, whereas in the case of the nonuniform IC it progresses from (0, ¢) = (%, T +1Im)

274
to (0,¢) = (5,0 +Im).

When considering Az, we see that in case of the nonuniform IC, the component is nonzero for a
moment. This is justified by the decay of ¥4, at the beginning, and subsequent increase when it
comes near the x; axis. In effect, the density increases slightly in the direction of the z3 axis, to subse-
quently decrease again.

The crossing of the Ao components stems from the weight pyposinf. The maximum is initially at
0,0) = (%, %’T), moves toward the x; axis and so passes the maxima of the weight p;po sin6.

As in the case of the simple shear flow field, the balance between the convection and diffusion can
be altered by varying the IC. Varying the strain rate in time also alters this balance.

As discussed in Section the additional RSC term ’draws’ fibers toward, or ’'pushes’ them away
from, the eigenvectors of A. This is done in a way that the strain is reduced, so that the transient time
is prolonged. The steady state values should remain the same. The strain reduction changes both the
convection and the diffusion, altering the balance between them. As a result, the extrema are displaced,
as depicted in Figure [10.8

10.5 Results tensor approximation

In this section we use the approach as described in Chapters [6] and [§] to obtain solutions for the orien-
tation tensors. We will consider the quadratic, orthotropic smooth and orthotropic fitted closures (QC,
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Figure 10.7: nonuniform IC with ¢ € {E 2 3—”} in red, green and cyan respectively. The results for a
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Figure 10.8: influence of strain reduction, x € {0.25,0.5,0.75,1}.
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OSC and OFC) as constructed in [I5]. The coefficients for the OFC were constructed with five different
flow fields with the parameters set to & = 1 and C; = 0.01, as mentioned in Section [9.5] The time range
for the flows is taken such that the steady state is reached, but not overemphasized. We can compare
these approximate solutions with the kinetic theory solutions (KTS) from Section [10.4]

The results of the case (§,Cr,k, E) = (1,0.01,1,1) are depicted in Figure m The approximation
using the OFC is good. It follows the KTS even better than for the simple shear flow field. The QC
results in a poor approximation. The OSC gives moderate results. Its transient period is too short.

Increasing the C; for the simple shear flow field did not result in bad approximations. This was mo-
tivated by the increasing ratio of the LD to FFI contributions. The closure only influences the LD
contribution, thus, stronger diffusion obviously leads to weaker contributions of the closure and in effect
better approximations. The results of the (§,Cr, k, E) = (1,0.1,1, 1) case for uniaxial elongational flow
are therefore surprising, confer Figure [10.10l The approximations all give bad results, even the OSC
which consistently gave moderate results. The origin of these bad approximations lies largely in the
error in the Aj111 component. The increase of C; causes a too large decay in the Aj111 component
of the closures. It can be concluded that the interpolation causes a large error in the case of uniaxial
elongational flow, even though the LD contribution gets weaker. It is interesting to check how the ap-
proximations behave when 'new’ coefficients are generated for the OFC, namely for the C; = 0.1 case.
Such a generation is not part this project, and thus a comparison is omitted.

Taking x # 1 gives some interesting results. Setting (¢,Cr,k, E) = (1,0.01,0.75,1), the quality of
the approximations does not suffer, confer Figure [I0.11] The quality of the approximations do, how-
ever, suffer when k is changed to 0.25. The approximations of the latter are depicted in Figure
The OFC converges too fast to the steady state. The decrease of k weakens the LD contribution and
thus the contribution of the fourth order tensor, but this reduction differs from the one that is induced
by the usage of the OFC. It can be concluded that these reductions are alike when & is in the neigbor-
hood of 0.75, but differ when k decreases further. In the latter case, coefficents for the OFC should be
generated for similar values of .

Taking & not equal to one, but in the neighborhood of one, does result in large differences with the
& = 1 solution. In effect, the approximations also do not suffer from such a variation of £.
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10.6 Conclusion

Varying the strain rate of the uniaxial elongational flow field scales the transient time linearly. Increas-
ing the strain rate with, for instance, a factor two, decreases the transient time with a factor two.

The balance between convection and diffusion is sensitive for the initial condition for the probabil-
ity distribution. The influence hereof, decays with time and the steady state values remain the same.
Such results can be used to give an indication on whether the IC and/or progression of the shear rate
influence the fiber orientation in a practical injection molding process. In accordance, the transient time
corresponding to a certain IC should be compared with the injection time of a product.

The OFC performs good for the cases wherefore the coefficients were generated. In contrast with the
simple shear test model, the quality of the approximations suffer from an increase of Cj. This indicates
that even though the contribution of the closure is expected to be weaker, the loss of quality due to a
change of the parameters can still be substantial. It would be illuminating to generate coefficients for
the C7 = 0.1 case. Such a generation is, however, beyond the scope of this project and was thus omitted.

The quality of the approximations is unaffected if x is in the neighborhood of one. The quality is
still good if k = 0.75. If kK = 0.25, the quality has already decayed substantially. Varying £ does little
when ¢ stays in the neighborhood of one.
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Chapter 11
Conclusions and recommendations

11.1 Introduction

Based on the evaluations made throughout this project, conclusions can be drawn and recommendations
can be made concerning the modeling of the fiber orientation. Conclusions are drawn with respect to
the numerical approaches used. The results from the test models are reconsidered. The quality of the
closure approximations are discussed. References to recent publications are made.

11.2 Conclusions

The numerical approach as described in Chapter [7]is sufficient for the modeling of the fiber orientation
in homogeneous flow fields with the Wang-O’Gara-Tucker model. The spherical partition in space and
explicit time integration conserve the intrinsic properties of a probability density function. Although the
time increments need to be small for stability, the computation times are still modest, especially when
considering the linear Folgar-Tucker model. A noticable property is that the local truncation error has
a nature of four different types, namely acceleration, production or vanishing, convection and diffusion
of probability density. The stability criterium for the model is rather strict, involving the ratio between
the space and time partition, diffusion and strain reduction. The latter extension, has the tendency to
weaken the stability criterium, even though it induces a nonlinear term.

Explicit time integration is also sufficient for the tensor form of the Wang-O’Gara-Tucker model, as
shown in Chapter [8] The intrinsic properties of the second order tensor are conserved, with the excep-
tion of positive semidefiniteness. The stability criterium is not demanding.

The simple shear and uniaxial elongational flow field are sensitive to the variation of the initial condition
and the progression of the shear and strain rate, respectively, in time. They are inherent to the balance
of the convection and diffusion of the fiber orientation. The strain reduction induces longer transient
times but does not alter the steady state values. It is therefore a useful phenomenological parameter
that enables theoretic results to be fitted to experimental results.

The quality of the closure approximations varies with the parameters and the flow fields. The quality
is good for the cases where the parameter set is the same as the set wherefore the orthotropic fitted
closure was originally fitted. Varying the aspect ratio of the fibers does not seem to have a large im-
pact. Varying the strength of the fiber-fiber interaction leads to inconsistent results. In most cases it
is disastrous. The exception lies in the increase of the strength of the fiber-fiber interaction for the
simple shear flow field. The latter seems to conserve the good quality of the approximations, which they
have when the parameter set matches the set wherefore the orthotropic fitted closure was originally
fitted. Varying the strain reduction somewhat does not reduce the quality of the approximations. A
substantial strain reduction, however, leads to poor results. Varying the strain or shear rate merely
scales the transient time linearly with the rate, conserving the quality of the approximations. Due to
the somewhat inconsistent results when varying the parameters, it can be concluded that is wise to
generate coefficients for the interpolation function of the orthotropic fitted closure, per parameter set.
This ensures a good quality of the approximations.

11.3 Recommendations

The research in the modeling of fiber orientation in fiber filled injection molded thermoplastics is far
from complete. Papers have been published that either motivate a different approach, or extend the
existing models. In [I4], the Wang-O’gara-Tucker model is extended with anisotropic rotary diffusion to
replace the isotropic rotary diffusion by J.H. Phelps and C.L. Tucker. D.A. Jack and D.E. Smith have
published various papers, e.g. [3], wherein they motivate the use of the exact fourth order tensor and
approximate the sixth order tensor. Such approaches should be taken into account when attempting to
model the fiber orientation.

The closure approximations should be fitted to the correct parameter set. The A;j—As curve should
cover a substantial part of the green shaded area in Figure This can be achieved by choosing
appropriate types of flow. Such fits ensure a good quality of the approximations.
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The possibilities for the numerical approaches for both the kinetic theory and tensor form of the Wang-
O’Gara-Tucker model should investigated. Indeed Euler forward is simple to implement and conserves
the intrinsic properties of the quantities, but perhaps more stable approaches can be constructed. Find-
ing such an approach is complexified by the definition of a probability density, as it makes many demands,
but it is not necessarily impossible. Perhaps it is possible to conserve the positive semidefiniteness of
the second order tensor with a certain scheme. Also a stability analysis should be made for the full
model, not just the linear part.

The orthotropic fitted closures can be investigated further. There are many adequate interpolation
functions possible and many different flows to choose when generating the coefficients for the closure.
There influence on the quality of the tensor approximations should be investigated extensively to ensure
a proper approximation for practical injection molding simulations.
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Appendix A
Proofs

A.1 Introduction

Throughout this thesis, various proofs are given to motivate theorems and properties. Some of them
are ’classical’ and do not fit the main construction line of the thesis. In accordance, these proofs are
denoted in this chapter.

A.2 Nonnegative real eigenvalues
Proof. Denoting the eigenpairs of A with (\;, e;);jef1,2,33 With e; - e = d;x we have
(A-ej,ej) = (Ajej,e) = Aj

and
(A-ej,ej) =(ej,A-ej) = (ej,\jej) =\

and so Vj A\; = A7 = A; € R.

For proving the posivity of the eigenvalues we use the property positive definiteness
z-A-x>0 VreR\{0}

and Property The positive semidefiniteness can be extended to the more general, complex form
z-A-x>0 VaeC\{0}.

Take for x = e; an eigenvector. Then

éi CA- €; 2 0
€ -Ne >0
/\ie_i - €; Z 0
Ailleills > 0.
Due to ||e;||3 > 0 it follows that \; > 0, which concludes the proof. O

A.3 Real eigenvectors
Proof. By Property we already know that A\; € R and so
(A — )\JI) -ej = O
—— ~
€R €R

The eigenvectors are determined by Gaussian elimination in combination with ||e;|ls =1. As A — \;T
contains merely real elements, Gaussian elmination will result in elements with Im((e;)r) = 0. The
normalization merely stems from the multiplication of e; with a constant € R. In effect, the Vj e; €
R3. O

A.4 Orthonormal eigenvectors

Proof. Consider two eigenpairs (A1, e1), (A2, €2), A1 # A2, (A1, A2) € R. Then

A-eg=Mer AN A-es=Xes = (A-er,er)=(\e,ea) A (e1,A-e2) = (€1, \2e2)
= (A-e1,e3) =XM(er,ea) A (A-er,er) = A(er,eq)
= M(e1,er) = Aa(eq, e)
= (e1,e2)=0

where we used, in order, Ay € R, symmetry of A and A # As. O
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A.5 Genuine eigenvectors
Proof. Consider tensor A with eigenpairs (i, €;){ic{1,2,3}- Then we have
Vie{1,2,3} 3deczt (A-X\I)-e; =0.
Recall that e; is a genuine eigenvector if d = 1 and a generalized one if d # 1.
Say d = 2, then
Vi (14.—)\1_1)2 - €; =0 = ((A—AZI)Q -ei,ei) = (O,Qi)
& ((A=XNI)-e;,(A—NI)-eie)=0
& [[(A=XI)-ell3 =0
<~ (A—)\Z'I)'ei:()
and so e; is a genuine eigenvector.
Say we consider the common case for d, then
Vi (A-XND%e,=0 & (A-\NI?-(A-\D%¥2.e,=0
& (A-NI)?-fi =
= (A=\I)-fi=
<~ (A — /\Z'I)d_1 ce; = 0
& (A-MNID?-(A-\D)P32.e,=0
s (A-ND)?-g;=0
=
~ (A — )\ZI) e, =0
which concludes the induction proof. O

A.6 Spectral decomposition
Proof. Due to Property we have
E={ei}icp1,23 = span(R3).
The second order unit tensor I can be expressed as a dyadic, a combination of dyads, as

I = Z(Sijeiej = Z (Z 5ijei> €; = Zejej
i, % J

J

where we used the independence of ¢ and j to interchange the sums, linearity and association of the

tensor product. It follows that

A=A-T=A. <Z eiei> = Z(A -ej)e; = Z()\iei)ei = Z)\ieiei

% %

which represents the spectral decomposition of A. We used linearity and association of the tensor

product, and the eigenvalues of A.

O
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Appendix B
Instruction programming codes

B.1 Introduction

The most important contribution of this master project is that the DSM personnel has programming
codes to their disposal to model fiber orientation for homogeneous flows. This chapter focusses on the
explanation of these codes to facilitate their usage. In other words, this chapter is a manual for the
codes. We explain the code on the user level. In accordance, we do not explain all the called functions
thoroughly, but rather refer to the sections in the thesis wherein the details are described.

The implementations are done in Matlab R2008b. It is assumed that the reader is sufficiently ac-
quainted with Matlab R2008b. We will omit explanations of commonly used commands.

Their are three main programs: the implementation of Jeffery’s equation and the kinetic theory and
tensor form of the Wang-O’Gara-Tucker model. A schematic of the implementations is depicted in
Figure Of each step in the schematic, we give a description. In effect, we analyze the codes line by
line so that the user can understand them fully.

The notation in the programming codes is analogous to the notation used in the thesis. Explanations of
the used notation are therefore omitted. One can refer to last page of the thesis for the nomenclature.

We motivate the instruction of the program by treating an example. In this example, we consider
the kinetic theory of the Wang-O’Gara-Tucker model for the simple shear flow field. The treatment
of the other two programs are omitted, as their structure and the used functions are analogous to the
treated program.

B.2 Example: simple shear flow

B.2.1 Preamble

Every program starts with the piece of code

clc, close all, clear global, clear all
format compact;

format long e;

set (0, ’defaulttextinterpreter’,’latex’);
set (0, ’defaulttextfontsize’,12);

set (0, ’defaultaxesfontsize’,12);

tic

The first line clears the command window, regular and global variables and closes all figure win-
dows. The lines after set the format to a 16 digit exponential compact notation. The command
set (0, ’option’,option_value) sets the default option ’option’ to the given value option_value.
We increase some font sizes for the sake of clarity. In addition, we set the interpreter of the text to
>latex’. The latter is known to be somewhat buggy. If it gives any problems, it can be switched to
’none’. The command tic starts the stopwatch so that the computation time can be measured.

B.2.2 Physical and numerical parameters

All three programs need a set of physical and numerical parameters as input. The physical parameters
are inherent to the process that is considered. The numerical parameters are inherent to the numerical
approach.

A basis Ep has to be chosen. The program is written for bases fixed in time. In our case, we choose a
basis wherein the flow field is described as

0 G 0
v=K-z, K=|0 0 0
0 0 0
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Choose basis.

[ Set constants: € or r, G and/or E, €, k. J

|

[ Choose velocity field: K, D, W and m. ]

l

[ Time related constants: ty, teng and AL, ]

Choose model

Jeffery’s equation 1 Wang-0'Gara-Tucker kinetic theory + ‘Wang-0'Gara-Tucker tensor form l
[ Initial condition for p. ] Choose space partition [ Initial condition for a. ]
[ Create structure ‘storage’. ] [ Initial condition for 1. ‘ [ Create structure ‘storage’. ]

|

Time independent quantities:

s 8,4, 8., 8 and 8 at centers of
cells and centers of sides of cells,
size of surface elements |S;|
sl |5 £ < g ‘weights’ pp sin # and pppp sin @ [ Stability check € = I + AtB. ]

Yes - at the centers of the cells

No
l

[ Create structure ‘storage’.

l o1 | = ]~

Construction linear time |nC!ependent Time integration Time integration
part B of rate equation. @+l = ¢ ak + f(a®) a*l = €. a* + g(av)

| | |

[ Stability check € = I + A¢B.

Construction linear part
B of rate equation

Time integration
P =0+ fPY)

|
1 | ISt < tong
k=1 l 1 K #1 Yes
No
Time integration Time integration
wkﬂ =C _,q}k w'Hl =C- ‘bk +f('|bk)

all )l
+ l Create structure ‘plot_and_save’ J:

A posteriori calculations

Visualization

Save workspace

Figure B.1: schematic of implementations.
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There are certain parameters that are used not only by the main program, but also by a set of functions.
If a parameter is used often outside the main program, one can consider declaring this parameter as
a global variable. In this way, it does not have to given to the function as an argument. The global
variables we use are denoted in

%% Define global variables.

global n

global theta dtheta n_theta
global phi dphi n_phi

global n_DOF

global lambda_min lambda_plus
global G Kappa D_r m

global dt

global S

global xi C_I

. The used notation is in accordance with the report, as mentioned in the nomenclature. When declaring
a variable as global, an empty variable is created in the workspace of global variables. We still have to
assign values to them. We implement

%% Defining the constants.

% Fixed parameters.

n=3; %Number of dimensions.

% r_e=10; %Ratio of long axis and short axis of ellipsoid.

% xi=(r_e"2-1)/(r_e"2+1); %Aspect ratio of fibers, xi=(r_e"2-1)/(r_e"2+1), r_e=L/D.
xi=1;

lambda_min=(xi-1)/2;

lambda_plus=(xi+1)/2;

kappa=1; %To slow down the kinetics, O<kappa<=1

C_I=0.01; %Fiber-fiber interaction coefficient.

% Rates.
E=10"0; %Strain rate in [1/s].
G=10"0; %Shear rate in [1/s].

. It stands out that two command lines are considered as comments. This is done because we chose
& = 1. The latter corresponds with r, = oo and can thus not be expressed in the program. Nonetheless,
one can take r, large so that £ = 1 to machine precision. For |£] < 1, the user might find it more clear
to express the physics by assigning a value to r.. In this case, the two lines should not be considered as
comments and the line after should.

The next step is to define the homogeneous flow field by
%% Definition of the homogeneous flow field.

vfield=’simple shear’; %Later used in file and directory names.
[Kappa,D,W,gamma_dot]=simple_shear(G) ;

D_r=C_I*gamma_dot;

storage.m=sum(sum(abs (Kappa))) ;

m=storage.m;

if D_r==
fprintf (1, [’The coefficient D_r=0. It is recommended to use ’...
’the p_dot program to calculate p instead of psi.\n\n’]);
end

. The specification of the name of the flow field is used later to define the name of the directory wherein
the output is stored. The program simple_shear needs the shear rate as an argument and returns K,
its symmetric and antisymmetric parts D and W respectively, and m, the measure for the strength of
the velocity field. The latter is used to scale certain variables, as described in Sections and The
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parameter m is stored in the structure storage, which is meant for the storage of all the important
quantities. The situation D, = 0 implies that C; = 0 so that there is no rotary diffusion. If in addition
Kk = 1, the program suggests to use Jeffery’s equation to obtain the requested information, as it is much
more efficient. The Folgar-Tucker model is not meant for diffusionless cases, as motivated in Chapter

Now that m is known from the velocity field, the scaling of the time is known and the time related
constants can be defined. This is done in

%% Time related constants.

dt=10"-5/m; %Time step size.
t_0=0; %Initial time.
t_end=10/m; %End time.
t=t_0:dt:t_end;
t_length=length(t);

. It stands out that both the time step and end time are taken inversely proportional to m = G. We
continue with the choice of the partition in space

% Space related constants.

n_theta=50; Partition number of theta domain. Must be even.

theta_begin=0;

theta_end=pi/2;

dtheta=(theta_end-theta_begin)/n_theta; JStep size theta.
theta=theta_begin:dtheta:theta_end; %Vector containing possible values of theta.
theta_mid=theta_begint+dtheta/2:dtheta:theta_end-dtheta/2;

n_phi=4*n_theta; %Partition number of phi domain.
n_DOF=n_theta*n_phi; %(N)umber of (d)egrees (o)f (f)reedom.
if mod(n_phi,2)==
fprintf (1, [’WARNING: n_phi is odd, which makes it impossible for the ’...
’program to run properly. Ending program.\n\n’]);
return
end
phi_begin=0;
phi_end=2x*pi;
dphi=(phi_end-phi_begin)/n_phi; %Step size phi.
phi=phi_begin:dphi:phi_end; %Vector containing possible values of phi.
phi_mid=phi_begin+dphi/2:dphi:phi_end-dphi/2;

[Phi_mid,Theta_mid]=meshgrid(phi_mid,theta_mid); %Construct a meshed grid.

The partition of the § and ¢ directions are made. The coordinates of the centers of the resulting
cells are constructed with the meshgrid command. The ¢ does not end at m but at 7 as ¢ is an even
function. The ¢ € [0, 27] so we take the partition number in the ¢ direction, ny, four times as large as
ng. A warning is given when ng is odd. As explained in Subsection ng has to be even for the sake
of the conservation of the properties of .

B.2.3 Preliminary calculations

Now that the space S has been partitioned, the IC can be constructed. The IC must suffice to the
conservation of probability (7.22))

2> WISl =1 A Vij ¥l >0
%,

In addition, the IC should be constructed with the space partition in mind in the sense of gradients.
Large gradients between cells may lead to large errors. This can result in divergence of the solution, or
that it takes a long time for the errors to decrease to an acceptable level. In the literature, the random
fiber orientation IC is often used, so Vi, j ’(/J?J = ﬁ. As an alternative, the IC can also be nonuniform.

An example hereof is (7.23)).
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The values of 0, ¢, 6,, dp and d4 at the centers of the cells and centers of the sides of the cells
are used in the calculation of the nonlinear RSC term. This term has to be calculated each time incre-
ment and it is thus important for it to be efficient. As the former set of variables is merely dependent
on space and not on time, we calculate them before the time integration process. Also their products
occur in are determined before the time integration process:

% Determine the basis vectors at the sides of each cell. Will be used later
% for the calculations of the nonlinear RSC part.
[bdrW,bdtW,bdpW,bdrN,bdtN,bdpN,bdrS,bdtS,bdpS,bdrE,bdtE, bdpE, . ..

dphisinthetalN,dphisinthetas,. ..

bdrbdpW, bdrbdtN, bdrbdtS,bdrbdpE, ...

theta_N,theta_S]=bvaWNSE;

. Other quantities that are used often and that do not depend on time are |S;|, ppsinf and ppppsin 6.
They are calculated by

% Determine surface elements.
S=dphi*dtheta*sin(theta(l:end-1)+dtheta/2).’;
S_full=S*ones(1,n_phi);

% Determine (pp)_ijlS_il and (pppp)_ijlS_il in advance for efficiency.
[PPS,PPPPS]=PPSnPPPPS;

. For the storage of important quantities, we construct the structure storage. We store the quantities
with commands like

storage.psi=zeros([size(psi_0) length(t_storage)]);

, where t_storage contains the time values whereon the data is stored and has the size that the user
chooses by defining n_storage.

With the piece of code
%% Construction of linear part of Fokker-Planck equation.

B_1d=1pFPeqn(0); %Convection only, D_r=0.
if D_r™=0
B=1pFPeqn(D_r); %Convection and diffusion.
else
B=B_1d;
end
B_ffi=B-B_1d; %Diffusion only.

% Storage of matrices.
storage.matrices.B_1d=B_1d;
storage.matrices.B_ffi=B_ffi;
storage.matrices.B=B;

we call the function 1pFPeqn(D_r) to construct the linear parts of the Fokker-Planck equation. We
are not only interested in the ’total’ linear part, but also in the LD and FFI contributions. To this
end, we call 1pFPeqn(0) to determine the coefficients for the LD contribution and 1pFPeqn(D_r) to
determine the coefficients for the total contribution. Subsequently, the FFI contribution is determined
by subtracting the former from the latter. These quantities are stored in the structure storage.

From Euler forward it follows that the system matrix is C' = I + AtB. In accordance, we construct the
sparse matrix with
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%% Construction of the matrix C.
C=speye (n_DOF ,n_DOF)+dt*B;
storage.matrices.C=C;

%% Stability check for linear part.
plot_and_save.stability_check=0;
stability_check(plot_and_save,C);

and check the stability of the linear part of the scheme by determining the largest absolute eigenvalue
with the function stability_check(plot_and_save,C). For more details on stability analyses, we re-
fer to Subsections and Note that we have also constructed the structure plot_and_save
wherein we store certain settings. In this case, the setting concerns whether the stability check should
be done or skipped.

Table contains various tested settings for the time and space partition that are stable. The tested
settings give an indication on how the space and time partition should be chosen. Note that these
settings do, however, not guarantee that V¢ ¢ > 0. It is guaranteed that the errors will decay as t 1 oo
so that Vt ¢ > 0 will hold if ¢ 1 co.

flow field £ Cr Kk | ng | ng mAt
simple shear 1 0.01 [ 1140160 [ 107°3
simple shear 1 0.001 | 1 | 40 | 160 | 107°
simple shear 1 0.005 | 1|40 | 160 | 107°
simple shear 1 0.05 | 1 | 40 | 160 | 10762
simple shear 1 0.1 1 (40160 | 1077
simple shear 0.99501 | 0.001 | 1 | 50 | 200 | 107>
simple shear 0.9230769 | 0.001 | 1 | 50 | 200 | 10~7
simple shear 0.99681 | 0.01 | 1 | 40 | 160 | 1051
uniaxial elongation 1 0.01 | 11]24] 96 | 10743
uniaxial elongation 1 0.1 1124 96 | 10742

Table B.1: tested stable settings.

B.2.4 Time integration

The time integration loop starts as
%% Time integratiom.

% In case kappa=1 we set Q to zero.
Q=spalloc(n_theta,n_phi,0);
for t_step=2:t_length %Time step.
% Determine nonlinear RSC part of Fokker-Planck equation.
if kappa“=1
Q=nlpFPeqn(bdrW,bdpW,bdrN,bdtN,bdrS,bdtS,bdrE,bdpE, ...
dphisinthetaN,dphisinthetaS,PPS,PPPPS, ...
D,kappa,xi,D_r,n,dtheta,psi,n_theta,n_phi);
Q=-dt./S_full.*Q;
Q=Q(:);
psi_1=Cx*psi_1+Q;
else
psi_1=Cxpsi_1;
end

. The first command line is to create an empty sparse matrix that uses a minimal amount of memory.
This is merely done to set to set the RSC contribution to zero if k = 1. This Q is replaced if xk # 1.
The function n1pFPegn constructs the nonlinear RSC part of the kinetic theory. The command Q=Q(:)
constructs a column vector from the two dimensional matrix. The reason herefore becomes obvious in
the line after: the system of equations can be written in the form

P =C - ypf + q(yf).
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If Kk = 1, the construction of Q is redundant and the system of equations is merely

k+1 _ k
1 —C”(,[Jl‘

In addition, there are interesting cases of K(t), so where the matrix of the homogeneous flow field is
dependent on time. In that case, one could add the piece of code

% The time;
t=t_0+(t_step-1)*dt;

% Determine time dependent linear part.
a=1;

b=5;
dtB_1d_td=dtB_1d/(1+1/(exp(a*(t-b))));
C=C_unity_ffi+dtB_ld_td;

to the time integration loop, so that the LD contribution is multiplied with a time dependent function.
E.g. a logistic function as described by (9.5).

The time integration loop also contains

% Storage of variables.
if mod(t_step+l,n_storage_step)==
storage_step=ceil ((t_step+l)/n_storage_step);
fprintf (1, [’Process at time ’ num2str(m*t_storage(storage_step))
’[1 of total time ’ num2str(m*t_storage(end)) ’[]1.\n’]);

% Reshape psi vector to psi matrix.
psi=reshape(psi_l,n_theta,n_phi);

% Storage of flux contributions.
f_ld=reshape(B_ld*psi_l,n_theta,n_phi);
f_ffi=reshape(B_ffi*psi_l,n_theta,n_phi);
f_RSC=reshape(Q/dt,n_theta,n_phi);
psi_dot=f_ld+f_ffi+f_RSC;

A Storage.
storage.psi(:,:,storage_step)=psi;
end

to store the requested quantities in storage. In addition, it prints a line in the command window to give
an indication of the progress of the program. The commands for the storage are trivial. The command

reshape is used to reshape the one dimensional vectors 'back’ to their original two dimensional matrix
form.

B.2.5 Output

The code
%% Stop stopwatch.
t_CPU=toc;
storage.t_CPU=t_CPU;

stops the stopwatch to determine the calculation time. It is stored in storage. The code
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%% Save data in question.

% In this cell, all the data that is of importance is saved to a mat file.

% Herewith, all output can be constructed.

string_parameters=[’psi,’ vfield ’,xi=’ num2str(xi) ’,kappa=’ num2str(kappa)
?,C_I=’ num2str(C_I) ’,n_theta=’ num2str(n_theta) ’,n_phi=’ num2str(n_phi)
> £_0=’ num2str(t_0) ’,mt_end=’ num2str(m*t_end) °’,mdt=’ num2str(m*dt,’%6.6e’)
> E=’ num2str(E) ’,G=’ num2str(G)];

curdir=pwd; %Save current path.

% Check if a directory ’Results’ exists. If not, create it and change
% directory to it, if it does, just change directory to it.
erd=exist([pwd ’\Results’],’dir’); %Stands for (e)xistence (r)esults (d)irectory.
if erd==7
cd([pwd ’\Results’]);
else mkdir (’Results’);cd([pwd ’\Results’]);
end

[status,message,messageid]=mkdir(string_parameters);
if status==
cd(string_parameters) ;
outputdir=pwd;
else fprintf(1l,’0Output not created due to error from mkdir command.\n\n’)
end
cd(curdir) %Change back to original working path.

creates a string that is used to name the directory wherein the output is saved. It first checks if the
directory Results exists. If it does not, it created and subsequently the directory wherein the data
will be saved is created. If it does, the directory is changed to Results and subsequently the directory
wherein the data will be saved is created. An error is given when the make directory command mkdir
fails to create the output directory. At the end of the code, the directory is changed back to the original
working directory. The user should keep in mind that the string for the directory name is rather large.
This can give problems if the maximum amount of characters for a pathname is exceeded. This can be
solved by shortening the string or to put the directory in the lower levels of a directory structure. Such
problems can differ per operating system.

The main calculation process has finished. What follows are the a posteriori calculations, visualiza-
tion and saving the workspace to the hard disk. To determine which data should be visualized and/or
saved, settings are stored in the structure plot_and_save. As an example, we treat the call of the
function that visualizes the probability density,

%% Visualization of output.

% Necessary for multiple visualizations.

plot_and_save.output_directory=outputdir;

plot_and_save.string_parameters_latex=[’$\psi$, ’ vfield ’, $\xi=$’
num2str(xi) ’, $\kappa=$’ num2str(kappa) ’, $C_I=$’ num2str(C_I)
>, $n_{\theta}=$’ num2str(n_theta) ’, $n_{\phi}=$’ num2str(n_phi)
>, $t_0=%’ num2str(t_0) ’, $m \cdot t_{end}=$’ num2str (m*t_end)
> $m \cdot dt=$’ num2str(dt*m) ’, $E=$’ num2str(E) ’, $G=%’
num2str(G)];

% Plotting the probability density.
plot_and_save.psi_pd.relative_or_absolute_colors=’abs’;
plot_and_save.psi_pd.avioutput=1;
plot_and_save.psi_pd.filename=’probability_density’;
plot_and_save.psi_pd.fps=10;

vis_psi_pd(storage,plot_and_save);

. The first line saves the output directory. The second line creates a ITEX string that is denoted in the
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lower left corner of each plot. There are some settings that are needed for the function vis_psi_pd.
The first is if the limits of the colorbar for the probability density are taken for all time or absolute, or
at each time increment or relative. An animation is created when plot_and_save.psi_pd.avioutput
is equal to one. This is skipped if the value is zero. The filename and frames per second (FPS) for
the animation are also set. When all the parameters are set, the visualization function is called. The
settings and output requests differ per visualization program. Information on the latter can be recov-
ered by considering the first lines of the visualization function in question. The following visualization
programs are available.

e Function vis_psi_pd, for depicting the probablity density and its LD, FFI and RSC contributions
on the sphere. An example is Figure

e Function vis_psi_checks. This is a function wherewith the adequacy of the solution can be
checked. It depicts the occurences of negative elements of ¢, and calculates the integrals of
and 7,[1 over the sphere at each time. Obviously, a proper solution does not have any negative
elements, and integrals with values one and zero respectively. An example is depicted in Figure

B.2

e Function vis_A_2. This function visualizes the components of A, A and its LD, FFI and RSC
contributions, and the eigenpairs of A. Examples are the Figures and

e Function vis_A_4, which visualizes the fifteen independt components of A. An example is Figure
B.3

e Function vis_psi_extr, which visualizes the extrema of ¢ and their corresponding generalized
coordinates 6 and ¢. An example is Figure [0.15]

e Function steady_state_info. It calculates the steady states times and values for all quantities.

The program is concluded with
%% Save all data in workspace to hard disk.
save ([outputdir ’\workspace.mat’]);
%% Put settings back to factory settings.

set (0, ’defaulttextinterpreter’, ’factory’);
set (0, ’defaulttextfontsize’, ’factory’);

%% Ending program. Back to console.
fprintf(1,’\nEnd of program.\n\n’)
, which saves the workspace to the hard disk, sets the settings that were changed in the preamble back

to the factory defaults, and prints the line End of program. in the command window. The former is
important in particular, as it can be used to construct coefficients for the an OFC.
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Figure B.2: example of the output of the function vis_psi_checks.
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B.2.6 Input

For the sake of completeness, we summarize the input parameters that arised during the walkthrough
of the code, in this section. The input parameters are denoted in Tables [B.2] and [B.3] each with their
possible values and description. The order corresponds with the order in the code.
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Input | Values Description
Te R+ Aspect ratio of ellipsoidal particle, é. An alternative is to specify &.
2
£ [-1,1] Function of the aspect ratio :gi An alternative is to specify r. and calculate
£.

Cr R+ Strength of the fiber-fiber interaction.
K (0,1] Strength of the strain reduction to prolong the transient times.
E R Strain rate.
G R Shear rate.
ng 7+ Partition number in @ direction.
N {2,4,...} | Partition number in ¢ direction.
vfield | string String that is used in the name of the output directory.
K R3%3 Homogeneous flow field matrix.
At R* Step size for time integration loop.
to R Starting time.
tend R End time, tepq > to.

2 j Rt Initial probability density at the mesh element with its center at (8; — %, P —

%). The condition that 23 ¥?;18;] = 1 must be satisfied.
i

Nstorage| N Number of storage times. At these time, requested data is stored in the

sturcture storage. Note that ngorage must be smaller than the total num-
ber of time increments.

Table B.2: needed input for program.
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Input

Values

Description

stability_check

psi_pd.relative_or_absolute_colors

psi_pd.avioutput

psi_pd.filename
psi_pd.fps
psi_checks.save

psi_checks.name
psi_checks.fps
A.six_graphs.plot

A.six_graphs.save
A.six_graphs.name
A.six_graphs_with_fluxes.plot

A.six_graphs_with_fluxes.save
A.six_graphs_with_fluxes.name
A.one_graph.plot

A.one_graph.save
.one_graph.name
.symmetry.plot

= =

A.symmetry.save
A.symmetry.name
A.trace.plot
A.trace.save
A.trace.name
A.eigenpairs.plot
A.eigenpairs.save
A.eigenpairs.name
A.eigenpairs.fps
A_4.fifteen_graphs.plot

A_4.fifteen_graphs.save
A_4.fifteen_graphs.name
psi_extrema.plot
psi_extrema.save
psi_extrema.filename

{0,1}

’abs’
‘rel’

{0,1}

string
7+
{0,1}

string
7+
{0,1}

{0,1}

string

{0,1}
{0,1}

string

{0,1}
{0,1}

string

{0,1}
{0,1}

string
{0,1}
{0,1}
string
{0,1}
{0,1}
string
7+

{0,1}

{0,1}
string
{0,1}
{0,1}

string

If value is one, the largest absolute eigen-
value of the linear system matrix will be
determined. If the value is zero, this check
is skipped.

Determines if the limits of the color bar are
set per time increment or one time for all
time increments.

One for creation of an animation in an AVI
container, zero if not.

Filename of animation.

Frame rate of animation.

One if animation of the checks of the PDF
should be saved.

Filename of the animation.

Frame rate of animation.

Plots the six components of A in six graphs
if one.

Save the former if one.

Filename of the former.

Plots the six components of A and its
fluxes in six graphs if one.

Save the former if one.

Filename of the former.

Plots the six components of A in one graph
if one.

Save the former if one.

Filename of the former.

Plots the six components of A — AT to
check the conservation of symmetry if one.
Save the former if one.

Filename of the former.

Plots the trace of A if one.

Save the former if one.

Filename of the former.

Plots the eigenpairs of A if one.

Save the former if one.
Filename of the former.

Frame rate of animation.

Plots the fifteen independent components
of A if one.

Save the former if one.

Filename of the former.

Plot the extrema of v if one.

Save the former if one.

Filename of the former.

Table B.3: needed input for program in the structure plot_and_save.
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Nomenclature

Dimension | Description

o)
<
=)
o
=3

rad Azimuth. Spherical coordinate.
Shear rate, see also F.
RSC or strain reduction factor.

2
Function of r,, :éji’ see also &.
The it" eigenvalue of A.
Function of A, %
Function of A, %
rad Elevation. Spherical coordinate.

S

> > > > [ 20
I I T T

+

Function of re, ’;E—;, see also A.

Probability densiety.

Unit basis vector for the radius, see also p.
Unit basis vector for the elevation, see also q.
Unit basis vector for the azimuth, see also s.
Flux of probability density.

Measure of the strength of K, defined as ) |;;]|.
.3

Sem

<

3 =99
e
[ N e T

Radial length of vector.

Aspect ratio of ellipsoid, é.

Time.

The i*" eigenvector of A.

Unit basis vector for the radius, see also 6,..

Unit basis vector for the elevation, see also dg. Nonlinear RSC or strain

reduction term in kinetic theory.

Unit basis vector for the azimuth, see also d4.

Space vector, (zy 2)T or (z1 22 23)7.

Boundary of 5.

Fiber-fiber interaction coefficient.

Defined as Crm.

Strain rate.

Shear rate, see also 7.

Theset pe R3:  ||p|l2 = 1.

Mesh element of S.

Size of mesh element S;.

Tensor f Yppd?p, second order moment or orientation tensor.
s

_RTY O T
e

poas e

hnQ-

®n
Ll ] R R T 3 —_

The symmetric part of K, rate of deformation tensor.
Unit tensor.
Homogenous flow field tensor.
Proper orthogonal tensor or rotation with det(Q) =1 and Q! = Q7.
The antisymmetric part of K, spin rate tensor.
Voigt index version of A, second order tensor.
Tensor [ ppppd?p, fourth order moment or orientation tensor.
s

| TS i B P [

—_

The set of complex numbers.

—_

Auxiliary fourth order tensor, defined as )~ \;e;e;e;e;.
i

—_

Auxiliary fourth order tensor, defined as 3 e;e;e;e;.
i

The set of natural numbers.
Probability.

The set of real numbers.
The set of integers.

The % operator or gradient.

AqN=ETzZ 2 FQ >>I0R~U »

e = T T =

The % operator or constrained gradient.
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