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Abstract

In this dissertation we consider mesoscale based models for flow driven fibre ori-
entation dynamics in suspensions. Models for fibre orientation dynamics are derived
for two classes of suspensions. For concentrated suspensions of rigid fibres the Folgar-
Tucker model is generalized by incorporating the excluded volume effect. For dilute
semi-flexible fibre suspensions a novel moments based description of fibre orientation
state is introduced and a model for the flow-driven evolution of the corresponding
variables is derived together with several closure approximations.

The equation system describing fibre suspension flows, consisting of the incom-
pressible Navier-Stokes equation with an orientation state dependent non-Newtonian
constitutive relation and a linear first order hyperbolic system for the fibre orienta-
tion variables, has been analyzed, allowing rather general fibre orientation evolution
models and constitutive relations. The existence and uniqueness of a solution has
been demonstrated locally in time for sufficiently small data.

The closure relations for the semiflexible fibre suspension model are studied nu-
merically. A finite volume based discretization of the suspension flow is given and
the numerical results for several two and three dimensional domains with different
parameter values are presented and discussed.
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Chapter 1

Introduction

1.1 Motivation

Transport of suspensions of elongated particles is a feature of various natural and
industrial processes. The suspended particles range from rod-like macromolecules,
viruses, elongated cells to wood pulp fibres in paper making or chopped glass or
carbon fibres used to reinforce a plastic material. The liquid phase of the suspension
can be a Newtonian fluid, such as water or oil, or a non-Newtonian fluid, for instance,
a molten polymer. Addition of fibres even in small concentrations results in non-linear
dynamics of the suspension, thus, in general, fibre suspensions are non-Newtonian
fluids even when the suspending fluid is Newtonian.

As an example, let us consider the injection and compression molding techniques
for processing fibre reinforced thermoplastics. These materials are heated up before
the pressure driven injection in the mold so that the matrix is liquid during the flow.
The suspension flow in the mold is coupled to the fibre orientation in the suspension,
namely, the orientation affects the flow and the flow changes the orientation. The
fibre alignment persists after the solidification of the matrix. Since the mechanical
properties of a fibre reinforced material sensitively depend on the fibre orientation,
understanding the phenomena governing the suspension flow is a neccessary prereq-
uisite for modelling and optimization of the production process.

Direct simulations of the solid-fluid interactions taking place in a fibre suspension
while it flows in a typically sized domain used in industrial applications require huge
data sets and computational efforts that are way out of reach of the modern computing
technology. For dilute and semi-dilute rigid fibre suspensions there exist models based
on mesoscale, allowing the prediction of both macroscopic flow and the averaged
fibre orientation state with reasonable accuracy at relatively low computational costs.
However, these models are not valid for all relevant types of fibre suspensions, for
instance, for highly concentrated suspensions and for suspensions of long flexible
fibres. Deriving mesoscale models valid for these suspension regimes would be an
important contribution to the modelling of fibre suspensions.

When the microstructure of the suspension is described in mesoscale, the equa-
tions governing the suspension flow form a coupled system of partial differential equa-
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tions, consisting of a generalized incompressible Navier-Stokes equation with a non-
Newtonian constitutive law and of a hyperbolic first order system for scalar variables
describing the fibre orientation dynamics. Mathematical analysis of well-posedness
of the system in a unified framework valid for different fibre orientation models and
constitutive laws is another challenging task.

We start this introductary Chapter with a review of some models proposed in
scientifical literature, devoting seperate sections to models for short rigid fibres and
for long semiflexible fibres. In the end of this Chapter, the goals of this thesis are
presented and an outline of the following chapters is given.

1.2 Review of short fibre suspension theory

Flow of fibre suspensions is usually studied in the context of rheology, the science of
flowing complex fluids. A good introduction to the subject are the books of Doi and
Edwards [17], Huilgol and Phan-Thien [35] and the review paper [42]. An introduction
to theory and applications of short fibre suspension flows can be found in the book
[3], in particular Chapter 6, and in the review article [58].

A material consisting of a collection of particles immersed in a liquid is called a
suspension if a typical length scale [, resolving the individual particles (microscale)
is distinctly seperated from the length scale ly; characterizing the macroscopic flow
(macroscale): [, < ly. To describe the suspension at the macroscale, averaged
bulk material properties can be defined by appropriately averaging the corresponding
microscale quantities. A prerequisite for applications of such upscaling techniques is
the existence of a representative volume that is small in comparison to the macroscale
but contains a sufficient number of fibres for statistical description to make sense.
Strictly speaking, this is not always the case for fibre suspensions. The length of a
typical fibre ranges from milimeters to several centimeters, and thus can even exceed
the thickness of a typical semistructural part, so a representative volume can hardly
be called pointlike or very small. The application of upscaling techniques is justified
by considering bulk flows, where the macroscopic flow properties are uniform over
a larger volume containing sufficiently many fibres (see e.g. the discussion in [20]),
possibly adopting 2D models for thin shell like domains.

Due to the different length scales, two different values of Reynolds number can
be defined. The microscale Reynolds number is typically much smaller than the
macroscale Reynolds number. In [35], a typical value Remicro = O(1073) is estimated.
The flow of an incompressible Newtonian fluid through the microscale defined by the
fibres is therefore nearly Stokesian: V -v =0, nAv = VP. The Stokes equations are
linear and exhibit no inertial effects due to the absence of time derivatives, thus the
boundary data are transported instantaneously. The dynamics of the microstructure
is therefore expected to be instantaneous and linear in driving forces.

The dynamics of a single fibre is described by Jeffery’s equation.
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1.2.1 Jeffery’s equation

In the original paper of 1922 [38], George Barker Jeffery considers the dynamics
of a particle of the shape of a prolate ellipsoid immersed in a Newtonian liquid.
The orientation of an axissymmetric particle with a head-to-tail symmetry can be
described by a unit vector p as shown in Figure 1.1.

Figure 1.1: The unit vector p describing the orientatation of a fibre

In his model it is assumed that the only forces acting on the fibre are the traction
forces, which are transfered from the fluid on the boundary. The momentum transfer
from the fibre to the fluid is neglected. Using a first order (linear) expansion of the
fluid velocity field around the particle, the following equation for the fibre orientation
vector p is obtained (see [41] for a modern exposition of the matter):

d
d—szm—(p@p:M)p, (1.1)

where the effective velocity gradient is defined as

A+l A-1 o
K K
2 2

M =

k = Vv is the spatial velocity gradient (Jacobian matrix), and

-1
+1

r

IS

)\_

r

[SE ]

is a fibre geometry parameter with r, = [y/d; denoting fibre aspect ratio.

The solutions of (1.1) satisfy H% H2 = 0, hence the unit sphere S9! is an invariant
manifold of this equation. This fact can be stressed by writing the equation in the
equivalent form p = (I —p®p)-(Mp), where the projection operator on the tangential
space of the sphere is involved explicitly, or writing the equation in the angular velocity
formulation. The angular velocity can be computed from (1.1) as w = p x p =

p X (Mp).
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The solutions of Jeffery’s equations have been studied for stationary flow fields
with analytical (cf. [38], [33]) and numerical (cf. [41]) methods. Depending on the
Jacobian x and fibre aspect ratio, the orientation vector p either follows periodic
trajectories in the configurational space S? (so called Jeffery’s orbits) or reaches a
stationary state.

Bretherton has studied the motion of particles of arbitrary axis-symmetric shape
including cylindrical rods ([7]). He has demonstrated that the particle rotation can
be described with Jeffery’s equation, and finds that the parameter A depends on the
shape of particle.

Jeffery’s equation is not valid if the suspending fluid is non-Newtonian. For ex-
ample, it is well known that in simple shear flows the orientation vector slowly drifts
towards the vorticity axis (see [36], [39]), while Jeffery’s model predicts periodic or-
bits. A simple correction to Jeffery’s equation accounting for this effect has been
proposed in [20], where the expression for the effective velocity gradient is changed
w0 DD

M =kr" —2eD — 4c 7 )

where D = % [FL + KT} is the rate of strain tensor and y = 4/ %D : D is the shear rate;

c and € are real parameters.

1.2.2 Orientation distribution function

An equation p = (I —p @ p)f(p), where p : S ! — R? defines a vector field on the
d — 1-dimensional sphere S9~!. If the associated flow transports some quantity 1 that

is defined on the sphere, then the law of conservation of this quantity is given by the

Liouville equation %—f = —V, - (p), where V,, is the gradient operator on the sphere.

We are mainly interested in the case d = 3, so let us illustrate the calculus of the
sphere embedded in R3. We introduce the spherical coordinates (Figure 1.2).

p,
/,

1

Figure 1.2: Spherical coordinates (¢, @) of a vector p € S?

The sphere is parametrized by the set of unit vectors

S% = {(cos(¢) sin(f), sin(¢) sin(#), cos(d)) : 0< ¢ <27, 0< O < 7}.

4
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The gradient on S? is the angular part of the 3-dimensional gradient,

cos(¢) cos(0) P 1 — sin(¢) P
V= sin(¢)cos(d) | = +——= cos(¢) —.
— sin(6) d0  sin(0) 0 0P

We will frequently make use of an equivalent formulation based on the angular mo-
mentum w = p X p instead of the velocity p. A differential operator called the rotation
operator is very useful in angular velocity formulation. It is defined by %, := p x 6%
or componentwise by

2 — cgs(gb) cos(g’) P — sin(¢) 9
(R )a (5 )

For w = p x p it holds Z,, - w = V,, - p. The integration by parts rule is

/ uZpvdo (p) = — / vZyudo (p) (1.2)
52 52
for sufficiently smooth (say, C') u and v, see [14] for a proof.

Let us introduce the fibre orientation distribution function (x, p) measuring the
probability density for an arbitrarily chosen fibre near x € {2 to have the orientation p.
More precisely, by assumption, for x € €2 there exists a representative volume V, C 2
containing x and sufficiently many fibres. Let ¥ C S%~! be a (measurable) subset of
the orientational space containing no antipodal points (i.e, if p € X, then —p ¢ ),
then the probability of finding an arbitrary fibre from V, having an orientation in X
is given by the integral 2 [, ¢ (z, p)do(p).

Being a probability distribution function, ¢» must satisfy three properties:

1. non-negativity: ¢ (x,p) > 0,
2. symmetry: (z, p) = ¥(z, —p) for all (z,p) € Q x S ! and
3. normalization: [¢, , ¢ (z,p)do(p) = 1.

The law of conservation of probability is the Liouville equation:
oy
ot

Taking into account the transport of the material in the domain 2, time derivative

should be replaced by the material derivative: % = -V, (pv).

=V - (PY). (1.3)

1.2.3 Fibre-fibre interactions and concentration regimes

The orientation of a fibre is affected by interactions with other fibres. One distin-
guishes between long range and short range hydrodynamical interactions and me-
chanical contacts between the fibres; the dominant type of interactions depends on

5



Introduction

the concentration of the suspension. The most important variables determining the
concentration regime are fibre number density ny (the average number of fibres in
a unit volume), fibre length [; and diameter d;. The fibre volume fraction ¢; can

be expressed through the fibre number density and the volume of a single fibre; for
mnyd}ly

cylindrical fibres we obtain ¢y = Fibre suspensions are classified in three
regimes - dilute, semi-dilute and concentrated (see [17], [58]).

If ’n,fl? < 1, then the average distance between neighbouring fibres is larger than
the fibre length. It is generally assumed that the perturbations caused by a fibre
can noticably affect the orientation of other fibres only across a limited distance
comparable with fibre length O(ly), therefore the fibre-fibre interaction are negligible.
This is called the dilute regime. If the average distance between the fibres is larger
than the fibre diameter d; but shorter than the fibre length /¢, then the suspension is
called semi-dilute; this regime is characterized by nfli’e > 1 and nfl?'df < 1. Here the
fibres are close enough for long- and short-range hydrodynamic interactions to play an
important role. Finally, if the average distance between the fibres is smaller than the
fibre diameter (nflj%df > 1), then the suspension is classified as concentrated. Here a
change of orientation of a single fibre is impossible without turning the surrounding
fibres and mechanical contacts between the fibres are dominating.

Intuitively, long range hydrodynamical interactions can be thought of as small
perturbations in velocity field near a test fibre, which cause a smooth and small devi-
ation of orientation. Short range hydrodynamic interactions are rather like collisions,
that ”kick” the fibre. Direct mechanical contact between fibres leads to a complicated
behaviour, featuring formation of fibre bundles, clusters or networks (flocculation),
where the dynamics of a fibre is strictly constrained by the neighbours. For a short
review of the microscale modelling of these processes see Section 1.2.7. In dilute and
semi-dilute cases the fibre-fibre interactions can be modelled in an average sense

The fibre-fibre interactions result in deviations from Jeffery’s orbits. By denoting
the perturbation of the velocity in the orientation space by F;., the correction can be
added to Jeffery’s equation:

p=U—-p@p)- (Mp+ F,); (1.4)

in the angular velocity formulation the perturbed Jeffery’s equation is w = p x (Mp+
F.). In the dilute and semi-dilute regimes the perturbation F,. is usually modelled as
a vector valued random process. Assuming that the perturbations have no preferred
direction and are not correlated in time, we get vanishing mean value E{F,.(t)} = 0
and the autocorrelation function E{F,.(t1) - F,.(t2)} = 2D, 10(t; — t3), where D, is
called the rotary diffusion coefficient. Thus F.(t) is a white noise random process,

F,(t)dt = /2D, duw, (1.5)

where w(t) is the vector valued Wiener process. Thus (1.4) is interpreted as a stochas-
tic differential equation on the unit sphere, i.e., a Langevin equation.

This Langevin equation can be used for Brownian dynamics simulation, see [56],
[20]. Other approach is to calculate the average probability flux due to the Brownian

6
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term utilizing the fibre orientation distribution function v (z,p) and applying Ito’s
formula ([26], [56]). If the stochastic differential of p is given dp = F.dw(t), then
for a function ¥ (p) Ito’s formula gives dip(p) = D,,Vfﬂ/)dt + 2D,V pdw(t). Cal-
culating the mean value, we obtain a diffusion equation on the sphere: dE(¢(p)) =
D,N2E(y)dt. Interpreting the rate of change of 1 as a fluz on the sphere, we obtain
the mean value of the flux due to the white noise process: p = —%pr. This
procedure recovers the equation given in [22]:

D,
pZMp—(M:p@@p)p—?va (1.6)

In the angular velocity formulation w = p x p the probability conservation law can
be written as ([17])

Dy
Dr —Zp(wi) (1.7)
where % = % + v - V, is the material derivative.

In [22], Fransisco Folgar and Charles L. Tucker III propose to choose the rotary
diffusion coefficient proportional to the shear rate: D, = C;7, where the constant C;
was selected to fit the experimentally observed orientation distribution. It has been
suggested that the isotropic rotary diffusion modelled by a scalar C; might be too
restrictive, therefore anisotropic versions have been proposed, see [60], [39], [20]. In
these models the equations are modified to accomodate C; as a symmetric positive
definite second rank tensor. However, the scalar model is preferred due to difficulties
of parameter estimation for the tensorial model.

It is generally assumed that C; is a function of concentration. This function is
known to increase for low concentrations, to reach a peak at a critical concentra-
tion and then to decrease. Petrich et al have studied the fibre orientation diffusion
experimentally in [57]. They find that the peak is reached at the concentration
nfl?df ~ 0.5...0.8, which corresponds to the transition from semi-dilute to concen-
trated regime. This effect can be incorporated within the Folgar-Tucker mocel by
changing C; appropriately, however, such models do not explain the physical reasons
behind this phenomenon. In fact, the decrease of C; can be explained using the con-
cept of excluded volume, see [57], where a nematic potential is introduced to model
this effect. We discuss the related concepts in Section 2.1.

Models including both translational (in Q) and rotational (in S?~!) diffusion are
discussed e.g. in [17] and [14]. We assume the fibre concentration to be constant in
) and therefore focus exclusively on orientational dynamics.

1.2.4 Folgar-Tucker equation

For a nonnegative integer n we introduce the moment

a = /S L P(p)da(p).

7
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It is a completely symmetric tensor of rank n. The antipodal symmetry of ) implies
that the odd order moments vanish, i.e., a(®***? = 0. The equations for the moments
are obtained from the Smoluchowski equation (1.7) by multiplying both sides with
p" and integrating over the configurational space S¢~!; in particular, we get

i == [ pep[Awr) - DA dolo) (1.9

The second order moment was introduced by Advani and Tucker in [1], where the
importance of this orientation structure tensor for both suspension rheology and the
material properties in the solid phase is stressed. Plugging w = p x p with (1.6) into
(1.8) and integrating by parts using (1.2) gives

a® = / R,(p @ p)(p x Mp)dp + D, / %, (p @ p)dp.
s2 o

The third rank tensor Z,(p @ p) for d = 3 has the following components:

Index (i, j) Component Z,(p @ p)i;

(17 1) 2(]93]9162 - P1p2€3)

(2,2) 2(pipaes — papser)

(3,3) 2(papser — papre2)
(2,3) or (3,2) (p3 — p3)er + pspres — pipaes
(3,1)or (1,3) (p3 — pi)es + pipaer — papses
(1,2) or (2,1) (pT — p3)es + papses — pspien,

where e; form the standard basis of R®. Further, Z2(p ® p) = (2I — 6p ® p). Using
these identities, integrating and recalling the definition of moments yields

a®=M-a®+a® MT —(M+M"):a" +2D,(I - 3a®), (1.9)

which is the most used variant of the Folgar-Tucker model and is often called the
Folgar-Tucker equation in the open form. Note that the right-hand side of (1.9)
depends on the moment a¥.

1.2.5 Closure approximations

The equation (1.9) is not closed in the sense that given only a® and M, the term
(M + MT) : a™ cannot be calculated. Moreover, as pointed out by Hinch and Leal
in [34], the equation for the moment a®” always contains the higher order moment
a®*2)_ In the modelling part we will show that, in general, higher order moments
do not depend on the lower order moments. Hence, the approach of computing the
evolution of moments of ) without knowing ¢ itself requires an approximation of an
unknown moment tensor.

Closure rules expressing a(® in terms of lower order moments have been developed
(see [37]), however this approach is found to increase the computational costs with-
out providing a higher accuracy, therefore we focus on the classical closure problem,
namely, to approximate a® in terms of (.

8
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We return to the problem of closure approximations in Section 2.2; here we review
some of the closure relations, i.e., formulae of the form a'¥ =~ f(a®) that have been
proposed in scientific literature.

The most simple closure relation is the quadratic closure ([34], [2]):

a((qi)adratic = a(2) ® a(z)' (110)
This closure relation is exact for an uniaxial distribution, i.e., if a®® = py @ p, for a
vector py € S?!, then the orientation distribution 1 is uniquely determined: ¢ =
L 16po +0_p), and it holds a® = p3", hence (1.10) is exact. However, in most
other cases the quadratic closure is a poor approximation to the exact value of a®
Nevertheless, this approximation is still often used in simulations (see e.g. [64]) mainly
due to the appealing simplicity (resulting in low computational costs) and certain
stability considerations. For example, in [53] it is demonstrated that the application
of the quadratic closure for computing the stress in suspension is consistent with the
second law of thermodynamics and that the suspension flow is energetically stable
in the sense that the kinetic energy of the fluid is never increasing in the absence of
external forces.

Even older is the linear closure proposed in [30]; this approximation (which is
discussed further in Section 2.2.3) is given by

1
<a1(i4n)ear> ikl = ? |:az(]2)5kl + agz)éjl + a§l2)5jk + aﬁf)ézl + aﬁ)ézk + CL(2)5

1
% [52']'5191 + 5ik6jl + 6il5jk] )

where 0;,;, is the Kronecker symbol. The linear closure approximation is exact for
isotropic orientation state, however, it is known to lead to unphysical results, e.g.,
violating the non-negativity of 1, and hence is not used in pure form.

Advani and Tucker have proposed the hybrid closure (see [1, 2]) as a convex
linear combination of the linear and quadratic closures:
al(éf)brid = fhat(qi)adratlc (1 - fh)ahnear7
where f, = 1 — d%et(a®). In the paper [2] Advani and Tucker analyze several
closure approximations available at that time (including the ones proposed by Hinch
and Leal in [34]). Their results suggest that the approximations designed to be exact
for a certain fibre orientation state or a specific flow tend perform poorly for other
data.

A remedy is more general closure approximations containing parameters that can
be tuned to fit to the exact data. Verleye and Dupret have proposed the natural
closure in [80] starting with such a general expression:

(&ﬁt)im = B1S(0ij0nt) + BoS (055a(2),,) + B3 (a Dal)) +

ﬁ4‘5ﬂ(61]a23 akl ) +ﬁ5 ( zg a’l(fn)m ml) +ﬁ y(a'zm mza’l(frzagzl))?
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where we sum over repeating indices, the symmetrization operator . is averaging
the tensor under all possible permutations of the indices and (; are real parameters.
Since the closure relation should be objective (independent on the choice of coordinate
system), the constants 3; may only depend on the invariants of a®, given by I, =
L Tr(a®)? = Tr(a® - a®)] and I3 = det(a'®). The first invariant, I; = Tr(a®), is
constant and equals 1 by the normalization of ¢. Further constraints (see [19], [28])
reduce the number of independent [3; to three.

For planar flows Verleye and Dupret find analytical expressions for ; ([80]) basing
on the analytical solution of (1.7) with C; = 0 and A = 1. For three-dimensional flows
they propose to express (3; as polynomials in I; and Iy with coefficients fitted with
a least squares algorithm, exploiting the data of a® and a® obtained from direct
simulations of (1.7) for prescribed flow fields.

The very same procedure for liquid crystal flows is carried out in [28].

More recently, Chung and Kwon ([12]) have developed the approach of natural
closure, proposing the IBOF (Invariant based optimal fitting) closure, which is con-
structed by fitting the coefficients of certain polynomial expressions [3;(1s, I3).

A closely related approach using the eigenvalues of a? instead of the invariants
leads to the family of orthotropic fitted closures (ORF) proposed by Cintra and
Tucker in [13]. The tensor ag%F is assumed to be orthotropic and to have the same
principal axes as a(?.

Several variants of ORF closures have been published in the literature, differing
in details of the fitting process and choice of parameters for (1.7), cf. Verveyst ([81]),
Chung and Kwon ([11]). The main drawback of the ORF closure family is the need to
compute the eigenvalues and eigenvectors of a(?, thus slowing down the computation
of the closure.

A review comparing some of the fitted closure approximations can be found e.g.
in [11].

As a general remark, there is always a trade-off between the computational costs
and quality of the approximation. When the fibre orientation must be computed with
high accuracy, a fitted closure such as IBOF should be preferred. In the framework
of this thesis, however, we are interested in the behaviour of certain fibre orien-
tation models rather than the effect of closure approximations. For the numerical
experiments a prototype closure relation is needed, and we prefer a simple and well
understood closure over a highly accurate one. For this reason we have chosen the
quadratic closure (1.10). Nevertheless, the scope of our theoretical analysis extends
to a broad class of different closures including the aforementioned ones.

1.2.6 Rheology of fibre suspensions

At the microscale the fluid field variables such as stress 7T, velocity v and pressure
P fluctuate rapidly due to the inhomogeneities introduced by the fibres. The macro-
scopic field variables are obtained by applying a homogenization technique (see [35]
and references therein). For a suspension in Newtonian fluid the homogenized stress
can be shown to be linear in the strain rate so that the constitutive relation has the
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form
T=n:D,

where 7 is a fourth-rank tensor with the symmetries 1;jx = Mgii; = 7ji. In praxis,
determining the viscosity tensor requires solving a micromechanical problem for a
representative volume for various configurations and boundary conditions; this is a
major task of rheology. Again it is found that the dominating mechanisms increasing
the stress in suspension depend on the concentration. For dilute suspensions the
dominating extra forces are originating from fluid-fibre interactions, for semi-dilute
suspensions hydrodynamic fibre-fibre interactions have a larger contribution, while
for concentrated suspensions the effects from mechanical contacts between the fibres
dwarf the other contributions to the stress ([44]).

A lot of theoretical work has been devoted to studies of dilute and semi-dilute
suspensions in a Newtonian liquid. Usually the stress in the suspension is decomposed
in a matrix part and fibre part:

T=—-PI+2nD+ S,

where P is hydrostatic pressure, D = % [KJ + /{T} , &k = Vv, v is the average fluid
velocity in the suspension and 7 is the viscosity of the matrix. S is the extra stress
term due to the presence of the fibres.

Suspended fibres transfer force to the surrounding liquid through surface traction,
thus contributing to the stress in the suspension. Estimating the averaged hydro-
dynamic stress is a difficult task since the perturbations introduced by the fibres
propagate over large distances. Batchelor (see e.g. [5]) has studied the stress in semi-
dilute suspension of aligned slender rods. He introduced the concept of an isolated
cell, assuming that the perturbations caused by fibres outside the cell are screened
by the fibres in the cell and thus do not influence the suspension in the cell. For the

extra stress he found the following expression:
1
S =y [a(‘l) — §] ®a(2)} . D.

Dinh and Armstrong ([15]) have generalized this approach for arbitrary fibre orien-
tation. Shahfeq and Fredrickson ([68]) dismiss the concept of cell and compute the
stress, accounting for the effects from all mutually interacting fibres in the infinite
suspension.

The result of such modelling work is a constitutive relation of the general form
given in [2]:
Sij = s [A/ﬁklag]ll + B(/ﬁikag») + agi)/ﬁkj) + Ckyj + 2Fa§]2.)Dr} ,
where ¢, A, B, C' and F' are material constants. The exact expressions for these
constants are reviewed in the literature, cf. [48], [2] and [58]. For non-Brownian fibre
suspensions the constitutive relation can be rewritten in a convenient form (see [2])

T =PIl+n[k+ Nyk: a® + Ny(a? - k4 5 - a(z))} , (1.11)
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where 7 is the effective suspension viscosity, representing the isotropic components of
viscosity from both the matrix and the fibres, and Ny and N, are parameters called
the shear number and the particle number (see [2]).

The model by Dinh and Armstrong ([15]) predicts the following results.

or:

Ny =0, Ny = s
? = 3In(2h,/d)

where hy is a typical distance between two neighbouring fibres, which depends on the
volume fraction and type of orientation:

_d T
=/5

for aligned fibres (uniaxial orientation distribution) and

hy

_ 7y
T aer,

for isotropic orientation distribution.

For fibres with finite aspect ratio r, the shear number N, has a nonzero value,
however, already for moderate aspect ratios r, > 10, Ny is negligibly small in com-
parison with NN, (see [2]). Thus using the slender body approximation Ny = 0 is
justified.

At concentration levels where the direct mechanical contacts between the fibres
become important, the theories based on hydrodynamical fibre interactions fail (see
[5], [49], [57], [44]). In fact, the stress can be showed to be proportional to the
number of fibre contacts per unit volume ([18]). For flat 2D geometries Le Corre et
al ([43], [44]) neglect the suspending liquid, considering the whole suspension as a
net of rigid rods linked by viscous point interactions of power law type. They show
that, depending on the relation of local translation and rotational viscosities, the
suspension is an effective Cauchy or Cosserat medium.

1.2.7 Simulation techniques

Simulations of fibre suspension flow can be performed at different resolutions. The
most detailed are fibre level simulations, where each fibre is resolved individually, and
the positions and forces acting on each fibre are computed directly. High accuracy
is reached at the price of high computational costs. In multiscale aproaches the
evolution of microstructure is computed directly in certain small cells distributed
over ). The microstructure is used to compute the orientation tensors, which are
then used to calculate the macroscopic stress. An example the multiscale aproach
is the CONNFFESSIT method. To decrease the computational costs further, the
suspension can be considered in the mesoscale only. The microstructure is described
by orientation tensor field, which evolves according to Folgar-Tucker model. The
advantages and disadvantages of each aproach are discussed in [61].
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Microscale simulations. Simulations resolving the dynamics of individual fibres
are useful for testing suspension models as well as to study the processes in suspen-
sions that are not accessible by means of physical experiments. For example, [85]
use a direct simulation method by including the short-range hydrodynamic interac-
tions using the lubrication approximation and ignoring the long-range hydrodynamic
interactions. In [49] the fibres are approximated as slender bodies, but all types of
hydrodynamical interactions are included and simulations are done for concentrations
varying from dilute to semi-dilute. Frictionless mechanichal fibre contacts have been
included in [74]. See also [10], [51], [20].

Multiscale simulations. A compromise between the expensive fibre level simu-
lations and the coarse grained (and suffering from closure approximations) mesoscale
simulations is the CONNFFESSIT method (Calculation of Non-Newtonian Flow: Fi-
nite Element and Stochastic Simulation Technique, see [56]). Here the flow equations
are solved by a finite element method, but Brownian dynamics simulation is applied
in selected cells for calculating the fibre orientation.

Mesoscale simulations. This computationally cheapest method solves the non-
Newtonian flow equations coupled to the fibre orientation equations. Several methods
have been proposed to solve non-Newtonian flow problems, for instance, finite differ-
ence, finite volume, finite element, boundary element and spectral methods, see [35]
for a review.

Different techniques have been proposed to implement the coupling of the flow to
the fibre orientation field. Lipscomb et al. ([48]) use the full alignment assumption,
namely, the fibres are oriented along the tangents to the respective streamlines, to
compute the flow in a planar contraction domain using a finite element method for the
flow equations. Rosenberg et al. ([65]) seek a steady-state solution, using a FEM ap-
proach to discretize the flow equations and integrating the hyperbolic Folgar-Tucker
system along the streamlines. This procedure is iterated until convergence is reached.
Reddy and Mitchell ([63]) analyze a finite element method for the coupled problem,
using a standard Galerkin method for the momentum equation and a discontinuous
Galerkin method for the Folgar-Tucker equation. The orientation field from the pre-
vious time-step is used to compute the stress tensor. Apart from theoretical studies,
there exists a range of commercial software, see [59].

1.3 Review of long fibre suspension theory

As we have seen, several models for rigid fibre suspension flows have been proposed
and are used for simulations. Obviously, the microstructure of semiflexible and flex-
ible fibre suspensions is more complicated than the one for rigid fibres, due to the
additional degrees of freedom needed to describe the dynamics of a deformable body.
Since the effects of flexibility scale with fibre length, semiflexible fibres are typically
longer than rigid ones. Hence non-local effects play a more important role. Due to
these and other complications, the most of the proposed models of long semiflexible
fibre suspensions are based at the microscale, i.e., fibre level models, and are therefore
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computationally expensive. Only a few ansatzes for mesoscale models exist.

The first part of this short survey describes some qualitative properties of dilute
long fibre suspensions in low Reynolds number flows as observed experimentally. In
the next part we briefly touch some microscale based approaches used for fibre level
simulations. Finally we review some work that has been done towards modelling
semiflexible fibre suspensions in mesoscale.

1.3.1 Experimental results

The cruical difference distinguishing flexible fibres from rigid ones is the ability to
bend under applied forces. In dilute suspensions the forces arise from fluid-solid
interactions. A lot of experimental work has been devoted to studies of the defor-
mations of a single flexible fibre undergoing a rotation in a shear flow. Forgacs and
Mason ([23]) have classified the observed fibre orbits in several orbit classes. A scalar
parameter - flexibility - is found to determine the type of orbit (see also [70]). The
concept of flexibility is discussed in Section 2.3.1.

At low flexibility the fibres rotate as rigid rods, obeying Jeffery’s model (class
). With increasing flexibility, the fibre describes a class II orbit (springy rotation or
C-turn), where the fibre is deformed in the shape of an arc in the fastest part of the
orbit. The next is the class Illa orbit - loop turn or S-turn and the IIIb orbit - snake
turn. A feature of all of these orbits is that the fibre straightens out in the phase of
minimal acting forces, i.e., when the fibre is oriented closely to the flow direction. At
higher value of flexibility the fibres perform a snake turn like orbit, never straightening
out completely. This characterizes a class IV orbit, complex rotation. The periods of
the orbits are increasing with increasing flexibility. Thus, the results of Forgacs et al.
show that the dynamics of a single suspended fibre depend on the flexibility, which
itself depends on the shear rate, bending stiffness and fibre length.

Already at low volume fractions the mutual interactions of flexible fibres play
an important role. Even rare collisions among the fibres may easily lead to mutual
entanglement, thus forming small isolated regions with high fibre concentration called
flocs.

It is well known that the shape of fibres has a significant influence on the bulk
viscosity of the suspension, cf. [7]. For example, it has been observed that slightly
curved fibres bent in the shape of a circular arc with the normal vecors to the centerline
at both endpoints forming an angle of 176 degrees increase the viscosity as much as
by 13% over that for a suspension of straight fibres, other parameters being equal
(see [39] and references therein).

1.3.2 Microscale models

Various models for a single flexible fibre have been proposed and used in simulations.
Stockie ([71], [70]) describes the surface of a 3D fibre as an interwoven net of one
dimensional elements using the immersed boundary method. Tornberg and Shelley
([77]) approximate the fibre (filament) with an inextensible slender body. In models
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of this type the fibre acts on the surrounding fluid through a force defined along the
centerline. Another important class of fibre models are the bead models, where the
fibre is modelled as a string of spherical, ellipsoidal or cylindrical segments connected
by rigid connectors. The fibre interacts with the fluid at points associated with the
beads, which experience external hydrodynamic forces (Stokes drag and lubrication
forces) and internal forces (modelling bending stiffness).

Yamamoto and Matsuoka ([83], [84]) simulate the dynamics of bead chains sus-
pended in a shear flow. Here a fibre consists of spheres connected with springs with
additional potentials to mimic resistance to bending and twisting. Ross and Klin-
genberg ([66]) employ a chain of rigid prolate spheroids connected through ball and
socket joints. Joung et al. ([39]) consider connectors that can bend and twist to a
limited amount. A similar model has been implemented by Tang and Advani ([75]).

The microscale models cannot be used for direct simulations of industrial suspen-
sion flows due to the high computational costs. However, the microscale models can
be used as ingredients for CONNFESSIT like multiscale simulations.

1.3.3 Mesoscale models

The progress towards developing mesoscale based models of flexible fibre suspensions
is slow due to the complexity of the problem. Hinch has given one of the first theoret-
ical works studying the motion of a single inextensible flexible thread in a Newtonian
fluid, cf. [32]. The stress generated by macroscopic strain applied to a semidilute long
fibre suspension has been studied by Doi and Kuzuu in [16]. However, in most of the
recent works the stress in a long fibre suspension is computed under the assumption
that the fibres remain nearly straight at all times, thus the stress is computed from
the fibre orientation tensor from the relations derived for short fibre suspensions (see
[39]). The simulation is multiscale in the sense that the evolution of fibre orientation
is computed in a fibre level simulation, using hundreds or thousands of fibres per
element and making appropriate averages.

Recently Rajabian et al have developed a mesoscale model of semiflexible fibre sus-
pensions in polymeric fluids, taking into account fibre-fibre interactions, fibre-polymer
interactions and the semiflexible nature of the fibres ([61]). The fibre orientation is
described by the moment tensor a?, a similar tensor field is introduced to describe
the orientation of the rodlike polymer molecules. In this model, the tensor field a(®
evolves according to a Folgar-Tucker like equation with an additional dissipation po-
tential, which incorporates both fibre-fibre and fibre-polymer interactions and the
fibre flexibility through the Khokhlov-Semenov potential.

1.4 Objectives and structure of the thesis

This thesis is concerning with modelling, analysis and implementation of mesoscale
models of fibre suspensions. The main objectives of the thesis are:

e for modelling part: developing mesoscale models for fibre orientation dynamics
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in suspensions, incorporating the excluded volume effect for concentrated short
fibre suspensions and semiflexibility for dilute long fibre suspensions.

e for analysis part: analyzing well-posedness of the coupled system of mass and
momentum conservation laws and fibre orientation dynamics equations with a
non-Newtonian constitutive relation in a general formulation.

e for implementation part: a finite volume based implementation capable of ac-
comodating various mesoscale based fibre suspension flow models, based on an
existing implementation for complex rheology problems.

The thesis is organized as follows.

In Chapter 2 we consider the derivation of mathematical models. The first part
is concerned with modelling of flow driven orientational dynamics in concentrated
short fibre suspensions. The local orientation state is described in terms of moments
of orientational distribution function, the orientational dynamics of a fibre is assumed
to be a superposition of dynamics governed by Jeffery’s equation and perturbations
due to fibre-fibre interactions. The interaction part is modelled as a combination
of a diffusive part familiar from the Folgar-Tucker theory and a part arising from
geometrical constraints to the rotation of an elongated rigid body in a complex ge-
ometry characteristic for a concentrated suspension. The geometrical constraints are
described in an averaged sense by using the excluded volume concept. A generaliza-
tion of the Folgar-Tucker model is derived. In the second part we study the problem
of closure approximation, which is an integral part of moment based models. A gen-
eral procedure for deriving the familiar linear and quadratic closures is proposed. In
the third part we consider the suspensions of semiflexible fibres, i.e., fibres capable of
slight bending into a C-shaped form. The orientation of a fibre is described by a set of
two unit vectors, leading to a local orientational distribution function depending on
two orientational variables. The moments of such functions are linear combinations
of the coefficients of the bispherical harmonics expansion. In the moments descrip-
tion, local orientational state of a semiflexible fibre suspension is described by a first
order moment and two second-order moments. The closure problem arising in the
moments formulation is investigated in the fourth part of this Chapter. We derive
three variants of linear closure, a polynomial closure and a hybrid closure.

Chapter 3 is devoted to the analysis of well-posedness (existence, uniqueness
and continuous dependence on the data) of the system consisting of a model devel-
oped in Chapter 2 and macroscopic flow equations described by an incompressible
Navier-Stokes equation, which is coupled to the orientation equations through a non-
Newtonian constitutive relation. We prove the existence and uniqueness of a weak
solution locally in time for sufficiently small data. Some of the fibre orientation mod-
els need to be regularized, e.g., the definition of the shear rate 4 near the origin for
Folgar-Tucker like equations and the velocity curvature field p for the semiflexible
fibre models need to be smoothed (mollified). In order to prove the existence of a
solution, the system is formulated as a fixed-point problem for a mapping consisting
of a solution operator to a Stokes equation and a solution operator to a linearized
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transport equation, and the existence is proved by Schauder’s principle. The contin-
uous dependence of the solution on the data is demonstrated near the trivial solution
for vanishing data.

Numerics and computational experiments are presented in Chapter 4. We start
with comparing the closure approximations for the semiflexible fibres model in two-
dimensional case and find that the polynomial closure is the most robust choice, and
is therefore recommended for implementations. In the second part we present a fi-
nite volume discretization for complex rheology problems, which is implemented in
the CoRheoS (Complex Rheology Solver) software, and describe an upstream dis-
cretization of the transport equations modelling the fibre orientation dynamics. The
third part summarizes the simulation results obtained by using the model developed
in Chapter 2.1 in two and three dimensional domains, and validates the results for
the Folgar-Tucker limit against experimental results and simulations published in
scientific literature.

The work is summarized and conclusions are drawn in Chapter 5.
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Chapter 2

Modelling

This chapter is concerning with mesoscale modelling of fibre orientation dynamics
described by fibre orientation tensors. In the first part a nematic potential is in-
corporated in the framework of Folgar-Tucker model, aiming to study the effects
of excluded volume in concentrated short fibre suspensions. In the second part a
method for constructing simple closure approximations is presented and the familiar
linear and quadratic closures are reconstructed. The third part is concerning with
semiflexible fibre suspensions. A semiflexible fibre is modelled as a system consisting
of three connected beads, and from the dynamics of a single fibre evolution equations
for low order statistical moments of orientation distribution function are derived. The
last section is dealing with the closure problem that origins from the semiflexible fibre
model. We use the techniques developed in Section 2.2 to construct closures.

2.1 Concentrated short fibre suspensions

As discussed in [57], a decrease of effective rotary diffusivity as a function of concen-
tration has been observed at fibre concentration n fl]%df > 0.5 . In most models the
effective rotary diffusion is expressed through the Folgar-Tucker coefficient C; deter-
mined in an empirical way. However, the physical reasons behind rotary diffusivity
are quasi-random fibre-fibre interactions, and there is no reason to believe that the
frequency of interactions would decrease with increasing concentration. A physical
explanation of this phenomenon can be achieved by using the concept of the excluded
volume.

Let us consider a test fibre in a concentrated suspension. The test fibre has several
geometrically close neighbours, which impose geometrical constraints for the position
and rigid body motion of the test fibre.

Let us denote the fibre length by [; and the diameter by d;. Let the orientation of
a background fibre be denoted by p; € S?, and consider a test fibre with orientation
p € S? located near the background fibre. The domains occupied by the test fibre
and the background fibre partially overlap if the geometric center of the test fibre is
located in a certain parallelepiped shaped region around the geometric center of the
background fibre as illustrated in Figure 2.1.

19



Modelling

Figure 2.1: Ilustration of the excluded volume concept. A background fibre with
orientation p; does not leave space for a test fibre with orientation p within the
sketched volume.

The volume of this region is approximately Ve (p, p1) = rflff|p X p1| and is called
the excluded volume.

In a mesoscale description we think of the test fibre as located in a background
mean field enforced by the surrounding fibres. The excluded volume effect can be
modelled as an additional potential acting on the test fibres, thus Jeffery’s equation
(1.6) is modified:

'D’f‘
(8

The potential U can be derived by using entropic considerations (cf. [45]). Fibre
structures with locally aligned orientation state occupy less volume than disordered
structures, hence at a fixed concentration an ensemble of locally aligned fibres has
more degrees of freedom and thus larger entropy than a disordered ensemble. This
observation gives a qualitative explanation of the fact that at high concentrations the
fibres show a collective orientational behaviour like the molecules of a liquid crystal
in the nematic phase.
L. Onsager proposed the following expression for the potential:

w=pXx (Mp) — —%y — %,U(p. ). (2.1)

UOnsager(pa,lvb) - /52 %X(p>pl)w(pl)da(pl) = Tfl?” /52 |p X p1|@/)(p1)d0(p1),

see [55], [17], [14]. The lack of smoothness of the kernel |p X p;| causes difficulties to
work with this potential. A commonly used approximation of the Onsager potential
has been proposed by Maier and Saupe (see [50] or [14] for a modern exposition)

Uis(p ) = s [ o % pP (o) o)
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Using the Lagrange identity [pxp;1|? = |p|?|p1|?—(p-p1)?, the integral can be evaluated:

Uns(p) = rflfc(l —a? :p®p).

The potential reaches its minimum at the points where a® : p ® p is maximal, i.e,
when p is an eigenvector of the matrix a® with the largest eigenvalue. Thus, the
force due to the Maier-Saupe potential drives the test fibre towards the average mean
field orientation, resisting thereby the rotary diffusion and explaining the observed
decrease in effective rotary diffusivity. We use a potential proportional to Maier-Saupe
potential, namely,

U(p, ) = No(1 —a? : p@ p). (2:2)

In general, the constant Ny may depend on the parameters of the suspension.

The function 1 satisfies the Smoluchowski equation (1.7) with w = p x p and (2.1)
- (2.2). The equation for second order moment a® can be obtained by multiplying
both sides of (1.7) with p®p and integrating over the unit sphere. For the right hand
side we obtain terms that are familiar from the Folgar-Tucker model and an extra
term

—/ P ® pRE, [@D,@p[]\fo(a@) (p®p) — 1)]} = 4N, (a(z) ca® — @ . a(2)) .
52

By setting Ny proportional to the shear rate: 4Ny = Uy, we obtain a generalized
Folgar-Tucker equation for concentrated suspensions in the following form:

L0 =a® M+M"-a® - (M+MT"):a®

D5 10T = 3aD) + Up(a® - a® — o® : @)} (2.3)

This model contains two scalar parameters: the Folgar-Tucker rotary diffusivity
constant C; and the Maier-Saupe coefficient Uy. The physical interpretation of these
parameters is similar as for the Doi-Edwards equation describing the orientational
dynamics of macromolecules, cf. [14], namely, the term proportional to C; drives
the suspension to the isotropic state, while the term with Uy drives it to an aligned
(nematic) state.

In applications of the model, the parameter values should be estimated, e.g., by
using a formula for calculating C; from the parameters of the suspension and identify
the corresponding value of Uj by experimentally measuring the fibre alignment degree
in a shear flow, see Section 4.1. Note also that by setting Uy = 0 in (2.3), the Folgar-
Tucker equation is obtained.

2.2 On closure approximations

As described in Section 1.2.5, various closures have been proposed for the Folgar-
Tucker equation. Some of the proposed approximations have been taylored for the
specific application (such as the natural closure and the fitted closures), others can
be applied for various similar problems that arise in the field of statistical mechanics.
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This section aims to provide an unified treatment of the closure problem, explaining
and formalizing the ideas behind some of the most simple closure relations - the linear
and quadratic closures. A formal procedure for constructing analogous closures for
more general situations is formulated; in Section 2.4 it is applied to a new closure
problem.

We start with considering the parent model of the moment equations, namely, the
Smoluchowski equation. In the formulation (1.7) it is expressed in Eulerian coordi-
nates, where it is a degenerate parabolic equation for ¢ (t, z, p) on [Ty, T) x € x S471,
since the diffusive term is acting only in the p space and not in the = space. In
Lagrangian coordinates formulation the convective partial derivatives in x direction
are eliminated, leaving a parabolic equation on the sphere:

lb = %p [Dr‘@pw —pX Qj (PW + ¢%pUMS(p7 1/})] 9 (24>

where ¢;(p) is the right-hand side of Jeffery’s equation. Observe that all components
of pxq;j(p) = px(Mp) as well as Uy are second order polynomials in the components
of p. Observe further that the operator %, = pxV, maps polynomials to polynomials,
and leaves the polynomial degree invariant.

By multiplying (2.4) with p™ and integrating by parts, we obtain an equation
with respect to the moment a™ with source term components given by the integral
of ¥ P, o, where P, denotes a polynomial of degree n. Hence the equation for the
n-th order moment can be written as ™ = f,(a™*?)). Since the odd order moments
vanish due to the symmetry of v, it suffices to consider the moments of even order
n = 2,4,... In fact, the Smoluchowski equation is equivalent to the infinite system
of ordinary differential equations

a™ = f,(a"?), n=24,...

Clearly, this expansion is equivalent to the expansion of ¥ in orthogonal polynomials
on the sphere, i.e., spherical harmonics for d = 3 and Fourier series for d = 2.

Numerical simulations cannot directly handle equation systems with infinite num-
ber of components, therefore a reduction to finite dimension is required. Let a finite
subset of the equations be chosen, and let the maximal order of a component be 2n;,
then the evolution of this component depends on components of a®"*2) which are
unknown by the assumption. To ensure the uniqueness of solution for the result-
ing underdetermined system of equations, it must be supplemented with additional
constraints of the form a®"*?) = f(a®, ... a®™) called closure approzimations.

Let us provide a way of constructing the additional constraints so that the classical
linear and quadratic closure approximations are reconstructed for n; = 2. These
construction tools are used later in Section 2.4 for constructing analogous closures for
other problems.

2.2.1 Abstract formulation of the closure problem

By definition, the moments are linear operators on 1, hence the closure problem can
be formulated as approximating an operator using a given set of other operators.
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Let H be a Hilbert space, and let H’ be its dual space of continuous functionals
m : H — R. By Riesz theorem, H and H’ are isomorphic, therefore the elements
of H' can be identified with the pendants in H. With this identification, the dual
pairing operator (-, ), : H' x H — R defined as (m, )y, y = m(y)) = my equals
the inner product (m, )y, with the short-hand notation my = ¥m.

Let .# C H be a countable set of functionals .# = {m; : i € N}. For every i € N
m; is said to generate a moment m; : (v € H) — m;h € R.

Let a subset .# C .# be given, we call the elements of .# the accessible moments
and write & = {m, : i € Zy}, where Zy C N. The linear hull of the set .# is denoted
by G, C H. The orthogonal projector from H to the subspace G is denoted by
IT,. Projectors are self-adjoint operators, in particular, for every m; € .# and every
Y € H it holds

(ILymg)p = (ILstp)m.

The closure problem can be formulated as follows. Suppose that for an unknown
1 € H the real values of m;1) for i € &, are given. Let m € .#\.7. Estimate ma.

Example. For ¢ € H = L?*(S?), consider the set of all components of the
moments a™, thus .Z = {p’ : i € N&} using multi-index notation. In the classical
setting the moments of order up to 2 are accessible: % = {p’ : |i|] < 2}, and the
closure problem is formulated for each component of m € {p’ : |i| = 4} separately.

Due to the linearity of the moment operators, the values of the accessible moments
m;1 uniquely determine the projection Il s and vice versa.

The sought moment can be splitted as

myp = m(ILyy) + m(IL ), (2.5)

but the available information does not suffice for determining the last summand unless
m(Il54) = 0.

The set .# is not necessarily orthonormal or even linearly independent in H. For
example, for the ”classical” closure problem the linear relation p? + p3 +p2 — 1 =0
holds. For technical reasons we prefer to work using an orthonormal basis. Let
{xi: 1 € A} be an orthonormal basis of G », then y;i can be computed as linear
combinations of m;vy, and

Iyt = Yien (Xiti) Xi-

In the special case H = L?(S971), m; polynomial and .# containing polynomials
up to a certain degree, a suitable choice of the orthogonal basis for GG is the Fourier
basis functions (d = 2) and the spherical harmonics (d = 3), see e.g. Appendix A in
[27].

2.2.2 Linear closure

The essence of the closure problem is to invert a projection operator. Indeed, given
m(Ilz1) = (ILy,m)1), then formally

map = m(I1 ' TLs).
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Of course, the projector Il » is singular unless it is identity, hence the closure prob-
lem is ill-posed. We use a regularization technique, where the ill-posed problem is
approximated by a family of well-posed problems. In this case, the singular operator
I, is approximated by a family of regular operators (I, + al), where o« > 0 is a
regularization parameter and [ is the identity operator. The inverse is given by

(Ily+al) ™ = (14 a) ', +a 5.
Thus the regularized closure problem can be solved as
m =m [(1+a) 'Ly + o "5 ]| Ly = (1 + o) (ILysm)o.

The limit o« — 0 is regular, and the last expression can be calculated from accessible
moments, thus we have found a unique solution to the regularized problem, which we
call the linear closure approximation, given by

(ma)iin = (ILym). (2.6)

The decomposition (2.5) gives the following interpretation of the linear closure. Of
all the possible choices of 1 with a given projection choose the one with the least norm
in H. In other words, the unknown part is assumed to vanish: II5;¢ = 0. The linear
closure is a linear combination of the accessible moments {m;y : i € %}, motivating
the name.

Examples. Let us consider the closure problem for the Folgar-Tucker model, where
the task is to reconstruct a® from a®. Since the components of a moment a™ are
generated by the monomials p’ of order |i| = n, the accessible space G, C L*(S%1)
can be identified with the subspace of the polynomials of (even) order not greater than
n. Let the orthogonal projection onto the subspace of polynomials of order not greater
than n be denoted by Il and the projection onto the subspace of homogeneous
polynomials of order n be denoted by IL,.

Of course, in the relation (2.6) the projector I, can be substituted by another
operator II' as long as I[I'm = II sm. In this case we observe that for a homogeneous
polynomial m of even order k < (n + 2) the identity II,ym = II, ,m holds. This
reformulation allows to easily obtain necessary and sufficient conditions for v, under
which the linear closure is exact.

2D case. To compute the linear closure, we evaluate (2.6) with IT, = I} and
m = p' for all i with |i| = 4. Here p = (p1,p2) € S*. We compute

pl = 2435008 —pd),
Hipi’m = %p1p27
pipy = %

Hiplpg’ = 35P1p2,

ipt = 35— 51 —pd).

This gives relations for all the components of II;p*. The right-hand sides can be
expressed as linear combinations of the components of p', |i| = 2 and p, thus giving
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the linear closures. For a matrix M € R?*2? we compute the contraction

<p4>lin,4 M= %TI‘(M)I - %(M + MT)+ (2 7)
a® - (M+MT)+(M+M")-a?]. '

From the derivation it is obvious that the linear closure is exact if and only if 114 = 0.

3D case. 1. Let us first assume that the only accessible moment is a(?), and
compute the linear closure for a¥. In this case, the projector IT = Il o Il can be
used instead of H Obviously, this closure is exact if and only if Ily1) = Iy = 0.
We have: TIp} = & and p? p] = 157 the projection of all other fourth-order monomials
vanishes. Thus, the "constant” closure is

1
4
(al(ir)w)ijkl = 15 030k + 0irdj1 + Oudj)-

2. Let the moments a(¥ and a® be accessible, then the linear closure for a'® can
be computed by using the projector II = II}. Evaluating (2.6), we find the familiar
linear closure approximation formula:

(al(:lg, 2) kl = —%(5@'5]@1 + 0ir0j1 + 5il5jk)+
]
(%akl + 5kla + 5zka + 5jlal(-,? + 5,]&5-? + 5jka§l2)> .

The contraction with a matrix M € R**3 is given by

M:al),= —& [Te(M)I +M+MT]+L[Te(M)a® + (M : a®)I+
a® (M +MT)+ (M+MT ~a®].

Note the difference between the linear closure in two and three-dimensional cases
with the same set of accessible moments. We have developed a general procedure for
constructing linear closure approximations. Next we consider a generalization of the
quadratic closure approximation.

2.2.3 Quadratic closure

In this section we assume that 1) is a generalized function (distribution), i.e., an
element of the topological dual space to C'(S1). Let m; € C(S%!). In the special
case when 1 is a delta-distribution ¢ = d,,, where py € S?°!, the moment generated
by the product of two generators factors as (myms)) = (mq1)(mar)).

Of course, this identity holds only for few particular cases, and not for an arbitrary
distribution ). However, let us consider the following special case, when 1 is the sum
of two delta distributions: ¢ = 3 [8,, + d,,]. Moreover, we assume that p; = —ps = po.
Such a distribution is the asymptotic solution of the Smoluchowski equation with
C; = 0 under certain stationary flow fields, and thus is of interest for our application.
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Again we are interested in the case when the moment generators m; are homoge-
neous polynomials, in the tensorial notation given by mi(p) = p™, ma(p) = p™. An
easy explicit calculation of two expressions yields

(myimo)y = = [(=1)""" + 1] pg*™

N —

and
(mas) (ma) =  [1 4 (<1 (1) 4 (~1)"] g™

The right-hand sides of both identities are equal unless n and m are odd simultane-
ously. Thus, for this particular class of ¢ the identity

a® — gm) g gn2)

holds whenever ny + ny = n and the product n; - ny is even.
By setting ny = ny = 2, the classical quadratic approximation is reconstructed.

2.2.4 Summary and open questions

The description of local fibre orientation state in terms of low order statistical mo-
ments is efficient due to the low dimension of the configurational space and powerful
since it allows to predict both the rheological properties of the suspension and the
mechanical properties of the fibre reinforced material after solidification of the ma-
trix. However, the models based on this description require closure approximations.
In Section 1.2.5 we have reviewed closures for the Folgar-Tucker model.

Of course, the closure problem for related models such as (2.3) may require differ-
ent approximations. In this section we have shown that the expressions for linear and
quadratic closures depend only on the set of available moments and the polynomial
degree of the source terms in the Smoluchowski equation. Thus we have justified
the application of linear and quadratic closures for the modified fibre orientation
dynamics model (2.3).

The applicability of other closures taylored for Folgar-Tucker model remains an
open question. In particular, the family of fitted closures is derived using the exact
dynamics of the underlying model. It can be expected that using a modified fibre ori-
entation model, e.g., (2.3) would lead to a different set of optimal fitting parameters.
The question, whether the resulting corrections are significant, should be investigated
further.

A further interesting question is at which degree 2n the closure approximation
a2 = f(a®v) can be introduced in an optimal way. For the linear closure this
question is closely related with the spherical harmonics expansion method for solving
the Smoluchowski equation. It can be expected that the optimal value of n depends
on the polynomial degree needed to approximate the stationary values of ¢ (p), which
in turn depend on the shear rate 4 and the constants C; and U,.
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2.3 3-beads model for semiflexible fibres

In this section we derive a mesoscale based model for dilute suspensions of semi-
flexible fibres (as published in [72]). The concept of semiflexibility is discussed in the
first part. Next, a model of single fibre dynamics is derived, where the fibre is modelled
as a system consisting of three spherical beads, connected by rigid connectors. Fibre
bending is assumed to be driven by the curvature of the surrounding fluid velocity
field. In the third part we derive the Smoluchowski equation describing the dynamics
of ensembles of fibres, introduce suitable low-order statistical moments and derive the
equations for these moments. Construction of the closure approximations is described
in the next Section 2.4.

2.3.1 Semiflexibility

The surrounding fluid exerts traction forces on an immersed fibre, causing a defor-
mation. Let us quantify the degree of fibre bending and find a rough estimate for a
typical degree of bending of a fibre in a suspension.

Following [71], we introduce the concept of fibre deflection ¢, as illustrated in
Figure 2.2. This concept can be defined conveniently for a fibre under stationary
planar load at equilibrium. Let us fix one end of the fibre and define 65 as the
maximal magnitude of deformation. For the set of the fibres in a suspension parameter

"y

Figure 2.2: Deflection of a semiflexible fibre.

characterizing a typical deflection d; can be introduced. The fibre flexibility in that
particular suspension is then defined by the dimensionless quantity

Ji
X = I .

Let us assume that the fibres are immersed in a viscous fluid. Let the mass of
the fibres be negligible, so the elastic response is quasi-static, i.e., the fibre shape is
instantaneously adjusted to any changes in the forces. Thus, the surface forces are
always balanced by the elastic forces. We also assume that the suspension is dilute,
so each fibre can rotate freely. Thus the translational and angular velocity of the
fibre is always such that the net linear momentum and net torque due to the surface
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forces vanish. Finally, we assume that the presence of the fibres does not significantly
disturb the fluid velocity field.

Let us roughly estimate the flexibility y for a straight cylindrical fibre for a given
fluid velocity field.

At low Reynolds numbers (creeping flow) in the three-dimensional case Stockie
([71]) considers fibres with fixed orientation. For this case he derives the following
estimate:

N nyd sl

EI ’
where 7 is viscosity of the liquid, 7 is velocity shear rate and ET is the bending
stiffness (£ is Young’s modulus of the fibre material and I is area momentum of
inertia of a cross-section of the fibre in the bending plane). In our model the shear
rate ¥ may induce rotation of the fibre, but does not bend it. We assume that the
bending of the fibre is caused by the wariation of the velocity gradient along the
fibre. This can be expressed tlalgough the curvature of fluid veloctiy field p, which

we define as the tensor u;'»k = oo The variation of x is given by Taylor’s formula
J

k(xg + Az) — k(o) ~ p - Az. Using the distance |Ax| = l;, we obtain the estimate

N nlpldyl}
X E] M

where |u| measures the magnitude of the tensor p.

This estimate is only of qualitative nature; it demonstrates that the flexibility
depends on the shape and material constants of the fibre and the velocity field and
viscosity of the fluid.

In Section 1.3.1 the classification of fibre orbits has been mentioned. Both exper-
imental evidence (see e.g. [23]) and simulations ([71]) suggest that the dominating
fibre orbit class depends on the flexibility. At small values of y most fibres rotate
in the springy or C-shaped turn mode. In the framework of this thesis we say that
a flowing fibre suspension is a semiflexible fibre suspension if the dominating fibre
rotation mode is the springy rotation.

In the rest of this section we are concerning with deriving a mesoscale model for
semi-flexible fibre suspensions.

2.3.2 3-beads system

The main parameter describing the shape of a semi-flexible fibre in springy rotation
mode is the averaged curvature of the center-line. The curvature can be captured by
specifying the positions of the end-points and a point in the middle of the fibre, as
shown in Figure 2.3.

We introduce the three-beads model for a semiflexible fibre. A 3-beads system
consists of three spherical beads connected by two rigid rods. The interaction with
the flow takes place only at the beads. The connecting rods are inextensible and do
not interact with the fluid.
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Figure 2.3: Describing the shape of a semi-flexible fibre by positions of three points.

Figure 2.4: 3-beads system.

Let the position of the central bead be xg, and the positions of the lateral beads
be 21 and xs, obeying the constraints ||z; — x¢|| = [|z2 — xo|| = Iz. The segment
length [z is one half of the fibre length /2.

We introduce the unit orientation vectors p = (x1 — o) /lp and ¢ = (x2 — x0) /I35,
which are pointing from the central bead located at x to the two other beads as shown
in Figure 2.4. Thus, the position and orientation of a 3-beads system is uniquely de-
termined by specifying the coordinates of the central bead xy and the set of orientation
vectors {p, ¢}. The lateral beads are assumed to be indistinguishable, hence the order
of the set {p, ¢} C S? does not matter.

The surrounding fluid exerts forces on the 3-beads system through interactions
with the beads.

We introduce an elastic potential U(p,¢) mimicking the bending rigidity of the
fibres. Since the elastic forces are invariant with respect to rotations, U depends
only on the angle between p and ¢ or, equivalently, on the scalar product p - ¢. The
potential reaches the minimum if the 3-beads systems are straight (p-¢ = —1). The
potential is used to calculate the torque acting on the lateral beads. Let the 3-beads
system have the orientation {po, qo}, where py shows the direction from the central
bead to a lateral bead B, then the torque acting on B is computed by evaluating

Z,U(p,q) = (p X a%) U(p,q) at (p,q) = (po,qo). We neglect the elastic forces acting

against torsional motions of the rods.
A typical choice for the potential is the power law

Up.q) =k(p-q+1)™, (2.8)

where the coefficient & and the exponent m are free parameters that can be used to
fit the model.
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2.3.3 Dynamics of 3-beads system

Let us consider the dynamics of a single 3-beads system with a fixed rod length (g,
position of the central bead zy and the unit orientation vectors {p, ¢}. The velocity
of the central bead is denoted by V', the velocity of the lateral beads is expressed
through the angular velocity of the connectors with respect to the central bead w;
and wy, where the index 1 refers to the lateral bead in the direction p and index 2
refers to the one in direction ¢, see Figure 2.5. The linear velocities of the lateral
beads can be expressed as V + [gw; x p and V + lgws X ¢. This description of bead
velocities ensures the inextensibility of the connectors since the radial component of
the relative veloctity of the lateral beads with respect to the central is zero.

Figure 2.5: Velocity of the 3-beads system.

We make the following assumptions.

1. The beads and the connectors are massless, hence the inertial effects can be
ignored.

2. The presence of the fibre does not affect the surrounding fluid, hence the fluid
velocity is decoupled from the dynamics of the 3-beads system.

3. The force transfer from the fluid to the fibre occurs through the beads only.
The connectors do not interact with the fluid. The beads are assumed to be
pointlike with a given drag coefficient (.

We assume that the fibre is immersed in a fluid, which occupies a sufficiently
large domain €2 so that the 3-beads system can travel through it without hitting any
obstacles. One can think of an unbounded domain, e.g., = R?. Let the flow velocity
v(x,t) be given for all z € Q2 and time points ¢ under consideration; we assume v to
be twice continuously differentiable with respect to x.

The drag force acting on the beads depends on the the relative velocity of the
fluid with respect to the beads. We assume that the relative velocity is sufficiently
small, so that the drag Fp is proportional to the relative velocity dv:

FD = C(S'U

For spherical beads ( is given by the Stokes drag coefficient, see [17].

30



Modelling

Since the fibre is assumed to be massless, the linear and angular momentum
equations are quasi-static: the sum of all acting forces as well as the sum of all
torques vanish. The linear momentum conservation law can be expressed in the form

C[BV +lpwi X p+ lpws X q—

v(z0) — v(z1) — v(2)] = =V, U. (2.9)

In this relation the sum of drag forces acting on the three beads is balanced by the
totality of forces represented by the conservative potential U = U(p, q,x), which
accounts both for external forces (such as gravity) and internal forces (elastic forces
due to displacement from the equilibrium state p + ¢ = 0). Assuming that the beads
are neutrally buoyant and in the absence of other external forces (an example of such
potential is (2.8)), we have V,U = 0.

The angular momentum conservation law states that the total torque acting on
each of the rigid rods vanishes:

Clpp X [V 4+ 1wy x p—v(z1)] = —Z%,U, (2.10)
Clpg X [V 4+ lpwy x ¢ —v(xg)] = —%,U. (2.11)
From the equations (2.9-2.11) we can express the velocity of the central bead:

V = (I+p®p+qeq)!

[v(w0) + (p - v(z1))p + (g - v(x2))g+ (2.12)
1 1
CZ—B%IJU X p—l— CZ—B%,]U X q:| .

This expression can be simplified further by using the zeroth order approximation
v(xy) = v(xg) =~ v(w)):

1
v=0(z0) + (I +p@p+q®q) " Ll %UXp+Cl %qUXq]. (2.13)
B
Let us consider the spectral properties of the matrix
A=(I+pop+qeq) ",
assuming that p x ¢ # 0. The eigenvectors of A are w; = ﬁ, Wy = ”p q” and w3 =
”;%igu, where the eigenvalues \; satisfying A - w; = \jw; are \; = Trd) +pq , Ay = %p.q)

and A3 = 1. Since A is symmetric, we have the decomposition A = \w; ® w; (with
summation over 7).

The vectors Z,U x p and %, x q are orthogonal to p and ¢ respectively. Assuming
the fibre deflection to be small, we have p ~ —¢q, and hence these vectors lie in a
"narrow” cone around the direction of ws. Thus, the left multiplication of these
vectors by A can be approximated with multiplication by A3 = 1, and we arrive at
the approximation

V &~ v(xo) + (Z,U x p+ Z,U % q. (2.14)

1
Clp
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Assuming that v(z) is twice continuously differentiable in a neighbourhood of zg
(this can be guaranteed, e.g., for a solution of Stokes problem in nice domains), we
apply the Taylor expansion

1 .

v,

where ki = £ and Wi, = 07v;
J

aI]aZBk ’

(2.10-2.11) and by using the expansion (2.15), we get

both evaluated at xy. By inserting (2.14) into

B s 1 oU  oU
B Iy 1 oU U
wg—qx[/{-qjtgu.(q@q)} @qx[a—p+a—q}. (2.17)

The equations (2.14-2.17) are valid for arbitrary potenital U. Let us derive the
equations for a particular case of the potential (2.8) with m =1, i.e.,

Ui(p,q) = k(p-q+1).

In this case, the application of the angular momentum operator on the potential can
be approximated:

ou, ou| & o3
{a—pjta—q} =kpxq(l—p-q) ~2kpxq. (2.18)

Plugging this approximation in (2.16-2.17), we get equations for the rotational dy-
namics for a 3-beads system in a closed form:

l
wlsz[m.p+§u:(p®p)}—kqu, (2.19)
lp
Wy = q X %-q+5u:(q®q) — kg x p, (2.20)
Wherek:%.

2.3.4 Smoluchowski equation

We have derived equations for a singe 3-beads system. Next we consider an ensemble
of independent 3-beads systems located in a representative volume (RV) near a point
x € Q C R? where d = 2 or 3 is the dimension of the physical domain.

Let us introduce the fibre orientation distribution function ¢ (p,q,z) : St x
S4=1 % Q0 — [0,00), measuring the probability density to find a fibre in a RV arond
x with orientation (p,q). Since the 3-beads system is invariant with respect to a
permutation of the lateral beads, the physically relevant quantity is the probability
density to find a fibre with orientation {p,q}; it is given by ¥(p,q, z) + ¥(q, p, z).
Hence v has the following properties:
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e Normalization: [o, , do(p) [gu ¥(p, ¢, z)do(q) = 1,
e Symmetry: ¢(p, ¢, ) = 1(q, p, x),
e Nonnegativity: ¥(p,q,) > 0 on S x S x Q.

The Smoluchowski equation represents the conservation law of probability density
in the state space, which is a generalization of the mass conservation law %—l—div(pv) =
0, where p is the density of a quantity and v is the transport velocity. In our case the
velocity in S% ! is described as angular velocity, therefore the divergence is replaced
by the angular momentum operator:

oy _

5 = ~ValV) = Fyfent) = 2, wr0).

A term describing orientational diffusion, analogous to the one in Folgar-Tucker
model, proportional to (9?5 + 9?3) 1, can easily be included in this model, however,
we do not consider mutual interactions of semi-flexible fibres within this thesis.
Assuming that the central bead is travelling with the velocity of the surrounding
fluid, i.e., V &~ v(xp), and given the incompressibility of the fluid divv = 0, we can

collect two terms appearing in (2.21) in the convective derivative: %—f + V. (vy) = 22,
where % = %+v-vx:

D

qu + %p(wlw) + c@q(u}le> =0. (221)

By inserting the expressions (2.19 - 2.20) we obtain the Smoluchowski equation in
closed form.

2.3.5 Equations for moments

For nonnegative integers m and n we define the (n, m)-th order moment of ¥ (p, ¢, x)
as the (m + n)-th rank tensor field

aman) () — / 2 / 0, 2)do(p)do o),

where p™q¢" = p®™ ® ¢®™ is an (m + n)-th rank tensor. Let i € {1,...,d}™ and
j € {1,...,d}" be multi-indices, then the (i, 7)-th component of p™q¢" is defined as
P'¢.

From the properties of 1) we can deduce certain symmetries of the moments. From
¥(p,q, ) = ¥(q,p,x) it follows that aﬁj}“”) = aéﬁ’m), where ¢ and j are multi-indices
as above. Thus, the moments a(™™ and ™™ consist of the same elements. Let us
assume that m > n. The moment a™™ is invariant with respect to the following
permutations of indices.

1. Any permutations of the index set {iy, ..., i }.
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2. Any permutations of the index set {i,41, .-, min}-

This is evident from the definition: a™™ preserves all the symmetries of p™¢".
The evolution equations for the moments are obtained directly from the Smolu-
chowski equation (2.21) by multiplying both sides by p™¢™ and integrating by parts.
For particles with the head-to-tail symmetry such as axis-symmetric rigid fibres
¢ can be defined to satisfy 1(p) = ¥(—p), hence the odd order moments vanish. The
3-beads systems do not exhibit this symmetry since a system with orientation {p, ¢}

is not equivalent with the system {—p, —¢} unless p = —q, therefore the odd moments

can be different from zero, in particular, this holds for the first order moments a"? =
(0,1)

a'\>l.

For this reason, the moments description for the 3-beads model is more compli-
cated than for the rigid fibres, for example, a single equation for the second-order
moment a(>? leads to severe difficulties in constructing closure approximations. In
order to construct meaningful closures, we need the equations for the moments a*,
a®Y and a*9 which are derived below.

1. The moment a®? is the direct generalization of the Advani-Tucker tensor
a? in the sense that, interpreting each 3-beads system as a pair of rigid rods, the
computed second order moment satisfies a(® = a(>9. The equation is obtained in a
similar way as for Folgar-Tucker equation: the Smoluchowski equation is multiplied

with p ® p and integrated over the variables p and ¢:

2)

Da*Y)
Dt

—— [ o) [ peplBen) + Flwa) dao)
Sd—1 Sd—1

Integrating the right-hand side by parts and using %,(p ® p) = 0 gives

[, o) [ @ene|ox ko s o] -k x asto)

This expression is the sum of three parts. The part containing x is familiar from the
rigid fibre models, the part containing p models the bending forces acting on the fibre
due to the velocity curvature. The last part, which is proportional to k, stands for
clastic forces. Denoting pu(p); == 1. ppx,

Kp(p@p) - (px p(p) =p @ pp) + pnp) @p—2(up) - p)p @ p;

Zp(p@p)-(pxq) =pRq+q@p—2(p-q)pp.

Calculating the integrals and using the definition of the moments, we obtain an equa-

tion for a®9):
Da?9
L = a0k a0 — (o aff) +
[
53 [/ijklaz(z}o) + Miklaﬁm - 2Nklmal(j;2)ij -
o [aa,n _ aﬁj’»’,;ﬂ , (2.22)
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2. The moment a™Y is defined as the averaged value of p ® ¢. The trace

Tr[a™V] = [do(p) [p - qbdo(q), can be interpreted as the averaged cosine of the
angle between the rods connecting the beads, thus Tr[a™V] can be used as a scalar
measure of the local degree of fibre bending. The corresponding equation is obtained
from the Smoluchowski equation

Da)
Dt

S /Sdl do(p) /Sdlp ® q [Rp(with) + Ry(warh)] do(q).

Integrating by parts, we obtain expressions of the type (%Z,(p ® q))i; = (%,(p))ig;,
which we calculate explicitly:

(f%p(P))l = P3€z — P2€3;
(%p(P))z = p1€3 — P3e1;
(%p(P))S = P2€1 — P1€2.

Plugging in the relations (2.19-2.20), we find that the integral splits in three sum-
mands, again representing Jeffery’s dynamics, bending and spring force parts of the
model. The integrands can be computed directly:

Kp(p®@q) - (pxEp)=r-pRq—(pRq(Pp: k),

Z(p@q) (axrg) =p@r-q— (PR q: k),

Zp(p®q) - (px pu(p)) = pu(p) ®q—pq(up) - p),

Zyp@q)- (g x p(q) =p@ulq) —p@q(pq)-q),
Zy(p®q) - (pxq)=q®q—pqp-q),
Zp®q)-(gxp)=pR@p—p@q(p-q).

Integrating these components and using the definitions of the moments, we obtain

Da*b
= oD kT 4k aY — k(0 +alh) +
lB 2.1 2.1 4,1 4,1
2 [Njklai(m = Niklal(clj) - Nklmal(clm)ij - “klma’(@lm)ﬂ B
o) [a@,m _ aEi}f}} , (2.23)

(1

3. The moment a("? is the ensemble average of p + ¢. The equation is

Da(9)
Dt

T /Sdl do(p) /Sdl p[Zp (1) + Ry(w2rh)] do(q).
Integrating by parts and using Z,p = 0, we arrive at the integral of

(Zpp) - [px [k-p+p:(p-p")]+pxq| =
K-p—pP®p:k)+up)—ppp) - p)+q—pp-q).
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After integration, we get

Da(1:9)
Di = k-a10 — /fjka‘g?]:;)) +
Ip 2,0 4,0 2,1
b} ,Uijkag'k ) — :ujkla§'kli)} —k [a(l’o) - az(jj )] : (2.24)

The equations (2.22-2.24) are not closed. In general, the evolution equation for
a™" depends on the moments a2 12+ and (™3™ as indicated by the
polynomial degree of the right-hand sides of the relations (2.19) and (2.20). To obtain
a model in closed form, we introduce suitable closure approximations. This is the goal
of the next section.

2.4 Closure approximations for mixed moments

The closure problem for the 3-beads model is more difficult than the corresponding
problem for rigid fibre models, as the evolution of a moment depends on three higher
order moments rather than a single one.

The objective of this section is to follow the approach used for constructing the
hybrid closure approximation, which is a convex combination of linear and polynomial
closures. This section is organized as follows. We start with computing the linear
closure approximation from (2.6). Upon the observation that this closure performs
poorly for the important case of nearly straight fibres (p &~ +¢), we derive a modified
version of linear closure, assuming the absence of the restoring elastic force. These
two relations are called type 1 and type 2 linear closures respectively. For the states
characterized by an intermediate fibre bending degree we construct a closure inter-
polating between type 1 and type 2 linear closures, using a scalar measure of fibre
bending degree. Next we define a family of homogeneous order preserving polynomial
closures, generalizing the concept of quadratic closure, and motivate the choice of a
particular representative from this class. Finally, a hybrid closure approximation is
defined as a convex combination of the hybrid linear closure and the homogeneous
polynomial closure. We restrict the constructions to the two-dimensional case, leav-
ing the three-dimensional case for future work. The discussion of the performance of
the closures is postponed to Section 4.1.

The formula (2.6) contains a projection operator on the space L*(C x C'), where
C' is a configurational space. In the two-dimensional case C' is the circle S!, while
in the three-dimensional case it is the sphere S?. The projection of the elements
of L*(C x C) can be expressed in terms of projections of L*(C'); this fact allows
to simplify the computations of closure relations. Let us recapitulate the relevant
concepts from functional analysis.

Let H, and H, be two Hilbert spaces with orthonormal bases {w; : i € I;} and
{w? : i € I,}. The tensor product of H; and H, is the Hilbert space H; ® Ho
defined by the following steps. First, construct the linear vector space with the basis
{w;; - i€, j € L}, where we formally define w;; := wilw?. Secondly, endow the
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vector space with the unique inner product satisfying (w;;, wi),; = 0sd;. Finally,
form the closure with respect to the inner product norm.

Let X and Y be measurable spaces with measures py and py. Further let the
space of square measurable functionals over the product space X xY with the measure
px X py be denoted L?*(X x Y). Then the space L?(X x Y) is isomorphic to the
Hilbert space L?(X) ® L*(Y). It follows that if f € L*(X x Y) is a.e. equal to a
continuous function, then it can be expanded as

f(p7 Q) = Z <f(7 Q)v w%X>L2(X) <f(p7 ')7 w]Y>L2(y) sz(p)w]Y(Q)

If f can be expressed as f(p,q) = P(p)Q(q) (separation of variables), then

fp.q) = (Z (Powi) iy wf(ﬁ)) : (Z (Qwi) oy w?”(tz)) :

(2

In this case, the coefficients (f,w;;) for all i < ny, j < ny can be computed in
the following efficient way: first compute a; = <P, wiX > 12(x) for i < n; and b; =

<Q,w}/>L2(Y) for j < ny, and then use (f,w;;) = a;b;.
Remark: Let X =Y = S? and the basis functions w; be the spherical harmonics,
then the basis functions w;;(p, ¢) = w;(p)w;(q) are called the bispherical harmonics.

2.4.1 Linear closure

Let us formulate the closure problem for the two-dimensional version of the equations
(2.22-2.24) using the notation introduced in Section 2.2. We are working in the space
H = L*(S' x S'). The set of moments is given by .#Z = {p'¢’ : i,j € N2}. The
accessible moments are the components of the moments, for which the equations
(2.22-2.24) are solved, namely, .% = {p'¢’ : i,5 € N2, (]i|,|5]) € {(1,0),(1,1),(2,0)}.
The closure problem is formulated for each component of the inaccessible moments
appearing in the equations (2.22-2.24), namely, for m;; = p'¢’, where (|i|,|j|) €
{(2.1),(2,2), (3,0), (3. 1), (4,0), (4,1), (5,0)}.

Because of the symmetry a9 = a(®? and a9 = ¢(®Y the accessible subspace
G s is spanned by the components of p, p @ p, p® ¢q, ¢, ¢ ® p and ¢ ® q. The
normalization condition Tr(p® p) = 1 implies that G contains the constant functions.
Throughout this section, let II be the orthogonal projector Il : H — G .

Next we cumpute the linear closure by (2.6); this means evaluating IIm for all
components of inaccessible moments m.

Note that each component of p™¢" can be expressed as p|"' py2q|" q5*, where m; +
my = m and n; + ny = n, thus we can exploit the symmetries of a(™™ and compute
only the projections of the different monomials. The results are summarized below,
using the following notation. For each inaccessible component of m(p, q) = p™q¢™ we
write the indices (n,m), followed by the projections of the monomials pi" p52qi" g>
for all choices with mq + me = m and ny +ng = n.
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(2,1): Tpipjqr = 50k

(2,2):

pig? = (0t +¢3) — L plqige = aqe, P23 = 2(p? + ¢2) — 1,
Ipipogi = 2p1pa, pipoqige = 0, p1p2g3 = Spipo,

Tpdg? = 303+ a2) — 1. pdange = Sqnqe. Tpdd = 23 + ¢3) — 1.

(3,0): IIp} = 2py, Upips = 1po, lp1p3 = 1py, 1pd = 2po.

(3,1): Since ¢ € Gy and ¢ L p' in H, all components can be computed by
Hpi%' = C_Iiji for any multiindex |i| = 3.

(4,9)3 ?’Hpill:z% +2%(p% —p3), Upipo = Spipe Npips = %, lpipd = Spips,
Lpy = 3 5(]91 _pz)-

(4,1): TIplq; = lp3q; = 2q;, pip3q; = £q;, all other components vanish.

(5,0): TIp? = 2py, Upips = ips, 1pips = tp1, pips = ipo,
lep% = %pla Hp% = %p2-

Thus we have derived linear closure approximations for all unknown terms of (2.22-
2.24). Let us write out the resulting equations in a convenient way for implementation
and analysis.

Equations with Type 1 linear closure. In order to distinguish the solutions
of equations (2.22-2.24) with closure approximations from the ezact moments, we
denote the approximation of a®% by a, that of a™") by b and that for a(%? by c.
Where possible, we simplify the equations by using the incompressibility condition
Tr(k) = 0. We denote the components of u as follows:

11 2 2
1_( M1 H3 2 _ [ M1 H3
& <u%, u%)’”“ (u% u%)'

The equation (2.22) with linear closure can be written as

Da lB
D7 = Arr+ 5 A = 2k A, (2.25)

where the first component is

1 1
AFT:a'/{T‘l—K)'a‘I—Z(KZ—FKT)—i[a'(K+KT)+(/€+/€T)'a],

A, is symmetric and has the components

(1,1) % (] + 13 — 2u3)er + (2u3 — pf — p3)ca]
(2,2) 3 (203 — pd — pd)er + (13 + pd — 2p3)ea]
(1,2) 3 13pd + 43 + 2pz)er + (1 + 3py + 25)ca]
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A _ L by —bin —2bp
P4 =26y by —by |

The equation (2.23) with linear closure is

Db s
E = Bprr + 5[)’“ — 2kB;,, (2'26>

where
Bpr=b-k" +k-b— By,

By is a symmetric matrix with the components

(1,1) muibn + %(Iim + Ko1)bia,
(2,2)  Foabao + %(Iim + Ko1)bio,
(1,2) i(fﬁz + Ka1) (b1 + ba2),

)

and the term B, has the components

(1,1) —4(puy + p3)cy,
(2,2) —4(p3 + pz)ea,
(1,2) —2[(u3 + pd)er + (uy + p3)ca] -

Surprisingly, we find that the term modelling the bending rigidity of the fibres is
constant:

1

Finally, (2.24) with linear closure approximation is given by
Dc lB
— = —C,—k 2.2
Dt Crr + 9 Cu Ck, ( 7)

where the summands stand for the following matrices:

Cor = k- c— 1 2k1101 + (K12 + ki)

4 | 2Kp262 + (K12 + ko1 )er |7
, Ylo12

Co— i e — | YTV

w Mo Gk [ Vig+ v |
where vl = ufm(ai?’o)) jkim, and
1
Ck == 50.

The equations (2.25-2.27) form a closed system of equations, which we call the moment
equations for dilute semi-flexible fibre suspensions with type 1 linear closure.
Discussion. From (2.5) we can find a necessary and sufficient condition for the
type 1 linear closure to be exact. The closure is exact if and only if in the bispherical
harmonics expansion of 9 all coefficients of order (2, 1), (2,2), (3,0), (3,1), (4,0), (4,1)
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and (5,0) vanish. Unfortunately, there are physically relevant orientation states, for
which this closure yields meaningless results.

For instance, let us consider the case of flow with vanishing spatial derivatives
k = 0 and p = 0. Let at the initial time the fibres be straight, with isotropic

orientation distribution: b = —%1. In this case, (2.26) reduces to
. k
b=—"71
2 )

and the solution is b(t) = —(5+5t)I. For any k > 0 and t > 0, we have Tr(b(t)) < —1,
contradicting the normalization of v, which would imply the inequality

‘Tr[a(l’l)]‘ <1

Thus, type 1 linear closure may fail if the fibres are nearly straight. For such orien-
tational states 1 (p, ¢) shows a sharp peak in regions near p = —¢q, thus the bispherical
harmonics expansion of 1 converges slowly, and the linear closure approximation is
indeed likely to fail. An explanation based on the model behaviour can be given as
follows. In the modelling we assume no correlation between the orientation vectors
p and q of a single fibre, hence the average fibre is expected to be bent. Due to the
bending rigidity, the fibre exhibits a tendency to straighten out. Since the model
fails to recognize the moment when the fibres are straight and the spring forces stop
acting, the solution leaves the physically admissible subset of the state space in finite
time. Next we present a modification of the linear closure preventing the scenario of
this instability.

Type 2 linear closure. Let us construct a linear closure approximation for the
case p &~ —q. The first naive approach to derive the closure using the identity p = —q
implies that a™™ = (=1)"a*™9 and o®"*19 = 0, what actually defines rigid
fibres. For this reason, we use the identity p &~ —¢ only to turn off the spring forces.

In terms of closure approximations this can be achieved by using one set of closure
approximations for the parts of equations (2.22-2.24) proportional to k& and another,
namely, type 1 linear closure for the other terms. Using p = —q for the terms

proportional to k, by the definition of the moments we compute al(-%k) = 2(]2-’0), Ez,fj) =

agjl-’l) and ag]’-l) = al(-l’o). This leads to vanishing of the parts proportional to k. Thus,
an equivalent description of the equations with type 2 linear closure is using type 1

linear closure with

k= 0.

The resulting system of equations is identical to (2.25-2.27), with the terms Ay, By
and Cj, set to zero.

Discussion. This closure can be used for nearly straight fibres with nearly isotropic
orientation distribution. A drawback of this model is that the fibre bending rigidity is
neglected, therefore its application is limited to states with low fibre bending degree.
An advanage is that the equations are very similar to the ones with type 1 linear
closure, therefore a convex combination of type 1 and type 2 linear closures can be
implemented efficiently. In next part we construct such a hybrid linear closure, where
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the fibre bending degree is used as a interpolation parameter between the two linear
closures.

Linear hybrid closure. As for the rigid fibre models, linear closure approxima-
tions show the best performance in nearly isotropic fibre orientation states. In the
3-beads model there is another important parameter - the fibre bending degree. We

introduce the following parameter measuring the average angle between the segments
of the fibre:

foi=(p-q) = Tr(a"V) = Tr(b),

If the fibre bending distribution is isotropic, i.e., if the pairs of orientation vectors
{p, q} are uncorrelated, then f, = 0, while for straight fibres with p-q = —1 the value
is fo = —1.

Of course, the value of f, does not contain enough information to identify the
bending state uniquely, for example, the value f, = 0 characterizes both bending
state, when fibres are bent in a right angle and the bending state, where half of the
fibres satisfy p - ¢ = 1 and the other half p- ¢ = —1. However, p- ¢ > 0 indicates a
very high flexibility y, so that the assumptions of the 3-beads model do not hold.

We assume that f, € [—1,0], where f, = 0 indicates an isotropic bending distri-
bution, where type 1 linear closure is exact, and f, = —1 indicates straight fibres,
where type 2 linear closure applies. For intermediate values of f, we propose to use
a convex linear combination of the two linear closures. This is equivalent to rescaling
the bending rigidity constant

k—k =1+ fo)k (2.28)

In the case of overbent fibres f, > 0 we set k' = k.

So the equations with linear hybrid closure are given by the equations (2.25-2.27),
where k is replaced by k' as given in (2.28).

Discussion. First we note, that the hybrid linear closure is actually not linear in
the lower moments, since f, depends on b. This closure performs well for isotropic
orientation states with a ~ 5[ , for all degrees of fibre bending. However, the closure
may lead to physically impossible results in planar or uniaxial orientation states,
when the determinant det(a) reaches zero. The reason for this is that there is no
mechanism to prevent some eigenvalues of the solution a to become negative.

For such nearly uniaxial distributions we construct the homogeneous polynomial
closures.

2.4.2 Homogeneous polynomial closure

The homogeneous polynomial closure is constructed as a generalization of the quadratic
closure for rigid fibre models. In the two-dimensional case the condition det(a) = 0
is equivalent to saying that the fibre orientation state is uniaxial. It follows that all
fibres are straight.
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In this case, the probability distribution function is the sum of two d-distributions

¥ =3 [0po,—po) + O(—popo)]- The moments can be computed:

m,n 1 M- m n
™ = S (1) 4 (<1)7).

Let the indices be partitioned as m = m; + ms, n = ny + ns, then
1
M) @ g = ZpE (1) 4 (<1 (1 g ()]

Evidently, the right hand sides are equal if and only if (—1)™ 4 (—1)" = (=1)™*"2 4
(—1)m2tm_ This identity holds if and only if at least one of the congruences hold:
my1 = ni(mod2) or mg = ny(mod2). An equivalent formlulation: for an uniazial FO
distribution, the formula

amm) = g(mim) g g(mamnz) (2.29)

is exact iff (my+mny) - (Mg + no) is even. (We call this the parity condition.)

Clearly, the equation (2.29) can be applied recurrently to the multiplicands in
the right-hand side, provided that the parity condition holds in each step. In this
way, closure relations with more than two multiplicands in the right-hand side can
be obtained.

Ezamples: the formula for splitting the moment a®") = a0 ® ¢V satisfies the
parity condition, while the formula a®!) = 4% ©a(®Y does not since (340)-(0+1)
is odd. From the formulas ¢! = a™*9 @ a(®Y) and a*? = >0 @ ¢(*>9 we can
"recursively” construct a*!) = a0 @ a9 @ (O,

Since the tensor products of moments for an uniaxial orientation distribution are
commutative, this class of closure approximations reminds of spliting a monomial into
a product of several monomials of lower order, hence we call these formulas monomial
closures.

One and the same moment can be expressed in various ways, for example, a(>?) =
a®9 @ a0 = ¢tV @ oD Moreover, any covex combination of a set of monomial
closures yields a formula which is exact for the uniaxial orientation distribution. We
propose the name (homogeneous) polynomial closures for this class of closures.

Of course, these relations are not identities for arbitrary fibre orientation states.
Even in the case ¥ = 1 [8(p0.q0) + Ogop0)] fOr [P0 - qo| # 1 the commutativity of tensor
products of the moments is lost, therefore application of the homogeneous polynomial
closures in such cases introduces an approximation error.

We have seen that for a moment of given order, a whole family of homogeneous
polynomial closures can be constructed. To apply this approach for closing the equa-
tion system (2.22-2.24), a single closure approximation has to be selected. The prob-
lem of choosing the closure in an optimal way is non-trivial. For the purposes of this
thesis we have chosen the closure by considerations described below, but the question
of optimality remains open.

We use approach of splitting the moment according to (2.29) in building blocks
as suggested by the Smoluchowski equation. For example, the moment a>?) in (2.22)
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is used in the contraction fikim@y,;;,

p @ pu(p) - p. We interpret it as the product of the moment a®>? and a vector:
(p @ pu(p) - p) =~ (p @ p){u(p) - p). In the second step we decompose the vector as a

which arises from integrating the expression
(2

matrix-vector product, to arrive at Mklma’](fl’;?l)ij ~ ag—’o) [(1: a®0) - 9] Following
this somewhat arbitrary method of decomposition of the inaccessible moments, we
obtain (2.22-2.24) with the monomial closure approximation

Da T T
T 4K +r-a—(k+K ):aa+
%B[(,u:a)@)c—i—c@)(,u:a)—2(u:a)~ca]—Qk[b—aTr(b)], (2.30)
where (1 : a); = pba;r,
Db T .
ﬁt:b-/{ +r-b—2(k:a)b+
%B[(,u:a)®c+c®(,u:a)—2(u:a)-cb]—2k[a—bTr(b)], (2.31)
De _
E—K'C—K.QC“‘
lp w:a—a-(p:a)]—k[1—"Trd)ec. (2.32)

2

Discussion. Since the homogeneous polynomial closure is exact for uniaxial fibre ori-
entation states, the solution of the equations (2.30-2.32) never violates the condition of
positive semi-definiteness of a, provided that the initial condition is physically admis-
sible. However, the approximation error is expected to increase for biaxial (or triaxial
for the three-dimensional case) fibre orientation states. To bundle the advantages of
linear and polynomial closures in a single formula, a hybrid closure approximation is
constructed in the next section.

2.4.3 Hybrid closure

The hybrid closure is a generalization of the hybrid closure for the Folgar-Tucker
model as proposed by Advani and Tucker in [1]. For the rigid fibre models the hybrid
closure is a convex combination of the linear and quadratic closures. For the 3-beads
model we construct the hybrid closure as a convex combination of the hybrid linear
closure (derived in Section 2.4.1) and the homogeneous polynomial closure (derived
in Section 2.4.2).

Following [1], we introduce a scalar parameter

fs =1 —det(a),

measuring the distance of the fibre orientation state from the isotropic state. For the
isotropic orientation state we have f, = 0, while for an uniaxial state f, = 1. Let the

43



Modelling

hybrid linear closure for the moment a™") be denoted by alh ") and the homogeneous
polynomial closure - by ahp , then the hybrid closure is defined as

apm™ = falt™ 4 (1 - f,)ap"

With the scalar parameter f, = —Tr(b) we can express the hybrid linear closure as

(n,m) (n,m)

a convex combination of type 1 linear closure q;;,’;’ and type 2 linear closure a,, .

Then the hybrid closure is

ap” = fafy™ + (U= £) [faali” + (1= f)afn]

Discussion. The hybrid closure is a convex combination of three closures, con-
structed to be exact whenever any of the three closures is exact. The closure is further
discussed in Section 4.1.

2.4.4 Summary and open questions

For the selected set of accessible fibre orientation moments a(%?, ¢ and (> we

have developed three versions of linear closure, a family of polynomial closures and a
hybrid closure.

There are different criteria for measuring the quality of a closure approximation.
A local measure (depending on the actual fibre orientation state 1)) is given by the
approximation error, however, this measure cannot be evaluated during a moments
based simulation since the values of the accessible moments do not suffice to determine
the exact fibre orientation state. Therefore, the global properties of the solutions of
the moment equations such as the invariance of the physically admissible subset of
the state space (as discussed in Section 4.1) are more important to ensure the stability
of the model.

The linear closures perform well in terms of local approximation error for suitable
fibre orientation states. For example, type 1 linear closure is exact for the isotropic
fibre orientation state with isotropic bending distribution v (p, q) = ﬁ. Type 2 linear
closure is exact for isotropic orientation state with straight fibres ¥ (p, ¢) = 5=6(p+q)
(the support of this distribution is the (d — 1) dimensional submanifold characterized
by p+ ¢ = 0), and the hybrid linear closure is exact for both cases. However, the
linear closures do not satisfy the global stability criteria.

Hence, the only suitable candidates for applications in fibre orientation simulations
are the polynomial and hybrid closures. The performance of the two approximations
is discussed in Section 4.1. We next formulate some open questions.

What is an optimal choice of the set of accessible moments? In this thesis we use a
minimal set of moments that contains the generalization of the Advani-Tucker tensor
a9 and allows constructing meaningful polynomial closures. The other moments
used in this model also have physical interpretations. The moment a(%? is the average
deviation from the axially symmetric state of the bent fibres, and a") contains
information about averaged bending angle and distribution of the bending directions.
However, the question of optimality of this choice remains open.

44



Modelling

Linear closures and Smoluchowski equation. The linear closure is closely related
to orthogonal series expansion of the Smoluchowski equation on the torus S* x St
or bispherical harmonics expansion on S? x S?. Hence the lowest degree of the
moment, at which the linear closure is a sufficiently good approximation, depends on
the convergence of orthogonal series expansion of .

Construction of fitted closures. One can follow the strategy used for computing
the orthotropic fitted closures for the Folgar-Tucker model. The procedure starts
with the construction of a family of closure relations parametrized by a small number
of scalars. Next a set of relevant velocity fields is selected, and the Smoluchowski
equation is numerically solved for these flow fields (for numerical techniques see e.g.
[31]). The accessible and inaccessible moments as functions of time are computed
from this numerical solution. Finally, a fitting procedure is used to determine the
values of parameters, for which the closure approximation describes the numerical
data best.

Three-dimensional case. All closures mentioned here can be naturally generalized
for the three-dimensional case. The challenge is to find closures with a reasonably
good performance for arbitrary orientational states. In particular, the resulting equa-
tions should leave the physically admissible state space invariant.
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Chapter 3

Some well-posedness results

Now that we have presented several models for fibre orientation dynamics in suspen-
sions, which further depend on the choice of closure approximations, let us introduce
a unified notation for the equations. We assume that the fibre orientation is described
by a system of transport equations for a vector function s : (z,t) — R%,

s

Dt
where F is a function of s and the spatial derivatives of an external velocity field v(x),
which we leave unspecified for the moment. Hence, the fibre orientation dynamics
equations form a linear first order hyperbolic system with the principal part 0,+v-V,.

One can formulate a mixed problem for this hyperbolic system assuming the veloc-
ity v(z) to be decoupled from s(z). For this, the input data such as the velocity field v,
initial and boundary conditions should be specified so that the resulting mixed prob-
lem admits a unique solution. Let us consider the problem on Qx [t, T], where Q C R4
is an open set. Assume that the data needed to comupte F are specified, in particu-
lar, let a sufficiently smooth time continuous vector field v(z,t) : Q x [to, T] — R< be
given. We specify a suitable initial condition s(x,tq) = so(x) for x € Q.

The solution of the transport problem can be constructed by using the method of
characteristics, which are curves in §2 X [to, T'] tangent to the vector field (v(-,t),1).
Informally speaking, a solution for (z,t) € (to,7] x §2 can be constructed if the
characteristic going through the point (z,¢) can be traced back in time to a point,
where the initial or boundary condition is specified. Hence it is obvious that the
uniqueness of solution can be ensured by specifying a Dirichlet boundary condition
on the inflow part of the boundary, which is defined by the subset (x,t) € Q% (to, T,
for which

v(z,t) -n(x) <0,

where, for x € 09, n(z) denotes the unit outer normal to 9€2. Thus, the mixed
problem is supplemented with the Dirichlet boundary condition

s(x,t) = sp(x,t), x€dQ, v(x,t) n(x)<0
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or, to ensure the continuity of the solution, the homogeneous Neumann boundary
condition on the inflow boundary.
The velocity field v(z,t) obeys an incompressible Navier-Stokes like equation

Dv_
Dt

where T is the stress tensor, depending on pressure, Vv and s. A mixed problem for
this system can be formulated by prescribing initial and boundary conditions

Re divT + pb, dive = 0,

’U(Zlf,to) = ’Uo(fﬁ), T e Q7
v(z,t) = v(x,t), x € x(0,T].

To the knowledge of author, the well-posedness of suspension flow equations and,
indeed, for non-Newtonian flow equations with more general boundary conditions
than the non-slip condition has not been studied in literature. Thus, the known well-
posedness results are valid for homogeneous Dirichlet boundary condition v(x) = 0 on
x € 0 only. In this case the inflow boundary is empty, hence no boundary conditions
are required for s.

Well-posedness of complex fluids models with no-slip boundary conditions has
been studied in several works, see e.g. the review article [46] and references therein.
For viscoelastic fluids with Oldroyd type constitutive law the pioneering work [29]
gives proofs of local in time existence and uniqueness results for arbitrary data and
global results for small enough data. In [47], global in time existence results are
proven for a simplified Oldroyd-B model. Related results in Banach spaces as well as
analysis of finite element approximations have been considered in [6]. An existence
result for a multiscale model of general dumbbell suspension models in simple Couette
flows has been published in [40]. Upon a smoothing of the convective velocity field
and in some cases also the extra stress tensor field, the existence result for a coupled
system of flow and Fokker-Planck equations has been shown in [4].

As for fibre suspension flow models, the Folgar-Tucker equations have been ana-
lyzed in [25], where a local existence for small data is shown for quadratic closure, and
in [52], where for a constant orientational diffusivity and linear and quadratic closures
the existence of a unique classical solution is shown locally in time and globally in
time for sufficiently small data.

The goal of this section is to extend the results from [25] to a wide class of fibre
orientation models and for a wide class of constitutive laws. More precisely, we
assume the source term of the transport equation and the constitutive relations to
be polynomial in s and at most linear in flow variables. Furthermore, we assume
that the fibre orientation state characterized by |s| = 0 is stationary for quiescent
suspensions v = 0 and causes no extra forces in the suspension. These assumptions
are formalized in the statement of Problem &2 in Section 3.2. In order to apply these
theoretical results to actual models for rigid fibre and 3-beads models, the equations
must be formulated so that the isotropic orientation state corresponds to |s| = 0.
This is discussed in Section 3.1.2. The results proven in this Chapter do not apply
for the 3-beads model with type 1 linear closure since the rest state |s| = 0 fails to be
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stationary for v = 0. The main results of this Chapter is the existence and uniqueness
of a solution locally in time for sufficiently small data sg, vy and external forces.

3.1 Preliminaries

We introduce notation used in the rest of this Chapter and formulate some useful
results. In particular, we study the solutions to two auxiliary problems.

3.1.1 Notation and function spaces

Let Q@ C R% d = 2 or 3, be a bounded Lipschitz domain with the boundary 0.
Let us introduce the notation for some standard function spaces with € as domain.
Spaces of continuous functions. The space of continuous real-valued functions
on € is denoted by C(f2), the space of uniformly continuous functions - by C(€).
This space can be equipped with the norm ||v|¢q) = sup{v(z) : € Q}, making
it a Banach space. For natural m, we introduce the space of m-times continuously
differentiable functions C™(Q) = {v € C(Q) : D € C(Q) for |a| < m}, where « is
d-dimensional multi-index and D* = D{* ... D3¢ = ((%1)@1 . (%)ad. C™(Q) is a

Banach space, equipped with the norm

lollem@ = D 1Dl

laj<m

Further, let C*(Q2) = {v € C() : v € C™(Q) Vm € N} be the space of smooth
functions. The subspace of smooth functions with compact support is denoted by
2(Q) = C5°(R2), this is often called the space of test functions. The space of vector
valued test functions with vanishing divergence is denoted by 7/(Q2) = Cg%,(Q2) = {v €
Cse ()4 : dive = 0}.

Lebesgue spaces. For p > 1, we introduce the Lebesgue space LP(f)). Consider
the class of functions v :  — R, for which |v|P is Lebesgue integrable, with the

seminorm
1/p
nwmzwm:(éw@mﬂ .

The Lebesgue space LP(Q2) is the space of equivalence classes of functions under
the equivalence relation v ~, w if and only if ||v —wl||, = 0. This is a Banach
space. Finally, L>() is the space of essentially bounded functions with the norm
|[v]| oo () := ess—sup {v(z) : © € Q}.

The space L*(QQ) is a Hilbert space with the inner product

<wwp=4wwmwm.
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Sobolev spaces. Let v € L'(Q2) and a be a multi-index. A function D*v is
called the weak derivative of order « of v if and only if for all ¢ € Z(Q2) it holds

/Q ¢Dvdx = (—1)l! /Q vD*¢dz.

The Sobolev space WP is defined as
WhP(Q) = {v e LP(Q) : D € LP(Q), V |a| < k}.

This is a Banach space, equipped with the norm
1/p

lollwes = Iollep = | Y ID*IIE,

|| <k
The space W"2(Q)) = H* is a Hilbert space with the inner product
(v;w)gr = Z / D% D*wdz.
<k St
From the Sobolev embedding theorem we deduce the following result.

Proposition 3.1. (Corollary from Sobolev embedding theorem.) Let Q C R? be a
bounded Lipschitz domain.

1. Ifd < 3, then H?(Q) embeds continuously in L>°(R2), i.e., there exists a constant
c = c(Q) such that for every v € H*(Q) it holds

ess—sup,eq|v(z)] < cfjvlnz. (3.1)

2. If d < 4, then H'(Q2) embeds continuously in L*(Q) and there exists a constant
c = c(Q) such that for every v € HY(Q) it holds

[l 2+ < ellvl| -

Of course, the statements are not sharp. For instance, if d = 3, then H' contin-
uously embeds in L%, and if d = 2, then H' embeds in L for every 1 < p < co. We
will also use the following extension result due to Calderdén ([8]).

Proposition 3.2. If Q C R? has Lipschitz boundary, then it is a WP - extension
domain for all 1 < p < co. That is, there exists a bounded linear extension operator
E:Wtr(Q) — WHP(RY) with (Eu)|g = u for all u € WP(Q).

The subspaces of functions, whose derivatives up to the order k£ — 1 vanish on 052
in the sense of traces, are defined as:

H(I]f(Q) _ m”'”k,z'
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Some well-posedness results

To study the solutions to Stokes equation, we define the subspaces

[-ll1,2

V= Hg () = 7(Q) 7,
H— m”'”z'

The spaces H and V are Banach spaces, endowed with the corresponding norms
(Il - ]l1,2 for V and || - ||2 for H). These spaces can be characterised as follows (see [76]
for details):
H={ve *(Q)%: divo =0inQ, v-n=0on N},
V ={ve Hi(Q): divv = 0in Q}.

The condition v - n = 0 is understood in the sense of traces, i.e., there exists a trace
operator v mapping v € H to yv-n € H~Y2(9Q) (see [76]).

We use the standard notation for topological dual spaces.

Bochner spaces. The solution to a non-stationary problem is often sought in a

certain Bochner space. For a Banach space X and a real number p > 1, the Bochner
space LP(0,T; X) consists of all Bochner-measurable functions v : (0,7") — X with

finite value of the integral fOT |o(t)|%dt < oo. This space, endowed with the norm

T 1/p
loll oy = Nollxp = [ / Hv(tw&dt}

is itself a Banach space. In situations, when the value of T is clear from the context,
we use the shorthand notation |[v||r»(x). A function v € LP(0,7;X) is called the
weak derivative of w € LP(0,T; X)) if and only if for every ¢ € C§°(0,T) the following

identity holds in X:
T T
/ ' pdt = —/ ¢'udt.
0 0

Mollification is a technique for approximating a locally integrable function with a
smooth function. Let ¢ € Z(R?) be chosen such that ¢(z) > 0V and [, ¢(z)dz = 1.
Let supp(¢) C B,(0). For v € LL_(R?) we define the mollification of v as the
convolution

Mao(a) = (v 6)(x) = /

R4

v(r —y)p(y)dy = g P(x — y)v(y)dy.

The mollification is smooth: Myv € C, since

D" Myo(a) = (1) [ w()D2(s ~ )y

R4

is well-defined and bounded in all bounded domains €2 C R? as can be seen by Hélder’s
inequality

D" Moo (z)] < / [0() D26 — )|y < D¢l iy [0l 1
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Some well-posedness results

Here Q denotes the r-neighbourhood of Q.

Let v € H'(Q) for a bounded Lipschitz domain, and € be the r-neighbourhood of
Q. Let £ : H(Q) — H'(Q) be a continuous extension operator, e.g., the restriction
of the operator that exists due to Prop. 3.2, then we define the mollification operator

M, HY(Q) — C*(Q), mapping v to M v:

Mola) = (0 0)(a) = [ ol =) Eoly)ay

3.1.2 Formulations

We start with rewriting the equations in dimensionless form. Let L, represent
a typical length scale and Vj - typical velocity. From this, we compute the typical

time scale T = (3/—3 Further, a typical pressure value is Py = % and typical value
of force density per unit mass is By = ”VO We also introduce the Reynolds number
Re = PVoLo

7

The dimensionless form is obtained by replacing x with & = x /Lo, t with t = t/T,
v with & = v/Vp, P with P = P/Py and b with b = b/B,. We use dimensionless
variables in the rest of this Chapter, but we surpress the hats in notation.

We introduce the deformation rate and vorticity tensors D = (Vv + V'),
W =21(Vu—V'o).

Fluid dynamics equations. The conservation of the linear momentum is given

by
D
Reﬁj — divT = pb, (3.2)
where b is body force per unit mass and the stress tensor is given by
T=—-PI+2nD+ 5, (3.3)
S =2[N,a : D + Ny(D - a'® +a? - D)]. (3.4)

N, and Ny are material constants (particle number and shear number; see [25] and
Section 4.3), and 7 is a dimensionless viscosity. We add the mass conservation law
for incompressible fluids:
dive = 0.

We introduce the traceless part of a® via s = a® — é] . In order to calculate the
extra stress tensor, a closure for a® is required. For the time being, we formulate
the equations using the quadratic closure, however, the well-posedness results extend
to arbitrary closure that can be expressed as a polynomial in the components of a®.
With the quadratic closure, (3.4) becomes

S =2n[Ny(s: D)(s+ 1I) + Ns(Ds + sD + 31)].

d

Concentrated suspensions model. The equation (2.3) with quadratic closure
can be written as
D+ (sW —Ws) = A[Ds—sD+ 2D —2(s: D)(s + )] (3.5)
+Uo|D| [s5 +ws — (s s)(s+ 11)] =0,
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Some well-posedness results

where w = % + 1 is a constant. The function |D| = v'D : D is not differentiable
in the point D = 0 corresponding to the rest state k = 0. Since later we require
the source term of the transport equation to be differentiable with respect to D, we

introduce an approximation
=(D:D+ )V ¢,

where ¢ > 0 is a constant. 7. is a smooth function of D, moreover, the derivatives
aa‘D‘;’e are bounded. As |D| — oo, the approximation error 4.(D) — |D| — 0.

Observe that all the summands of the source term in (3.5) are either linear in
k = Vu or grow linearly with |k|. By dimension analysis one can verify that this
property is not accidental.

General formulation. Assuming the fibre orientation dynamics are described
by a system of transport equations with a special kind of source term, we write the

equation in general form:

Ds

Dt = F(s, Vv), (3.6)
where F is continuously differentiable with respect to the totality of its arguments
(this is why a mollification of the diffusive constant in the Folgar-Tucker model is
needed). Furthermore, we assume that there exists a polynomial P with |F;(s, k)| <

P(|s])|x| and |f’”§%| < P(|s]) for 1 < j < 2.
3 beads model. The equatlons (2.22 - 2.24) can be transformed to dimensionless
form by introducing I5 B = 2, = LTy, k = Tyk. Henceforth we assume that the
equations are in dimensionless form and surpress the hats in the notation. Let a set
of closure approximations be given as polynomial functions of components of a9,
a™D and a»?. We introduce a vector s consisting of the independent components
of the tensors a(2 0 — 17 a®V) + 17 and a®Y. The variables are chosen so that the
natural equilibrium state at rest (k = 0, u = 0), characterized by straight fibres with
isotropic orientation distribution, corresponds to |s| = 0. Due to the symmetry of
a9 and a®V | the dimension is s € R4 In two dimensions s € R®, in three
dimensions s € R'. The equations (2.22 - 2.24) can be written in the general form
Ds

Do Fils, ) + Fols ),

where F is linear in xk and JF5 is linear in pu, furthermore, there exists a polynomial
P such, that |Fi(s, k)| < P(|s])|x| and |Fa(s, )| < P(|s])|p]-

3.1.3 Instationary Stokes problem

Let us recapitulate some useful well-posedness results for the instationary Stokes
problem, which is formulated as follows.

Problem (A). (The instationary Stokes problem.) Given Re > 0, n > 0 and a
suitable force term f. Find v and P, that satisfy the equations

Revi, —nAv+VP=f
dive=0
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Some well-posedness results

for almost all t € [0,T] almost everywhere in ), the boundary condition v =0 on O
and and the initial condition
v(0) = vp.

Assuming that v € L*(Q)4, we decompose the Hilbert space in the subspace of
divergence-free (solenoidal) functions denoted by H = L? and its orthogonal comple-
ment G = H+. G can be characterized as

G={fel*0?: 3IPc L}, with f=VP},

loc

see [69], [24]. This is called the Helmholtz-Weil decomposition. Let us denote the
orthogonal projector L?(Q)? — H by Py and define the Stokes operator

L= —PHwﬂ

The operator £ is linear and maps D(£) =V N H? to H. It induces the graph norm
in V.N H?, defined by |[v||p(z) = ||Lv]]2. This norm is equivalent to the natural H?
norm (see [24], [29]). Problem A is reformulated as

Problem (1). (Instationary Stokes problem, pressure free formulation.) Find v(t,-)
with v(t,-) € H for almost all t € (0,T) solving the following equation in H:

Rev,+nlv=f (3.7)
v(0) = vy. (3.8)

The following result is standard, see e.g. [69], [76].

Lemma 3.1. Let 00 € C?, vy € V and f € L*(2 x [0,T]). Ifn > 0, then Problem 1
admits a unique solution v € L*(0,T; D(L))NC([0,T]; V) such that v, € L*(2x[0,T])
and the associated pressure P € L*(0,T; H'(Q)). Furthermore, there exists a constant
Ci(Re,n, Q) such that

HUH%Q(QT;D(Q)OLO"(O,T;V) + Jlull3 + ||P||§{1,2;T < Ci(flwollz + 11£13).

The existence and uniqueness of the solution is proved in [76], and the estimate
is given in [29]. The estimate involves a norm of intersection of two Banach spaces.
There are several equivalent norms that make the intersection a Banach space, for in-
stance, the sum norm ||| xny = ||| x| ||y or the Hilbertian norm (|| - |3 + | - [|2)">.
Throughout this chapter we equip the intersection of two Banach spaces with the sum
norm.

Provided that the domain and the data are more regular, one can prove a higher
regularity of the solution.

Lemma 3.2. Assume that 002 € C?, F; € L*(0,T,H™'), vo € D(L). Ifn > 0, then
the unique solution of Problem 1 satisfies
v € L*0,T; H) N C([0,T]; D(L)),
v, € L2(0,T; V)N C([0,T); H),
P L*0,T; H?),
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Some well-posedness results

and there exists a constant C* = C*(Re,n, ) such that

||UH%Z(O,T;HS)OLOO([O,T};D(ﬁ)) + ||Ut||%2(0,T;V)mLoo([o,T];H) + HPH%Q(O,T;H?)

< O 1wl + 1B oz + 1Al o0y + 1O}

This lemma is adopted from [29].

3.1.4 Linearized transport problem

Let us introduce the bilinear mapping
B(v,s) :=v- Vs.

Provided that dive = 0, any vector field of arbitrary dimension s € H(Q)% satisfies

the identity
1

(B(v,s);8)2 = 3 /Qv - V(s*)dz = 0. (3.9)

From Prop. 3.1 and Holder’s inequality we obtain
Proposition 3.3. Let Q C R, d < 4, be a bounded Lipschitz domain; then:

1. the trilinear form bi(u,v,w) := fQ uvwdx is well defined and continuous on
[HY(Q)]? x L*(Q), and Jc > 0 s.t.

[b1(u, v, w)| < eflull o]l [w]] 2.

2. (see [76], pp. 169-172) the trilinear form by(u,v,w) = [,udvwdzr is well
defined and continuous on [H*(Q)]® and there exists a constant ¢ such that for
all w,v,w

|02 (u, v, w)| < ellull g lloflmllwl -

3. moreover, the space H*(Y) is an algebra, i.e., whenever u,v € H?, then the prod-
uct uv € H? and there exists ¢ > 0 such that Vu,v € H? ||[uv| g2 < c||ul| g2||v] #2-

Linearization. Let us concentrate on the dependence of the source term on s
only, i.e., let F(s) : R2 — R% be a vector-function with components polynomial
in components of s. By a linearization of F we understand an expression F(s) =
I(s)-s+ g, where [ : RS — R% is a matrix with polynomial entries, and g = F(0)
does not depend on s. If d; > 1 and F contains a mixed product, e.g., s;s; for i # j,
then the linearization is not unique.

As an example we consider the source term in (3.5). It is a symmetric tensor
valued function with components polynomial in s. A suitable symmetry preserving
linearization in the tensor notation is

I(5)-s+g=Ws—sW)—X[2(s:D)(s
—U|D| [A(s5+55T) +ws— (s:5)(5+ L1
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Some well-posedness results

where g = %D.

After the linearization with respect to s we consider the dependence of F on the
velocity field variables such as the gradient x and for the 3-beads model the curvature
1. Here we observe that the source terms either depend on x and p linearly or at least
have a linear growth with respect to these variables. To prove the existence result for
the coupled system, we need the assumption that the H? norms of the parts, which
are not linear with respect to s, can be estimated from above by the H' norm of v,
hence the existence is only proved for a regularized version of the fibre orientation
models, where the velocity curvature p and the nonlinear parts such as 4. are mollified
in an appropriate way. For these reasons, we introduce an additional variable & with
d3 components.

Denote By, », = {(z,y) € R% x RT*% : |z] <1y, |y| <y}

We consider a transport problem under the following assumptions.

Problem (2). (Linearized transport problem). Given v € L*>(0,T; H*(Q)?), 5 €
L>(0,T; L*(Q)%®) and a functional & = £(v), such that there exists ¢ > 0, for which
the estimate ||€]|p2) < c||0]| iy holds. Find s(-,t) € L*(2)%, which satisfies a.e.
in (0,7)

si+ B(v,s) +1(5,V9,€) - s+ g(Vv,£) =0,

o(0) = 5. (3.10)

2 d2 ><d2 2 d2

Here | € |C?*(R%H +d3)] and g € [Cz(Rd +d3)] , where dy > 0, d3 > 0 are
integers, are given functions satisfying ||ll|c2(s,, ,,) < P(ri)(1+r2) and ||glc2s,) < cr
for a polynomial P. Furthermore, | and g at most linear in the components of (k, &) in

the sense that the second order derivatives with respect to any pair of the components
of (k,&) vanish.

Let us estabilish some continuity properties of [ and g.

Lemma 3.3. Let | and g satisfy the assumptions of Problem 2. Further, let the
components of 5, k and & be of class H*(Q). Then I(5, k,€) and g(k, &) are in H?*(S2).
Moreover, there exists a polynomial Py with nonnegative coefficients s.t.

1l < Polllslla)(lsllaz + IEla2 + 1), (3.11)
lglle> < clllsllm + 1€l m2)- (3.12)
Proof. We demonstrate the estimate (3.11). By the chain rule,
a  al N ol N ol ¢
= =5t kit a2
or; 0s = Ok =~ 06 7~
and
2 2 2 2
S = (B5,4 s+ ) 5 Bt
27 _ 2 2
w50 T ot + aialgg,j> Ko+ ekt (3.13)
9% ¢ 02 o2 )
sege5 + pegetid T a_gég,j> Ei+ 5e6is-
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Using the assumption about the C? norm of [ and the linearity with respect to x and
&, we obtain the following inequalities, which hold pointwise in €:

1< (sl + €+ DP(s]),
05,1 < (| + ¢} + 1)P(]5]),
0:,l] < P(]3]),
ol < P(s), (3.14)
|a/imjl| = |8§i§jF|_: |a§ij| - |a§i€jF| =0,
04,1l < ([s] + (€] + DP([s]),
|0s.0,l] < P(]35])-

By the first part of Prop. 3.1, the pointwise values of 5, x and ¢ are essentially
bounded by the H?(2) norms. By the second part of Prop. 3.1, the right-hand side
of (3.13) is square integrable. This together with (3.13-3.14) implies (3.11).

The estimate (3.12) follows by the same lines, by using d5,g = 0 and the fact that
9(0,0)=0. O

Now we are prepared to prove the following result for Problem 2.

Lemma 3.4. Let O be of class C*, v € L*(0,T; H*)NL>(0,T; D(L)),5 € L>(0,T, H?)
and sg € H? be given, satisfying the following estimates:

19| L2 (0, 13) + |0l Lo 0,750 (2)) < B,

15| Lo 0,712y < B,
where the constant By is taken sufficiently large so that

Let ||£HL°°(0,T;CQ) < CBl.

Then there exists a constant T™ depending on the domain, By, By and the material
constants such that for any T < min{7, T*} Problem 2 admits a unique solution s in
the time interval (0,T) in the function class

s e L®(0,T: H?), s, € L=(0,T; HY).
Furthermore, it holds
I8l oo (0,7, 12) < Bo, (3.16)
||3tHLoo(o,T;H1) < Bs, (3.17)
where Bs is (By+ B2)P*(Bz) and P* is a polynomial, depending only on the functions
[ and g.

Proof. The scheme of proof is similar to the proof of Lemma 2.3 in [29] and
Lemma 3 in [25]. We first derive apriori estimates for the H? norm of a solution,
from these a suitable value for T satisfying the estimates (3.16) and (3.17) is found.
Then the construction of a solution in the space L?(0,T*; H?) is sketched. The proof
is completed by demonstrating the uniqueness of solution in this space.
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A-priori estimates. Let s : ¢+ s(-,t) € H?(2)® be a solution of (3.10). The
rate of change of the H? norm of s(-,t) can be estimated by using (3.10). First
compute the L? inner product of both sides of (3.10) with s. Next, for i € 1,d
differentiate both sides of (3.10) with the operator 0; and form the inner product with
0;s. Finally, differentiate (3.10) with the operator 0;; and form the inner product with
;5. The sum of thus obtained (1+d+d?) equations gives an equation for % ||s(t)||%..
Using the orthogonality property (3.9), this equation is

sallslis = —(B@,s);s)m2 — (I~ s+ g;8)u2
= — fQ [@i,j (SJ'S,]' + 2$,ik$,jk) + T)Z-Jks,is,jk] d!lﬁ' (318)
—(l-s+g;9) .

(Throughout this proof, ¢ will stand for a positive constant, which depends on the
domain and probably on material constants, but never on the unknowns).

The terms of (3.18) are estimated as follows. Since v;; € H?, the inequality (3.1)
applies:

< cl[vlls s 7-

/ g (88 + 288 41) dx
Q

Further, v; j, and s; are in H', therefore by second part of Prop. 3.3

‘/ ’(_Ji’ijJS’jdeL’
Q

By triangle inequality, Cauchy-Schwarz inequality and third part of Prop. 3.3,

< c|[vll sl z2-

(-5 +g,8)m < c([llle2lls]l = + gl m2) sl a2
By Lemma 3.3, and the assumptions |5| < By, |£] < ¢By,
(I-s+9,s)u2> < cllsllaz([[vlgs + By + 1) 1+ ||s]|a2P (Ba)] -

Thus, (3.18) implies the following inequality in differential form:

d _ -
sl < ellsllaz(1ollus + By + 1) [+ [Is]|=P" ([15ll2)]

where P* is a polynomial with non-negative coefficients, majorizing all the P which
appear in the estimates. Let us denote y(t) := ||s]|%2, g(¢) := ||0|| gz and B := P*(By).
Using the assumption about the norm of s, we get

y < eyy(l+ Byy)(g+ By +1).

Using the inequality of arithmetic and geometric means gc,/y < %(92 + c?y) and
(B1 4 1)cy < 5((B1 +1)? + ?y), we obtain

y < <02+Bc(g+31+1))y+%(g2+(Bl+1)2).
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We seek the upper ”barrier” of the solution in the form

y(t) = k(t) exp {(8 4 Be(By + 1)) t+ Be /0 t g(T)dT} .

The unknown function k(¢) is found by substitution:

1

]{Z(t) = C + 5 /(; [g(tl)z + (Bl + 1)2] X

t1
exp {— [02 + Be(By + 1)} t1 — Bc/ g(T)dT} dty,
0

and the integration constant ¢; = yo = [|so||}2 comes just from the initial data. The
negative power of e can be estimated from above by 1, giving

1 3 ¢
R(E) < yo+ 5 (Bl + (Bi+1)%) < 2By + (B + 1)°5;

the latter estimate is obtained from (3.15). We complete the estimation by using the
Cauchy-Schwarz inequality:

1/2

[ ot < vi Ji tgmzdr} < BVA

to arrive at

y(t) < k(t) exp {(8 + Be(B + 1)) t4 BBlcﬁ] .

In light of the continuity of y and the fact that y(0) < 2B3, it is obvious that for a
sufficiently small time interval ¢ € (0, 7*) we have y(¢) < B3. Notice that T* depends
on By and B,, but not on the particular choices of § and ©. This proves (3.16).

The estimate (3.17) is proven by computing the H! norm of the first row of (3.10);
since ¥ € H?, one immediately has

1B, 8)[|ar < cl[o]laslls]| a2

By assumption, setting F':=1-s+g, ||[F|/zz — 0 as ||s|| g2 + |||/ 2 — 0.
Using the chain rule and estimates as in proof of Lemma 3.3, we obtain a similar
estimate for the semi-norm |F|g:1. Combining these inequalities, we obtain

| F|[zr < (By+ Ba)P*(Ba),

which is exactly (3.17).

Existence. A solution can be constructed by using the method of characteristics.
In [25] Galdi suggests a way how to construct a solution s € L?(0,T*; H?) with the
help of a Galerkin method.

Uniqueness. Let s and s be two solutions corresponding to the same data,
and set s := st) — s we have s(0) = 0 almost everywhere. Further, set [y :=
1(3,V7,€). s satisfies the following equation:

s+ B(0,8)+1lp-s=0.
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We compute the L? scalar product with s. Due to (3.9), B part vanishes, and by
Lemma 3.3,
(lo - 53 5) 12| < c(||0]| s + 1)1 s]72,

with ¢ = Py(Bs). It follows that

1d

5 77 I8llz2 = c(llollas + Dlsliz2 < 0.

Since the norm of s is square time-integrable, we can apply Gronwall’s lemma ([87],
p. 82) to deduce that ||s||2, = 0 almost everywhere in time, which leads to s!) = s
almost everywhere in space and time. This implies the uniqueness of the solution.[]

3.2 Local existence of solutions

In this section we study a coupled problem consisting of the incompressible Navier-
Stokes equations with a non-Newtonian constitutive law, which depends on a multidi-
mensional quantity s in a rather general way and a transport equation for the quantity
s. The assumptions about the form of the constitutive relation and the source term
of the transport equation are summarized in the formulation of the problem.

Problem . Find
v(-,t) €V and s(-,t) € (H*(Q))%,

such that for almost all t € (0,T) the following equations are satisfied
Relve + (v - V)v] +nLv — divD = b,

T =17(s,Vv),
se+ (v-V)s = F(s, Vo, §(v)),

and the given initial conditions v(-,0) = vy and s(-,0) = s¢ hold.

Here T, F and £ are given and satisfy the following assumptions.

d2

T € [C’z(RdﬁdQ)} , the function T (s, k) is linear in K, and together with its first
and second order derivatives has a polynomial growth with respect to |s|. Furthermore,
whenever |s| =0 or |k| =0, the gradient VT = 0.

d
F e [CQ(Rdﬁdz*df’)] 2, the function F(s,k,&) is linear in (k,§), and together

with its first and second order derivatives has a polynomial growth with respect to |s|.
Moreover, F(0,0,0) = 0.

£ H3(Q)? — C*Q)% is a continuous functional with a linear growth: [|£(v)| <
cl[oll

The solution should be equal to a time-continuous function v € C([0,7]; V) and
s € C([0,T]; HY(Q)%) almost everywhere. We define the solution space

Xr:=C([0,T):V) x C([0,T]; H'(2)*)
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and a subset of Xp:

Ry :={(v,s) :v e C([0,T]; D(L)) N L*([0,T]; H?),
v e C([0,T); H) N L*([0, T]; V),

s € L2([0, T (H2)™), ' € ([0, T: (H')™),
v(0) = vy, 5(0) = so.

||U||%°°(0,T;D(£))0L2(0,T;H3) + ||“/||%oo(o,T;H)mL2(o,T;V)
HSHL“(O,T;(H?)d?) < DBy, ||S/||L°°(0,T;(H1)d2) < Bj

< B},

where Bj is a constant, By satisfies the condition (3.15) and Bjs is computed from By
and By as in Lemma 3.3. By Arzela-Ascoli Theorem (see e.g., [87], p. 772), Ry is
compact in X7.
As in [29] and [52], we find a value of By > 0, for which Ry # (). Consider the
instationary Stokes problem
Rev* +nLv* =0,

where v*(-,t) € V and v*(-,0) = vy. By Lemma 3.2, this problem has a unique
solution for every time interval [0, 7], and there exists a constant C*(Re,n, 2) such
that

HU*||2L°°(O,T;D(£))OL2(O,T;H3) + HU*,H%OO(O,T;H)ﬂLQ(O,T;V) < C*HEUOH%Z-
If B, satisfies
B? = 2 [C*]|Lvo 122 + 1sole] = ¢, (3.19)

then the pair (v*,sg) € Ry for VI' > 0, and thus Ry # (). From now on, we assume
that B satisfies (3.19). Thus, Ry is a nonempty compact convex subset of Xrp.

Suppose that (0,5) € Ry is given. By linearizing F, we obtain an instance of
Problem 2, and by setting

f = —ReB(0,0) + Pgwb + PywdivT (v, 5), (3.20)

we obtain an instance of Problem 1. By Lemmata 3.2 and 3.4, these auxiliary prob-
lems admit unique solutions (v, s).

This defines a mapping @ : (v,5) — (v,s). We want to show that for sufficiently
small 7" and suitable choice of By ® maps Ry into itself.

In order to estimate the norm of force term ||f| 1, we need to consider the H!

norm of

9T 0T |
W . 572' + a/{ . K’J-
We use an ambigious notation P and Q for some polynomials with nonnegative co-
efficients, meaning that "there exists a polynomial such that...” The notation Q is
used to signify that the polynomial satisfies Q(0) =

07T, 07,
ivT|| 2 < J i
lavllz = H 0:)3, 2 H OF || poe 0:)3, 2
< P(ls ||H2)||U||H3|| [+ QllIslla2) - 1- (ol a2
< Q(llsllz)lv]lzs.
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By using chain rule, Proposition 3.1 and integrating over time, we find
|divT || 20,m:m1) < Qu(B2) By
The initial value of the stress term depends on initial conditions:

|divT (0)|lzz < Qa(llsollz2)l|voll a2,

HdiVT'||L2(0,T;H = HaTS, + ’i ||L2(0TH 1)
<c(1+ Qsl(Bz))BlBs + Qsz(Bz)ll?f | L2(0,7;m)
< (e¢Bs + Q3(Bs))Bs.

Employing these estimates and using the continuity of B in (3.20), we derive
Il 20,0y < k1(Q1(B2) + Br) By + ||bl| 220,01y =1 F1B1 + ¢

1F Oz < ki[Qallsoll i)z + oo l2:] + [1B(O) ]2 = s
| f 'l ez, -1y < k1leBs 4+ Q3(B2) + Bi] By + ||| 120.7:0-1) =: FaB1 + ca.

Here the constants ¢; depend only on the input data, and F; — 0 as |B;| + |Bs| — 0.
Let us choose

Bl = C —|—4V C*(CQ +03 +C4);

then (3.19) is satisfied automatically, and we get

C* [IwollZs + 1o rmy + I ONZ + 1 o

* * 2
< C*1Lwols + C* [l 2oz + IFO) 2 + 1 £z ]
< %B% + Cc* [(Fl + Fg)Bl + (CQ + c3 + 04)]2

2
<iB?+ [(F1 + F5) BV C* + %]

Next, we may choose
Bg = 4Bl;

this satisfies the condition (3.15) because of (3.19). Now it is obvious that F} and F
tend to zero if By — 0. However, for sufficiently small data, (3.19) allow arbitrary
small positive values of B;. Let By > 0 be so small that

(Fy 4+ )V O < 1/4,

then Lemma 3.2 guarantees that the solution v of the auxiliary Problem 1 with the
force term (3.20) is unique and satisfies ||v]|?>+]|v¢]|* < B?. This together with Lemma
3.4 proves that ® maps Ry« into itself (where T* is given by Lemma 3.4, and depends
on By and By). A direct application of the Schauder fixed point theorem ([87], p. 57)
yields the following result.
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Theorem 1. Let Q have C3 boundary, b € L2 (RT; HY), v/ € L} (RT; H™1), v €

loc loc

D(L) and sy € H?*(Q)%. Then there exist positive constants K and T such that
whenever

Hb/||L2(0,T;H1)DL2(0,T;H*1) + ||U0||D(£) + ||sol| g2 < K,

then Problem &2 admits at least one solution (v, P, s) in  x (0,T) in the spaces

ve L0, T;H?), o € L*0,T;V), PeL*0,T;H?),
s€ L>*(0,T;H*), s € L>(0,T;H").

The constant K depends only on the domain €2 and on the material constants, while
T also depends on the data. Finally, such solutions satisfy the estimate

||U||L2(0,T;H3)mLoo(o,T;D(c)) + HU/||L2(O,T;V)OL°°(O,T;H)
+|Pllz2o,mm2) + I8l Lo0,7:m2) + |18 Lo 0,701y < K,

where k depends on the data in such a way that

]{7 — 0 as HbHLQ(O,T;Hl) + Hb/HLQ(O,T;H*l) —+ H’U()HH2 + H80||H2 — 0

3.3 Uniqueness of solution

Now we demonstrate that, for sufficiently small data, the solution given by Theorem
1 is unique. Let (v, P, s1) and (vq, Ps, $2) be two solutions corresponding to the same
data. By Theorem 1, for every > 0 we can restrict the norms of initial data so that

||81||L°<>(0,T;H2) + ||52||L°°(0,T;H2) <o.

Let us define v =v; —vy, P= P, — Py, s = 81 — $2, 71 = 7 (81, V1), 79 = T (82, V),
o1 = F(s1, Vur,&1), 02 = F(s2, Vg, &). These can be verified to satisfy the following
equations.

Re[v' — B(v,v) + B(vi,v) + B(v,v1)] + Lv = Pywdiv(m, — 1),

S, — B(U,S) + B(Ul,S) + B(’U,Sl) = ¢1 — ¢2.

Multiplying the first equation with v and the second with s and integrating over (2,
we get

1d
Re 5%”““%2 + (B(v,v1);0) | + |v]7p = (11 — 723 D),
1d, .,
§£HSHL2 + (B(v,51);8) = (¢1 — d2; 5),

where D = 3(V+V " )u, (-;+) is the L? inner product and |- |z is the familiar Sobolev
seminorm. Using Prop. 3.1,

[(B(v,v1);0)] < cllvr||mallv]Z,
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[(B(v,51);8) < cllsullm2l|vll sl 2 < collvllm sl 2

Plugging in this and using Cauchy-Schwarz inequality yields

1d
Reg 2101 + [ofhe < cRelfenll ol + 17 = mllalfoln (3.21)
1d
SZlsIBs < esllolm sl + 6 — dalialisle. (3:22)

Next, we use the linearity of 7 in x and the estimate |7 (s, k)| < Q1(]|s])|x]

|7'1 - 7'2‘ = |T(317f<&1) - 7(327f<&2)|
< T (s1,k1) — T (S92, k1)| + |T (82, k1) — T (82, Ka)|
< |Qi([s1]) = Qi([s2])] - llvrllar + @a([s2)l[v]|

where Q; is a polynomial with nonnegative coefficients and Q;(0) = 0. Moreover,
since |s| is bounded by §, Q; is Lipschitz continuous with Lipschitz constant ¢(¢),
e, [Q1(]s1]) — Qi(|s2])| < q(d) ||s1] — |s2]] < q(0)]s1 — s2|, where ¢ is continuous. Let
us denote V' := ||v1|| g5 + ||v2||g3; then

71 = 72ll2 < q(0)V[s]|L2 + Qu(d)[[v]l -

By the Poincare-Friedrichs inequality, there exists a constant ¢ = ¢(2) > 0 such
that Vv € Hg(Q) it holds [v]7, > c.f|v]|7., thus [v]; > 2[[v[|7:. Let a > 0 be a
T By the 1nequahty of algebralc and geometrical
mean values (for real a and b, 2ab < a® + b?),

fixed constant satisfying ﬁ <

0]
202

2
«
g@OVllsllzzllolm < Z-a(@)*V2sllz2 +

With this, (3.21) transforms to

2 52
- q2( L2z, + cRevu)2a.

1
Reg ol + ol < [Q1(6) + 555 Iolls +

Using Poincare-Friedrichs inequality, we get

1d 1 Cx a?q(6)?
Rej ol < @10) + 55 = o | ol + 5V s + cRel ol
(3.23)
Since Q;1(0) = 0, we can choose dy > 0 so small that Vd € (0, dp)
Cs 1
- 1+C*—E—Q1(5)>0

By suitably increasing the right-hand side of (3.23), we conclude that there exists a
constant ¢ with

2n

d
Tllvlze < (V2 Islizz + Vivlze) — e llvllan. (3.24)
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Next we estimate the right-hand side of (3.22):

|p1 — 2| = |F(s1,K1,&1) — F(s2, ke, &)
< |F(s1,k1,81) — Fs2, k1,81)| + [ F(s2, k1, &1) — F(s2, k2, §2)].

Using the continuity properties of F in a similar way as for 7, we can show that there
exists a constant C' depending on ¢ with

o1 = allL2 < C(V[s] L2 + [Jol[a)-

Plugging this into (3.22) and using inequality of algebraic and geometric means, we
find a constant ¢ with

d
T lslze < e lllollzn + (V + Dllsllze] - (3.25)

Now we make a linear combination of the equations (3.24) and (3.25) so that
the terms proportional to [[v]|%, cancel out. Finally, we can suitably increase the
right-hand side so that there exists a ¢ > 0 with

E
Oii_t <c(VP+V+1)E,

where we have denoted E = |[v]|7, 4+ ~?||s]|7.. By assumption, £(0) = 0. Finally, we
apply Gronwall’s lemma to show that

E(t) = 0 almost everywhere in [0, 7.

This proves that the solution given by Theorem 1 is unique. More precisely, we have
shown the following.

Theorem 2. There exists a positive constant K such that if

10" 20,7y 2 07501y + Vol Dy + 190l 2 < K,

then Problem &7 admits at most one solution in the class of solutions (v, P, s) in the
spaces

ve L20,T;H3), o € L*0,T;V), VPelL?0,T;H'),

s € L>(0,T;H?), s € L>(0,T;H").

With this, we have shown the well-posedness of the systems arising from our
models for sufficiently small data.
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Chapter 4

Computational experiments

This Chapter is concerned with various aspects of numerics for mesoscale fibre sus-
pension models. The semiflexible fibre suspension model is considered in the first sec-
tion. Here the performance of two closures (polynomial closure and hybrid closure) is
compared by studying the behaviour of numerical solutions of the equations for a rep-
resentative choice of prescribed time-independent planar flow fields. The polynomial
closure is found to be more robust. In the rest of this Chapter we are dealing with
coupling the fibre orientation equations to the non-Newtonian flow equations for the
case of concentrated short fibre suspensions. The numerics and implementation are
briefly reviewed in Section 4.2. Numerical solutions for selected domains in two and
three dimensions with different parameter values are presented in the third section
along with a discussion of the results.

4.1 A study of closure approximations

In this section we study the influence of closure approximations on the solution be-
haviour of the equations (2.22-2.24) for given local values of the spatial derivatives of
the suspension velocity field x and p. In the Eulerian coordinates the model consists
of a system of transport equations of the form % +v-Vs = F(s,v), where F is the
model dependent source term. For stationary flow fields, the characteristics of this
hyperbolic system are the streamlines of the velocity field v(x).

Thus application of the method of characteristics to the transport equation is
equivalent to reformulation of the model in Lagrangian coordinates, where one follows
a volume element of the suspension travelling along a streamline, and computes the
fibre orientation evolution for this specific volume element. This reduces the transport
equation to a system of ordinary differential equations for each point of the suspension:

s' = F(s, kK, p). (4.1)

For an implementation of the 3-beads model coupled to suspension flow equations it
is important to have a robust closure approximation in the sense that for physically
meaningful data the solutions are physically meaningful. The invariance of the phys-
ically admissible subset of the phase space is a major aspect of the robustness. We
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start with a description of the admissible subset. Next we select a set of relevant flow
fields. For this, we perform a simple classification of locally incompressible two di-
mensional flow fields and choose a few representative examples for the tests. Finally,
we solve the moment equations numerically for the selected flow fields, and observe
the dependence of solution behaviour on the closure relation. Some representative
results are presented and conclusions are made.

4.1.1 Phase space

The following algebraic conditions for the components of the moments can be derived
from the definition of the mixed moments:

Te(®?) = / / Te(p ® ) (p, 0)do(p)do(g) = 1, (4.2)
(w,a®w) > 0 Yw e R, (4.3)

(w, aDw)| < / / o - pljaw - ql4(p, q)do(p)do(q)
< / / (w- p)? + (w - )2 (p, q)do(p)do(q)

= (w,a®Yw) Yw e R, (4.4)
a0 < 1. (4.5)

The symmetric tensors a, b and the vector ¢ have an interpretation as moments of a
probability distribution ¢ only if the relations (4.2-4.5) hold. We define the space
My = {(a, bc):a € R pe R ¢ c R?satisfying (*)} ,

sym )’ sym

where a triple (a, b, ¢) is said to satisfy the relation (x) if and only if all of the following
conditions hold: a = a®? satisfies (4.2-4.3), a and b = a"') together satisfy (4.4)
and ¢ = aMY) satisfies (4.5).

Due to the symmetry of a>? and (") and the constraint (4.2), the phase space
M3 is a 14-dimensional manifold, and M, is a 7-dimensional manifold. The triples
satisfying the equality in some of the inequalities (4.3-4.5) define the borders of the
admissible phase space manifolds.

The exact values of moments are in My by definition, however, the solutions of
the equations (2.22-2.24) with a closure approximation may show different behaviour.
Clearly, it is desired that the closure approximations are such that the phase space
manifolds M, are stable with respect to the closed equations (2.22-2.24). In other
words, whenever the initial condition is in My, the trajectory of the solution never
leaves M,;. When the solutions are sought numerically, the stability of M, with
respect to discretization and round-off errors is another concern. We are focusing on
the impact of closure relations in this section, however, we note that additional care
must be taken to ensure the stability of the hyperplane defined by (4.2) with respect
to small perturbations, which can be achieved, e.g., by a technique of dynamic trace
stabilization, see [73].
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4.1.2 Space of local velocity fields

As an input for the 3-beads model, a local velocity field is specified by the point values
of the velocity gradient x and curvature pu. Thus, for the purposes of this section,
local velocity fields are uniquely determined by pairs (s, i), with £ € R¥? satisfying
the incompressibility condition Tr(x) = 0 and pu € R4 satisfying ul, = % =0
for k =1,...,d (incompressibility) and Wy, = Hi; (symmetry).

We restrict our attention to the two-dimensional case d = 2; the case d = 3
can be analyzed in a similar pattern. The equations exhibit rotational invariance,
namely, let R be a rotation matrix, then after the transformations p; — R;ps,
kij — R Ryjkgy and ply — Ry Ry Ry ,u;'-/,k, an equation is obtained, whose solutions
are the corresponding rotations of the solutions of the original equation. Due to this
rotational invariance, the coordinate system can be chosen such that « is in Jordan
normal form. By scaling the time variable, we find that there are three non-trivial
cases:

1. Shear flow: m:f'y<8 (1])

: 1 0
' P
2. Elongational flow: xk = el ( 0 1 )

. 0 1
) . e — A
3. Circulating flow: k = 7z ( ~1 0 )

and the trivial case k = 0. This finishes the classification of the linear parts of the
velocity fields. The linear parts are superposed by an arbitrary velocity curvature
ma —1ns3

and p¥ =
B ) %

tensor p, which has four independent components: p* =

< n:; _nznl ), where m; € R. Thus the space of local velocity fields can be
—my 3

described as a disjoint union of four instances of R*.

4.1.3 Results

In order to compare the performance of homogeneous polynomial closure and hybrid
closure, we compare the behaviour of numerical solutions for a representative choice
of velocity gradient k (characterizing shear flows, extensional flows and circulating
flows). We consider the velocity curvature p as a perturbation of the linear part k.
The study presented below does not aim at a full cartography of all possible classes
of the pairs (k,u). Instead, we have numerically solved the equations with several
choices of p. The results show similar patterns for all choices of reasonably small
i (in the sense that the fibre bending stiffness is large enough to prevent the fibres
from ”clipping”). For the sake of illustration, we present only the results for a single
typical value of u, given by

my = 1, mo = —1, ms = —2, my = 1. (46)
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0

Shear flow. Let x = 10 - ( 00

) ; some streamlines of this flow field are shown

in Figure 4.1.

0 0.2 0.4 0.6 0.8 1

Figure 4.1: Streamlines of a perturbed shear flow. The diameters of the circles
correspond to the length of fibres: green igp = 0.3, red: Ip = 1, black: Ig = 1.7

We use the fibre bending rigidity constant k = 3 and consider the initial conditions
0.5 0.5
ag = ( 0.5 0.5 ) y bo = —Aap, Cop = 0, (47)

corresponding to a uniaxial distribution of straight fibres (this initial condition is on
the border of My). The left part of Figure 4.2 shows the time-dependent functions
Tr(b) (showing the bending degree of the fibres; upper plot), a;; (middle plot) and ¢;
(lower plot), all for the polynomial closure. Observe that a steady state is reached.

The corresponding results for the hybrid closure are demonstrated in the right side
of Figure 4.2. Observe that here for a sufficiently small fibre length /5 the solution is
periodic.

1
0 —1
lines of this velocity field are shown in Figure 4.3.

Again we solve the equations with polynomial and hybrid closures for the initial
condition (4.7) lying on the border of Ms. The results are shown in Figure 4.4; left
side: polynomial closure, right side: hybrid closure. As we see, both solutions show
a similar behaviour, reaching a steady orientation state, which characterizes slightly
bent fibres aligned in the direction of flow elongation.

Circulating flow. A fibre initially aligned in the plane of a circulating planar
flow never reaches a steady state. Thus, effects that remain small due to the short
transient phase from the initial state to a flow-aligned fibre orientation state, which
is characteristic for shear and elongational flows, are expected to become evident in
this case. Indeed, here the greatest variety of solution behaviour can be observed.

Elongation flow. Let k = 5- ) and p be given by (4.6). Some stream-
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Figure 4.2: Numerical solutions of the 3-beads model with polynomial closure (left)
and hybrid closure (right) in a shear flow. Components: Tr(b) (top), a;; (middle), ¢;
(bottom). Green curves: lg = 0.3, red: Ip = 0.5, black: Ip = 1.7

-1 ,
-1 -08 -06 -04 -02 0 0.2 04 0.6 0.8 1

Figure 4.3: Streamlines of a perturbed elongational flow. The diameters of the circles
correspond to the length of fibres: green Iz = 0.3, red: g = 1, black: g = 1.7

Ti(b) Ti(b)
0.

06 4 06

1
0.2 T T T T T T T T T 0.2

Figure 4.4: Numerical solutions of the 3-beads model with polynomial closure (left)
and hybrid closure (right) in an elongation flow. Components: Tr(b) (top), ai; (mid-
dle), ¢; (bottom). Green curves: Ip = 0.3, red: g = 0.5, black: [p = 1.7
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Let k =7 01 ) , and let p be defined by (4.6). Some streamlines of the flow

-1 0
field corresponding to ¥ = 3 can be viewed in Figure 4.5.

1o
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-02f

-04f
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-1 L e i 1 L L L ,
-1 -08 -06 -04 -0.2 0 0.2 0.4 0.6 0.8 1

Figure 4.5: Streamlines of a perturbed circulating flow. The diameters of the circles
correspond to the length of fibres: green Iz = 0.3, red: g = 1, black: Iz = 1.7

We use the initial condition (4.7) in all computations. The a;; component of the
numerical solutions with 4 = 3 is shown in Figure 4.6. The value of bending constant
is k = 3 for the plots in left side and k£ = 0.3 for the plots in right side. The upper
plots are for polynomial closure and the lower plots - for hybrid closure.

Pol:a, Pol:a,

08 08

0.6 0.6
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Figure 4.6: Circulating flow, 4 = 3. Left: k£ = 3, right: k£ = 0.3. Upper plots: a;; for
polynomial closure, lower plots: a7 for hybrid closure. Colours: green: Ip = 0.3, red:
g = 0.5, black: Ig =1.7

We observe that at sufficiently high bending stiffness k& both closures yield similar
results. The decrease in amplitude of ay; is caused by the fibre bending. At lower
values of k£ the two closures yield different results. The hybrid closure causes a
”smear-out” of the fibre orientation distribution that is characteristic of type 1 linear
closure.
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An even more prominent difference is observed with a stronger flow perturbation,
with ¥ = 1 and unchanged p. We have chosen the bending stiffness £ = 1. In the left
plot of Figure 4.7 we show the ay; for [z = 0.5 (green), Ip = 1.5 (red) and Ip = 1.7
(black line); again the polynomial closure is in the upper plot and the hybrid closure
is in the lower plot.

il

. L L
0 5 10 15 20

L
30

Figure 4.7: Circulating flow, ¥ = 1, k = 1. Left: ay; versus time for polynomial
closure (upper plot) and for hybrid closure (lower plot). Colours: green: Iz = 0.5,
red: [p = 1.5, black: g = 1.7. Right: Hybrid closure, Tr(b) (upper plot), a;; (middle
plot), ¢; (lower plot)

Here we observe that the polynomial closure yields results with constant periods
and amplitude while for the hybrid closure, at a critical value of fibre length [, the
fibre rotation periods increase until the oscillations die out and a steady solution is
reached.

Summary. We have seen that the solutions of (2.22-2.24) with polynomial clo-
sure reproduce the dynamics of a single fibre for all types of planar velocity fields and
for a wide range of parameter values. Both the type of the orbits (periodic or sta-
tionary) and the period of the orbits are reproduced with good accuracy. In contrary,
the equations with hybrid closure are more sensitive with respect to parameters like
bending stiffness k. The solutions exhibit such (unphysical) phenomena as oscillations
in a shear flow and steady-state solutions from uniaxial initial conditions for certain
circulating flows. This can be explained by the isotropic relaxation from a bent fibre
orientation state characteristic for the type 1 linear closure.

The phase space Mj is remarkably stable with respect to the equations with both
closure relations. However, a dynamical trace stabilization for a as in computations
with the Folgar-Tucker model (see [73]) is recommended in order to make the linear
manifold defined by (4.2) stable. We remark that the equations with linear closure
approximations violate the condition of positive semidefiniteness (4.3).

We recommend to use the polynomial closure approximation for implementations
of the 3-beads fibre orientation dynamics model due to the higher robustness and
lower computation costs for computing the source terms.
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4.2 Algorithm

Numerical methods of various types have been proposed for solving the coupled sys-
tem, using finite element methods (see e.g. [63], [64]), finite difference method, finite
volume method, boundary element method, spectral methods (see [35] and references
therein). In the framework of this thesis the fibre orientation models are implemented
in the CoRheoS (complex rheology solver) software platform, developed at the De-
partment Flow and Material Simulations of Fraunhofer ITWM. The solver is based
on a finite volume based spatial discretization using a collocated grid. The numerics
implemented for simulations of viscoelastic flows have been discussed in [54]. Let us
briefly review the parts of the algorithm that are relevant for fibre suspension flows,
and present the methods used for numerically solving the fibre orientation dynamics

equations.
The momentum conservation equation can be rewritten in the form
0
pa—:+p(v.V)v:pb—vp+2nv.D+v-T, (4.8)

where 7 = 7 (Vuv, s), and the continuity equation is V - v = 0. The coupled system
of transport equations for the components of s can be written as
Osi
+

ot (
where the source term JF, which is polynomial in s;, is seperated in a part depending
on s; written as s;F; and the rest Fy;, which does not depend on the component
Si.

v - V)SZ = SifL,i + fNﬂ', (49)

4.2.1 Time discretization

Equations (4.8) and (4.9) are strongly coupled through the deviatoric stress term
T =n(D : a®)a®. In the implementation used in this thesis the momentum equation
is decoupled from the fibre orientation equation by computing 7 using s from the
previous time step.

Let the time variable be discretized with a fixed time-step 7: t,, = to+n7, and let
the (approximated) values of variables at the time step ¢,, be denoted by a superscript
n, e.g., v" ~ v(t,). Suppose that the continuity, momentum and fibre orientation
equations are discretized in space. Let B be the discretization of the divergence
operator, BT - the discretization of the gradient operator (using a discretization,
where the divergence and gradient operators are adjoint), let C, be a discretization
of the convection operator, D, a discretization of the viscous term 2V - (nD) and X
the discretization of the deviatoric stress term. For the convection term we use the
Oseen linearization

((v- V)" & (v - V)",

therefore C, is computed by using the values of v™. This motivates the time-dependent
notation C7'. Similarly, we use the values of s” to compute ¥, this motivates the time-
dependent notation 3.
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The discretized continuity and momentum equations are

By"tt =0, (4.10)

p———— = D" — ™" — BT P Byt (4.11)

After these linear equations are solved for v"!, we plug in these values into the

discretized FO equation using either an implicit method:

Sﬂ—l—l —gn

R + CZL—HS?—H _ S?+1.7:L(Sn,vn+l) —l—fN(Sn,Un+1). (4'12)
-

or an explicit method:

sttt gn
-t —|—CZL+18? = S?fL(Sn,Un+1) —|—fN(8n,’Un+1).
-
Solving these equations for s"*! finishes the time step.
Next we discuss the solution methods for the linear algebraic system (4.10-4.11).

4.2.2 Projection methods

The structure of the linear system is

(50 )(5)=(5)

The projection type methods, alternatively known as pressure correction methods
and fractional time schemes, use the following approach. First, in the prediction
step, the momentum equation is solved using the pressure from the previous time
step. In the correction step, the velocity obtained in the first step is projected on the
divergence-free subspace by finding a pressure correction. For an overview see e.g.
[79], [21].

Solving the equations for pressure gives

BA™'B'P =BA7'Yf.

A preconditioned Richardson iteration can be used to solve the pressure equation,
leading to . . '
P = P4 M™*BAY(f — B"PY),

where M is an easily invertible matrix, spectrally close to BA™'BT. Typically, one
chooses M = BH'B", where H is a diagonal matrix, e.g., the Jacobi type precon-
ditioner H = diag(A). This choice leads to the well-known SIMPLE algorithm. The
pressure corection P := P! — P' can be expressed in the form

M6P' = B(A™'f — A™'BT P') = Bv',
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where v’ is the solution of the discretized momentum equation Av’+ BT P! = f. Now
one completes the iteration step by the velocity correction

vt ="'~ H'BT6P"
This leads to the following time-stepping algorihm (adapted from [54]).
1. Define v° = v, PY = P" and set k = 0.

2. Compute v¥*! from Av**! = f — BT P* using biconjugate gradient stabilized
algorithm (BiCGStab, [67]).

3. Solve the pressure correction equation M P’ = By*+!,

4. Calculate the velocity correction v/ = —H 'BTP’.

5. Correct the velocities v**! = v¥*! + ¢/ and pressure P**! = P* 4 P’

6. If convergence reached, then set v"*! = v*+1 and P! = Pkl otherwise set

k — k 4+ 1 and return to 2.

4.2.3 Finite volume spatial discretization

We present the discretization for the two-dimensional case; the extension to three
dimensions is straight-forward. The momentum equation (4.8) in divergence form
componentwise is

d(pvi) 0 oy 0 dv;  Ov; __oP .
o T an P T g <” (ag;j o))" T T

for i = 1,2. Here f; = a%jSij + b;, and we use the convention to sum over repeating
indices. We think of v* as an approximation to v satisfying incompressibility condition
V - (pv*) = 0, thus a%j(pvjv,-) = (pv* - V)v;.

Although in our model the effective dimensionless viscosity 7 is assumed to be

constant, yielding the simplification a%j (77 (g;); + gZJ )) = nAv;, we allow the more
general case of variable viscosity 1 in (4.8) since the components of the momentum
equation are coupled through the mixed derivatives anyway because of the form of
the extra stress term.

Let us assume that the domain 2 is subdivided in rectangular control volumes
(CV). Let the axes of the coordinate system be parallel to the edges of the elements,
then we define East (z7), West (27), South (z;) and North (z3) directions.

We use a collocated grid, i.e., the degrees of freedom for v;, P and s; are defined
in the center-points of the CVs. The discretization variables relative to a fixed CV
are indexed as follows.

Let an arbitrary CV be given. The center point of the CV is denoted by C. The
center points of the edges (also called walls of the CV) are denoted by the lower-
case letters e, w, s and n depending on the direction from the central point C'. The
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center points of the neighbouring CVs that share a common edge with our CV are
denoted by the capital letters £, W, N and S. The neighbouring CVs that share a
single common point with our CV have center points denoted by NE, NW, SW, SE.
Finally, the center of the northern edge of the western neighbouring CV is denoted
by nW and so on. See Figure 4.8 for an illustration.

NW N NE

nw n nE

W w C e E
S

SW S SE

Figure 4.8: A representative control volume with the center point C, center points of
the neighbouring CVs (N, E, S, W and NE, SE, SW, NW), center points of the faces
(n, e, s, w) and the center points of the faces of neighbouring CVs (nE, nW etc.)

The area of the CV is denoted by Sy, the equal length of the south and north
walls is denoted by h,, and the length of the east and west walls - by h,,.

We integrate the equation (4.13) over a CV, use the Gauss divergence theorem
transforming the volume integrals of a divergence to surface integrals. Further, we
apply the midpoint integration rule. This yields a spatial ”semi”-discretization of the
momentum equation:

(2802) Sv+ by {pevt v = put orw — 2 [ne (32), = (52), ]+

oz
* * Oy O Ovy Qv

=Sy [,051 - (‘3—5)0] + hy(S11.e — S11w) + hy(S12.0 — S12.5)

and a similar equation for the second component of (4.13).

Next we approximate (4.14) by a linear system for the values of v; at the centers
of the central and neighbouring CVs. The values of the variables at the walls are
approximated using the linear interpolation of the node values, e.g.,

Te — XC
Ue:(]-_f)'UC'_l_.fUEa fzi
TEg — Tc

Of course, boundary conditions are applied whenever the wall is on the boundary.
If a Dirichlet condition is prescribed, then the value of v, is readily available. For

Neumann condition additional variable at the center of the wall is introduced.

77



Computational experiments

The convective part is discretized by an upwind difference scheme, for instance, the
following first-order scheme can be used to compute the term (ph,v{ .)v; . depending
on the direction of the convection velocity:

{ v ifof, >0,

Ve = .
¢ vp  ifof, <0,

Should the eastern wall be a part of the Dirichlet boundary, the prescribed value of
U1 is used.
The diffusive (viscous) terms are approximated by a central second-order difference

scheme, e.g.,
((‘9?11) LU — Ui
~ )
or ), Te — TC

with the obvious modifications for a boundary wall.
Finally, the mixed derivatives of the type (%)n are discretized by using the

symmetric scheme (see also [82]). For an internal wall it is

O\ 1 (vong —UaNw n Vo p — V2w

ox n 2 INE — TNW Tp — Tw '
For a boundary wall we use an implicit discretization due to stability considerations
(see [54] and references therein):

(%) 1 (U2,nE—U2,nW . Vo g — U2,W)
oxr nN2 INE — TNW Tp —ITw ’

The value of 5;; is computed using the orientation tensor from the previous time
step. Similarly, for v* in the convective part we use the velocity from the previous
time step. Thus, an implicit in time spatial discretization of the momentum equation
is obtained in the form of a linear system with dNgy unknowns, where d is the

dimension of the domain and Ngy is the number of CVs.
FO equations. The equations can be written in the form

Osi
ot

where in two dimensions for rigid fibre models ¢ = 1,2, 3, the unknowns being s; =

aﬁ), S9 = ag), S3 = ag) = ag?. The coefficients for the first component are given by

+(v-V)si = s.Fr; + Fn, (4.15)

Fri = 2[D1i(1— 1) — Dagsg — 2Dqas3] — 29Ci+
Uo(s1 — (s + 53 + 253)),
fNJ = 2%2183 + ”}/CZ + ”'}/Uosg.

After integrating (4.15) over a CV and using Gauss divergence theorem and center
point integration rule, we obtain

(%)C + hy [Si,evl,e - si,wvl,w] + h':c [si,n'UZ,n - Si,sv2,s]
= SV (SifLﬂ' -+ fNﬂ')C .
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By using the values of s; from the previous time step to compute the terms F and
an upwind approach to compute the convective terms, we arrive at an implicit dis-
cretization in the form of a linear system with 3/Ngy unknowns. The generalization
to three dimensions is straight-forward.

4.3 Short fibre suspension flows: computations on
2D and 3D domains

The fibre suspension is modelled as an incompressible fluid, governed by the incom-
pressibility condition V - v = 0, the conservation of momentum equation (4.8), the
constitutive relations (3.3-3.4) and the fibre orientation dynamics equation for concen-
trated short fibre suspensions (2.3) with the quadratic closure relation o™ ~ a®?®a®.

In all computations presented in this Section we use the effective suspension vis-
cosity n = 1000Pa - s and suspension density p = 800kg/m3.

The equation (2.3) depends on two parameters - the orientation diffusion constant
C; and the Maier-Saupe constant Uy. A qualitative understanding of the effects that
these constants have on the solution can be achieved by computing the stationary
solutions of (2.3) in stationary flow fields. We present a graph of the eigenvalues of the
stationary solution, which do not depend on the shear rate or directional information,
but only on the Jordan normal form of the gradient x. For a two-dimensional shear
flow, Figure 4.9 shows the largest eigenvalue of the stationary solution versus the
variable Uy while C; is kept constant at the value of C; = 0.01 for the black curve,
C; = 0.05 for the red curve and C; = 0.1 for the green curve.

10° 107 107 10° 10t 10°

Figure 4.9: Maximal eigenvalue of the stationary solution versus U, for C; = 0.01
(black curve), C; = 0.05 (red curve) and C; = 0.1 (green curve) for a simple planar
shear flow

The classification of velocity gradients x for incompressible three-dimensional flows
leads to more qualitatively different cases than for planar flows, see [73]. A general
tendency can nevertheless be observed: for fixed values of (C;, Up), the maximal eigen-
values of the stationary solution for three-dimensional case tend to be smaller than
for the two-dimensional case because of the additional dimension of fibre orientation
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diffusion. Figure 4.10 illustrates this tendency for a simultaneous shear flow in planes

y-z and z-z with k =

075\
1

Figure 4.10: Maximal eigenvalue of the stationary solution versus U, for C; = 0.01
(black curve), C; = 0.05 (red curve) and C; = 0.1 (green curve) for a 3D shear flow
simulatanelusly in z-z and y-z directions

For the purposes of this thesis we find it sufficient to study the dependence on U,
since the dependence on C; has been well understood in the context of Folgar-Tucker
model. Therefore we fix a typical value C; = 0.05 (the red curve in Figures 4.9 and
4.10), which are used for all the simulations presented in this Section.

The extra stress term given by (3.4) also contains two constants - the particle
number N, and the shear number N,. These constants origin from a theory by Dinh
and Armstrong [15]. The particle number represents the property of a suspended
fibre to resist stretching along its axis; the contribution of a single fibre to the stress
tensor is proportional to p;p;prpiDw. Here pyppi Dy, is interpreted as the elongation
rate parallel to the fibre axis ([78]). The shear number represents the orientation
dependent contribution to stress of a fibre in shear flows, namely, that the fibres
aligned in flow direction create more resistance to the shear flow than fibres aligned
in the vorticity direction.

The particle number increases with increasing concentration and aspect ratio.
However, as the aspect ratio increases, N, grows much faster as N;, so that for
aspect ratios greater than 10 we may assume N, < N, (see e.g. [78]). Basing on
these considerations, we set Ny = 0 and vary the parameter NV, as a measure of "non-
Newtonicity” of the fluid. Since IV, = 0 gives a Newtonian fluid, where the momentum
and continuity equations are decoupled from the fibre orientation equations, we start
with this case to isolate the effects of the constant Uy, on the values of a®. After that
we observe the back-coupling effects of Uy to the flow field.

We make the following choice of computation domains. In two dimensions: a
channel domain, where the flow gradient is mainly shear-like, and a 4:1 contraction
domain, featuring regions with shear flow, contraction/elongation flow and recircu-
lating flow in the corner vortices. In three dimensions: a pipe with square and
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rectangular cross section and a square-to-square contraction domain.
For the boundary conditions:

e at inflow: Dirichlet condition for velocity (with a Poiseuille profile), and Dirich-

let condition for a(®, more specifically, the isotropic condition afjgow = é] .

e at outflow: homogeneous Dirichlet condition for pressure

e at walls: no-slip condition for velocity, homogeneous Neumann for a(®.

4.3.1 Planar channel flow

As the first example we consider a fibre suspension flow through a planar channel
geometry, corresponding to a laminar flow between parallel plates.

The computation domain is a rectangle Q = {(z,y) € R* : 0 <z < L., 0 <
y < d.} with the length L. = 10m and the width d. = 4m. The boundaries are
described as follows. The boundary at x = 0 is inflow; here a Dirichlet condition is
prescribed for velocity with a parabolic velocity profile: v(0,y) = 4vma:y(de — y)eéx,
where the maximal inflow velocity vy = 0.1m/s (e, is the unit vector pointing in

the x-direction). The corresponding Reynolds number is Re = ’””"T‘””dc = 0.024. The
fibre orientation at the inflow is assumed to be isotropic: a® = %I . The opposite
boundary at x = L. is an outflow boundary, and the other parts at y = 0 and y = d.
are walls.

The domain is discretized using a regular mesh consisting of quadratic volume
elements with edge length h = 0.1m (the mesh contains 4000 elements).

We start with the Newtonian fluid case, NV, = 0. In this case the momentum
equations are decoupled from the fibre orientation equations, and the velocity field

can be computed analytically:

y(d. —y)
d2

C

v(z,Y) = 4Umaz €.
The streamlines are parallel to the walls, hence this is a pure shear flow except on the
center-line x = 2, where the velocity gradient vanishes. Since the velocity gradient is
constant along a streamline, each infinitesimal fluid element experiences a constant
shear flow, thus far enough downstream the maximal eigenvalue of a(? reaches the
value predicted by the red curve in Figure 4.9.

The tensor field a® in a volume element is visualized by an ellipsoid. The main
axes of the ellipsoid correspond to the eigenvectors of the matrix a(®, but the aspect
ration equals the ratio of the matrix eigenvalues. The orientation field for Uy = 0
(here the model is equivalent with the Folgar-Tucker model) is visualized in Figure
4.11. The background colour signifies the value of the maximal eigenvalue and the
blue ellipses represent the fibre orientation.

Following the streamlines from the inflow (left) to the outflow (right), we observe
that the fibres gradually reach a nearly uniaxial orientation state. Near the inflow

81



Computational experiments

the fibres form a characteristic ”fishbone” like pattern, but the angle that the fibres
form with the flow direction decreases until the fibres align in flow direction. A
qualitative understanding of the fibre orientation state over the domain is given by
the dimensionless quantity ¢, where ¢ is the time that a fibre spends in the shear
flow. At the point (z,y) we have t§ Z'%;_i%'. For fixed z > 0 the quantity ¢y as a
function of y is maximal at the walls and minimal on the center line, explaining the
computed pattern of orientational degree.

Volume
Var: max_eval

—0.8435

IO 7291
i:O 6146
0.5002

Max: 0.9580
Min: 0.5002

Figure 4.11: Fibre orientation tensor field in a channel domain; Newtonian fluid with
Folgar-Tucker model (N, = 0, Uy = 0). Colour code: maximal eigenvalue of a?.
The orientation ellipsoids (blue) represent the eigenvectors (pointing along the main
axes of the ellipsoids). The aspect ratio of the ellipsoids represents the ratio of the
corresponding eigenvalues.

An increase in Uy does not affect the velocity v, we only observe quantitative
changes in fibre orientation tensor field. For the value Uy = 1 the field is visualized
in Figure 4.12, and for the large value Uy = 100 the field is illustrated in Figure 4.13.
Due to the large ratio between the bigger and smaller eigenvalue of a(®, the aspect
ratio of the orientation ellipsoids is scaled to (9\az +1)/(9Amin + 1) in both pictures.
Note that the increase in maximal eigenvalue for larger values of U, as well as the
shorter transition from the fishbone orientation pattern to a flow-aligned state.

Non-Newtonian case. For positive values of N, the suspension is a non-
Newtonian fluid because of the coupling of the momentum equation to the fibre
orientation field through the stress term. However, the extra stress term S (see (3.4))
vanishes if a® : D = 0. For the isotropic fibre orientation state a(? = é[ the
incompressibility condition implies S = 0.

This observation is important for constructing consistent boundary conditions at
the inflow. If isotropic fibre orientation state is prescribed at the inflow, then the inlet
velocity should be prescribed as for a Newtonian fluid. For the channel geometry this
means a parabolic inlet velocity profile. Due to non-Newtonian nature of the flow,
the velocity profile is expected to change in other cross-sections of the channel.

Experiments and simulations ([62], [64]) suggest that the velocity profile tends
to "flatten out”. If a parabolic velocity profile is prescribed at the inlet, then a
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Figure 4.12: Fibre orientation tensor field in a channel domain. N, = 0, Uy = 1.
Color codes the maximal eigenvalue. The aspect ratio of orientation ellipsoids is
scaled to (9\ae + 1)/(9\nin + 1) for better visualization.
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Figure 4.13: Fibre orientation tensor field in a channel domain. N, = 0, Uy = 100.

Color codes the maximal eigenvalue. The aspect ratio of orientation ellipsoids is
scaled to (9\ae + 1)/ (i + 1).
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divergence of the streamlines from the central parts to the lateral parts of the channel
can be observed in regions where the velocity profile is changing. The divergence of
streamlines is illustrated by Figure 4.14. Here the parameters are IV, = 50, Uy = 1.

Figure 4.14: Diverging streamlines in a channel domain; N, = 50, Uy = 1. The flow
is from the left to the right

The dependence of the velocity profile at the outlet x = 10 on the particle number
N, is demonstrated in Figure 4.15. The red curve shows the well-known parabolic
velocity profile for the Newtonian case N, = 0. The green curve is the velocity
profile computed with NV, = 5, the black curve with N, = 20 and the blue curve with
N, = 100. We observe the progressive flattening of the velocity profile with growing
N,. The results are in good agreement with the ones reported in [64].

0 05 1 15 2 25 3 35 4

Figure 4.15: The profile of the flow velocity component v; at the outlet. N, = 0
(red), N, =5 (green), N, = 20 (black) and N, = 100 (blue). U, = 0.

In Figure 4.14 we observe a central region near the inlet, where the streamlines
diverge (i.e., the distance between two neighbouring streamlines increases). In such
regions the flow is expanding (extension in the y-direction), thus the fibres tend to
align in perpendicular direction to the flow.

This phenomenon is illustrated in Figure 4.16, where the parameters are N, = 50,
Uy = 1. The background color visualizes af), which is the averaged squared cosine
of the angle that the fibres form with the flow direction. Observe the central core
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region, where the fibres show a prefered alignment direction perpendicular to the flow
direction. For Newtonian flow NV, = 0, the minimal value of af% for the stationary
solution in the channel domain is 0.5. For N, = 5 the minimum is 0.4311, while for
N, = 50 the minimum is 0.2807, cf. Figure 4.16.

Due to the flat velocity profile, the shear rate 4 decreases in the central region of
the channel. Hence, the transient effects such as the fishbone orientation pattern are
preserved for longer distances from the inlet.
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Figure 4.16: N, = 50, Uy = 1. Colour: aﬁ).

4.3.2 Planar contraction flow

Experimental and numerical studies of suspension flows through channel geometries
with abrupt contraction or expansion have been published in scientific literature, see
e.g. [48], [64] (contraction domains), [9], [86] (expansion domains). The contraction
and expansion domains are examples of relatively simple geometries featuring different
flow types such as shear, contraction, expansion and recirculating flows in a single
domain, hence such domains are important benchmark cases.

The computational domain is sketched in Figure 4.17. It is a union of two rect-
angular domains Q = Q; U Qy, where Q; = {(z,y) € R* : z € (0,5),y € (0,4)}
and Qy = {(z,y) € R* : z € [5,10),y € (1.5,2.5)}. The boundary at x = 0 is
inlet, and at the oposite end z = 10 we define the outlet. The remaining boundaries
are treated as walls. The discretization is similar as for the planar channel flow, the
volume elements are squares with side length 2 = 0.1 (coarse mesh) and h = 55 (fine
mesh).

Newtonian case. First we present the results with N, = 0. The Reynolds
number calculated for the narrower part of the contraction domain satisfies Re < 1,
therefore the flow is laminar. Some streamlines are visualized in Figure 4.18. Observe
the regions with recirculating flow near the corners at = 5. These regions are
sometimes called corner vortices.

The fibre orientation field for Uy = 0 is visualized in Figure 4.19. Since the velocity
field is decoupled from the fibre orientation, a variation of the value of Uy influences
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Figure 4.17: Planar contraction domain. Left boundary: inlet, right: outlet.
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Figure 4.18: Streamlines for a Newtonian fluid in contraction domain. N, =0
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only the fibre orientation state, namely, the aspect ratio of the orientation ellipsoids
increases with increasing Uj.

Figure 4.19: Fibre orientation in contraction domain. N, =0, Uy = 0

The fibre orientation field near a corner vortex is visualized in Figure 4.20 (Uy =
1). Note that the fibres show a preferred orientation parallel to the flow, hence we
conclude that the flow in a vertex is locally shear-like and that the velocity is small
enough so that the fibres can align with the flow.

Figure 4.20: A close-up view on the fibre orientation in a corner vortex for a contrac-
tion domain, N, =0, Uy =1

Non-Newtonian case. Experimental evidence (see [48]) shows that the corner
vortex size increases with the fibre concentration (i.e., with the particle number N,)
and that the size of the vortex is independent on the flow rate as long as the Reynolds
number remains small. We can confirm these results. For the particle number N, = 5
some streamlines are visualized in Figure 4.21. The data for the left picture were
computed using Uy = 1 and for the right picture using Uy = 100. Note the growth
of the corner vortices compared to Figure 4.18, and also that no visible difference
between the flows with different values of Uy can be observed.

Comparing the experimental results from [48] with the simulations shows a good
agreement. Figure 4.22 shows the comparison for the Newtonian case (left: ex-
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Figure 4.21: Streamlines, N, = 5. Left: Uy = 1, right: Uy = 100

perimental, right: simulation), and Figure 4.23 shows the comparison for the non-
Newtonian case.
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Figure 4.22: Comparison of the streamlines for a fibre suspension flow: experimental
results from [48] in the Newtonian flow regime (left) and simulation with N, = 0,

Increasing the particle number leads to a further growth of the corner vortices.
Some streamlines computed for N, = 50 are visualized in Figure 4.24.

For moderate values of Uy the orientation fields show a similar pattern as seen in
Figure 4.19, with the corner regions associated with the vortices growing with V.
The magnitude of Uy influences the fibre orientation state, in particular, the extreme
values of aspect ratio of orientation ellipsoids. For higher values of Uj nearly uniaxial
fibre orientation state is reached closer to the inflow. An extreme case with Uy = 100
(N, = b) is presented in Figure 4.25. Observe the prominent core region near the
inflow, where the fibre orientation direction is perpendicular to the flow direction.
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Figure 4.23: Comparison of the streamlines for a fibre suspension flow: experimental
results from [48] in the non-Newtonian flow regime (left) and simulation with N, = 5,
Uy = 1 (right)
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Figure 4.25: Orientation field. N, =5, Uy = 100
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4.3.3 Flow in a pipe with square cross section

As a first example of a three-dimensional domain we choose a pipe with square cross
section. The computational domain is a rectangular box defined by 0 < z < 10,
0 < y,z < 4. The domain is discretized in cubic elements with edge length A = 0.1.
The inlet is positioned at x = 0, the outlet is at = 10. At the inlet we prescribe
Dirichlet boundary conditions for the velocity

y(dy - y) Z(dz - Z)
a2 2

0(0,y, 2) = 1600 , vy =v, =0, forz =0,

where d, = d, = 4, Ve, = 0.05 and for orientation distribution a® =

distribution).

At the given inlet velocities, the flow Reynolds number is low (less than 1), there-
fore the flow is laminar. The velocity profile depends on the concentration. For
N, = 0 we observe a Poiseuille velocity profile in all cross-sections perpendicular to
the flow direction. With increasing values of NN, the velocity profile changes from
Poiseuille at the inlet to a flatter velocity profile at the outlet.

In Figure 4.26 we visualize the velocity profile, i.e., the magnitude of the x-
component of the velocity v, as a function of y and z at the outlet x = 10 for different
values of N,. The left picture shows the profile for the Newtonian flow N, = 0, the
middle one is the computed velocity profile for N, = 5 and the right one for N, = 50.
The colour code is the same for all pictures. Observe the transition from a Poiseuille
like flow to a plug like flow.

£1 (isotropic

Figure 4.26: Velocity profiles at the outlet for N, = 0 (left), N, = 5 (middle) and
N, = 50 (right)

Next we present results for the orientation field. The orientation in cross-sections
perpendicular to the flow field at different distances from the inlet (z = const) are
visualized in Figure 4.27 for the case N, = 5, Uy = 0. The results are consistent with
the two-dimensional case, e.g., one can observe that the size of the core region, where
the fibres exhibit low orientation alignment in the flow direction, is decreasing. The
magnitude of the maximal eigenvalue of a® as a function of Uy can be estimated
from the graph in Figure 4.10.

Fibre orientation in cross sections y = const is demonstrated in Figure 4.28. The
upper picture is a cross-section through the centerline of the domain and shows a
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Figure 4.27: Fibre orientation in a square pipe domain. Cross-sections at z = 1
(upper left), © = 3 (upper right), © = 6 (lower left) and x = 9 (lower right). N, =5,
Uy =0.
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similar orientation pattern as in the two dimensional simulations. The lower picture
shows a cross-section near the boundary. Here the fibre orientation is highly aligned
in the flow direction, as expected due to the higher shear rate.

Figure 4.28: Fibre orientation in a square pipe domain. Cross sections at y = 2
(upper) and y = 0.5 (lower picture). The flow is from left to right; the upper boundary
is the wall z = 0 and the lower line is the center-line z = 2.

For a higher fibre concentration N, = 50 the orientation is visualized in Figure
4.29. Observe that the core region where the fibres are not completely flow aligned
is preserved longer due to lower shear rate associated with the flatter velocity profile
in the core region.

4.3.4 Flow in a pipe with rectangular cross section

We consider the rectangular computational domain defined by 0 < x < 10, 0 < y < 4,
0 < z < 1,i.e., apipe with rectangular cross-section with the relative dimensions 4 x 1.
Again, the domain is discretized in cubic volume elements with edge length A = 0.1,
the inlet is positoned at x = 0 and the outlet at x = 10. At the inlet we prescribe
isotropic orientation distribution and a quadratic inlet velocity profile similar as for
the previous geometry.

The fibre orientation field for N, = 5 and Uy = 10 is shown in Figure 4.30. Again
we observe a non-Newtonian flow and the formation of a core region near the inlet,
where the fibres tend to turn away from the flow direction. Note however, that in
the core region the fibres tend to orient in the direction of the maximal shear (z-
direction) rather than the vorticity direction (y-direction), what has been observed
in suspensions with a non-Newtonian matrix, see e.g. [20].

92



Computational experiments

Volume. Volume.

Varmoxevd — @ @ 0 0000000000000 000000 Varmoxevd S @ @000 0000000000 00000
L3

~0.8670 08670

- 07339 - 07339

06007 06007

- 0.4675 - 0.4675

03343
Mox: 0.8670
Min: 0.3343

03343
Mox: 0.8670
Min: 0.3343

OO0 0000000000000000 OO0 00000000000000000

Var. moxeval
~0.8670

Var. moxeval
~0.8670

- 07339

i 0.6007

- 0.4675

- 07339

i 06007

- 0.4675

03343
Max: 0,8670
Min: 0.3343

03343
Max: 0,8670
Min: 0.3343

12

. MEssee.:

12

LI...Q....OO [}

Figure 4.29: Fibre orientation in a square pipe domain. Cross-sections at r = 1
(upper left), z = 3 (upper right), z = 6 (lower left) and z = 9 (lower right). N, = 50,
Uy = 0.
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Figure 4.30: Fibre orientation in a pipe of rectangular cross-section. We see a cut-out
for 0 <y <2and0 <z <0.5. The flow is from right to left.
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Flow in a square-to-square contraction domain

The domain is union of two rectangular domains €2; defined by 0 < z < 0.5, 0 <
Y,z < 0.64 and €2y, defined by 0.5 < x < 1, 0.24 < y,z < 0.4, see Figure 4.31. The
inflow is at = 0, the outflow is at x = 1. At the inlet we prescribe isotropic Dirichlet
condition for a(® and a Dirichlet velocity condition with parabolic v, profile.

The streamlines for N, = 0 and N, = 5 are demonstrated in Figure 4.32. As in
the two-dimensional case, we observe growing corner vortices. The fibre orientation
in central (z = 0.32) and lateral (z = 0.08) cross sections is illustrated in Figure 4.33.

Figure 4.31: Contraction domain.

F,

Figure 4.32: Streamlines. N, = 0 (left one), N, = 5 (right one)

4.3.5 Concluding remarks

On modelling. The presented numerical results with various parameter values allow
to assess the influence of the excluded volume effect on the behaviour of solutions.
We have observed that the computed orientation state depends on the value Up;
for sufficiently small values Uy < 1 the change is only of qualitative nature. For
sufficiently small values of N, and U, the flow velocity field is observed to be much
more sensitive with respect to IV, than to Uy. However, if both N, and Uy are of the
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Figure 4.33: Fibre orientation at the centerline z = 0.32 (left) and near the wall
z = 0.08 (right)

order of magnitude 10 or larger, instabilities in the velocity field appear, see e.g. the
streamlines near the wall in the outlet pipe in the right picture of Figure 4.21.

On wvalidation. For the Folgar-Tucker limit, the simulation results have been vali-
dated against the simulation results published in [64] and experimental results from
[48]. For the concentrated fibre suspension model only a qualitative validation in
terms of the ratio between maximal and minimal eigenvalue of the orientation tensor
can be performed due to lack of experimental data.

On numerics. The finite volume method used in this work has been tested for
several domains in two and three dimensions. A rigorous study of convergence of the
algorithms with respect to the mesh size is beyond the scope of this thesis, however,
the comparison of the results computed with different mesh sizes (refinement from
h to h/3) shows that the sensitivity of numerical solutions with respect to the mesh
size is low.
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Chapter 5

Conclusions

This thesis is devoted to studies of mesoscale based fibre suspension flow models. The
modelling of fibre suspension flow was extended to two industrially important classes
of fibre suspensions, namely, the concentrated regime for short fibre suspensions and
dilute regime for long semi-flexible fibre supensions. The contribution to the modelling
of short fibre suspension flows is the model (2.3) describing the fibre orientation
dynamics in the concentrated regime, which extends the Folgar-Tucker model by
improving the treatment of the fibre-fibre interaction. The proposed model accounts
for the excluded volume effect, using a phenomenological Maier-Saupe potential with
the strength Uj.

A novel way of description of the fibre orientation state in semi-flexible fibre sus-
pensions has been proposed, based on low order statistical moments of a probability
distribution function defined on the Cartesian product of two unit spheres. A model
for the evolution of these orientation state variables has been proposed, accounting for
the fibre bending in velocity fields, where the macroscopic velocity gradient changes
considerably along the fibre. Furthermore, several closure approximations have been
proposed in Section 2.4 and analyzed in the Section 4.1, where the homogeneous
polynomial closure was found to be sufficiently robust and reliable to be used in
implementations.

The modelling techniques developed in Chapter 2 can be extended further to derive
mesoscale models based on different physical assumptions about flow driven fibre
orientation dynamics and fibre-fibre interactions. Moment based mesoscale models
share a common mathematical structure, namely, the fibre orientation equations form
a hyperbolic system of linear first order partial differential equations and depend on
algebraic closure relations.

The common structure allows a unified mathematical analysis of well-posedness
of the system describing fibre suspension flows, which was performed in Chapter
3. The existence of a unique solution in a Sobolev space for a sufficiently small
time interval and for sufficiently small input data (initial conditions and external
forces) was demonstrated. The meaning of ”sufficiently small” depends on the source
terms in the fibre orientation model and the constitutive relations as well as on the
domain. If the source terms of the fibre orientation equations are non-linear in the
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velocity gradient or depend on higher spatial derivatives of the fluid velocity field,
then the model must be regularized in order to apply the well-posedness results. Since
the averaging process is at the very core of mesoscale models, such regularization is
consistent with the modelling.

The implementation of the models was performed in the framework of CoRheoS,
which is a complex rheology solver developed at the department Flow and Material
Simulation (SMS) of the Fraunhofer ITWM. The contribution of this thesis is the
implementation of the hyperbolic system for the fibre orientation state variables and
the constitutive relation for calculating the extra stress term. Numerical experiments
on two and three dimensional domains show that the decoupling approach presented
in Section 4.2 provides a good enough approximation, however, the time step should
be chosen small enough. Convergence with respect to time step 7 and mesh size h
was observed in two dimensional case. The code is robust in the parameter range
N, < 100, Uy < 10. The simulation results were validated for the Folgar-Tucker limit
Uy = 0 against experimental data and simulation results published in literature.

Due to the common mathematical structure of the mathematical models, a unified
structure for description of mesoscale based suspension flow models can be envisioned,
ranging from the modelling steps to the implemention and mathematical analysis.
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Appendix A

List of notation

Vector and tensor operations

A d-dimensional tensor of rank n is defined by its components a;, _;, for all possible
combinations of indices i; € {1,...,d}. If the indices represent the coordinates in
the physical space, then we sometimes identify the coordinates (1,2, 3) with (z,y, z).
We use the summation convention over repeating indices and use coordinate free
notation where possible, for example, the definition of the dot-product of two vectors
can be written as a-b = a;b; = ) . a;b; and the contraction of two second rank tensors
a:b=a;b; = Zij a;jb;;. The trace of a second order tensor is defined as Tr(a) := a;;.
Tensor product is denoted by ®.

Domains and spaces

Q) C R? - the domain of the flow with the dimension d

0f) - boundary of €2

x € () - position vector

B.(x) ={y : |x —y| < r} - closed ball with center x and radius r
Sl = {z € R?: |z| = 1} - unit sphere

p,q € S - unit vectors

Operators

V =V, - gradient with respect to the variable x
§—;§ = O0,,u = u, - partial derivative of u

Ppw - Helmholtz-Weyl projection operator
a - time derivative of a
L = —PywV -V - Stokes operator

% = % + v -V - material derivative
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List of notation

V, - gradient on the unit sphere with respect to the variable p
X, = p x V, - a differential operator on S9!
I - unit operator, unit matrix

Functions

v, P - fluid velocity field and pressure field

Kij = 3;’?, ,ué-k = 5325;;@ - velocity gradient and velocity curvature
J J 3
D=1(k+k"), W=12(k—r") - rate of deformation tensor and vorticity tensor

v, 9. - velocity shear rate and its regularization

M - effective velocity gradient in Jeffery’s equation

1 - probability distribution function

a™ a™™) - moments of ¢

s : Q — R% - function characterizing fibre orientation field

€ :Q — R% - regularized part of the fibre orientation models
T - stress tensor

S =7 - additional stress due to presence of fibres

F - source term in fibre orientation equations

v, § - given velocity and fibre orientation fields

Parameters

7 - dynamic viscosity

N,, Ny - particle number and shear number

Re - Reynolds number

C;, D,., Uy, - Folgar-Tucker constant, orientation diffusivity and Maier-Saupe constant
ly,ds, 7, - fibre length, diameter and aspect ratio

g, x - connector length of a semiflexible fibre and flexibility coefficient

ny, ¢5 - fibre number density and volume fraction

¢ - Stokes drag coefficient

Discrete operators

B, BT - discrete divergence and gradient operators
C, - discrete convection operator

D, - discretization operator for the viscous term

Y - discretization operator for the extra stress term
7, h - time step and edge length of a volume element
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