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Abstract

Numerical simulation of liquid crystalline flows in complex geometries.
Kamil Fedorowicz

A thesis submitted to the University of Manchester

for the degree of Doctor of Philosophy, 2022

The term complex fluids refers to a group of materials whose behaviour is intermediate between solids and
liquids. They have found applications in numerous areas and are used to manufacture foods, cosmetics and
medicines. With the rise of computer power over the last few decades and in the spirit of the Fourth Industrial
Revolution (Industry 4.0), there is an increased tendency for in-silico product development. Physical experi-
ments are reduced to the minimum and substituted with computer simulation in order to decrease the roll-out
time of new formulations. Numerical calculations can provide an insight into the microstructure behaviour,
however computations are only as good as the physics embedded in the constitutive equation. This project aims

to assess the suitability of some of the existing governing equations of liquid crystals to model soap behaviour.

In the thesis, we aim to examine the impact of the non-Newtonian microstructure on the material behaviour
in complex geometries. The flow of liquid crystals through a curved pipe in the limit of infinite Ericksen number
is analysed. The governing equations are solved analytically and reveal that the secondary flow arises at zero
Reynolds number due to the misalignment between the microstructure orientation (director) and flow. Different
mechanisms driving the secondary flow are distinguished: 1) the combination of normal stresses and geometry
curvature and; 2) non-axisymmetric stress distribution caused by the flow curvature. Depending on material
properties, those effects may act in the opposite direction, so the rotation of the secondary flow can vary. Addi-
tionally, the geometry curvature shifts the velocity field towards the bend axis, which results in the re-orientation
of the internal microstructure. Analytical estimations are complemented with numerical simulations to give an
insight into the flow behaviour at finite Ericksen numbers. The direction and intensity of the secondary motion
depend on the director orientation on boundaries and the Ericksen number that quantifies the strength of vis-
cous to elastic effects; for liquid crystals with specific material properties, a flow reversal is possible. Numerical
simulations show that the pipe curvature manifests its presence outside the elbow. There is a spike in the veloc-
ity field as the fluid enters/leaves the elbow, while the director development length downstream of the bend is
affected by the Ericksen number and material properties.

In the last part of the thesis, a planar contraction geometry is used to compare director and Q-tensor frame-
works of simulating liquid crystals. The vectorial approach cannot model the head-tail symmetry and predicts
different flow fields for boundary conditions with the same physical meaning; a drawback that is particularly
evident at low Ericksen number flows with homeotropic anchoring. There is less ambiguity with wall-parallel
anchoring, where vectorial and tensorial frameworks produce similar results, provided that the correct set of

boundary conditions is chosen.
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Nomenclature

Roman symbols

h molecular field in the vectorial framework

n director

v velocity

P pressure

D symmetric part of the velocity gradient tensor
Er Ericksen number

fa distortion energy in vectorial models

f,? distortion energy in tensorial models
frematic nematic bulk energy

frac Landau-de Gennes energy

H molecular field in the tensorial framework

K; Frank constants in vectorial models

K f? Frank constants in tensorial models

N corotational time derivative of the director

Q order parameter tensor

S order parameter (scalar)

S hydrodynamic torque acting on the order parameter tensor
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Greek symbols

o Leslie viscosities

B biaxiality of the order parameter tensor

& strain rate tensor

) bend curvature

No zero-shear viscosity

Noo viscosity at an infinite shear rate

Neff effective viscosity
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A eigenvalues of @

£ tumbling parameter (Beris-Edwards model)

En defect size

P density
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r rotational diffusivity in the Beris-Edwards model
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Chapter 1

Introduction

The term Fast Moving Consumer Goods (FMCGQG) describes a vast range of cheap products
that are purchased in high quantities such as medicines, cosmetics, foods, and drinks [1].
The worth of the FMCG market was estimated to be over $10 000 billion in 2017 with an
expected 50% rise by 2025 [2]. The last number can increase even further due to the impact of
COVID-19, which caused a 500% spike in demand on cleaning products [3]. The abundance
of the FMCG sector and the potential for significant financial benefits results in a highly
competitive environment. In order to increase market share and gain an advantage over other
contenders, FMCG companies aim to develop high-quality products in the shortest possible
time - releasing a new brand seven months before competitors generates 60% higher sales
[4]. The traditional development consists of a series of iterative tests of sample products,
which ends upon obtaining a satisfactory formulation [5]. The method is time-consuming,
generates much waste, and therefore companies search for alternative techniques of product
development. The reduction of the roll-out time and waste can be achieved through the use
of computer-aided engineering (CAE) [6, 7], which is one of the concepts of the Fourth

Industrial Revolution that aims to substitute physical experiments with computer simulations

[8].

Seemingly simple and cheap FMCG articles are usually required to have multiple features
that ensure the handiness of the product [9]. Toothpaste should not only have a cleaning
function, but it must flow when squeezed and stay put on the toothbrush [10, 11]. A shampoo
should easily spill out of the container but be viscous enough to not leak through a hand [12,
13]. Ice creams are kept in low temperatures to remain solid, but the impression of excessive
cold should be eliminated or delayed in order to improve the customer experience [9, 14].
The above characteristics can be achieved by exploiting the properties complex fluids, whose
microstructure may consist of multiple phases or contain solid-like objects, and is therefore
more intricate than the microstructure of simple fluids (water or oil) [15]. The functionality
of the FMCG products is predicated on their complex properties, such as variable viscosity
or solid-like behaviour, and the exploitation of complex fluids is necessary for further devel-
opment of the FMCG industry [16].

Newtonian fluids (water, oil, air) consist of such small particles that they instantaneously
respond to any deformation [17]. In contrast, complex fluids are made up of larger molecules
(fig. 1.1); in the case of soap, the microstructure is a mixture of high aspect ratio parti-

cles, called bricks and the lyotropic liquid crystal phase. The material’s relaxation time is
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comparable to the flow time-scale [15, 18] induced upon material processing. As a result,
the deformation response of many complex fluids is intermediate between solids and sim-
ple liquids; so-called non-Newtonian behaviour [16—18] with an example shown in fig. 1.2.
Depending on the structure of molecules and their arrangement, complex fluids are grouped
into emulsions (one fluid dispersed in another [19]), polymeric liquids (large molecular chains
that consist of repeating units [20]) and liquid crystals (anisotropic molecules dispersed in a
solvent [21, 22]).

lyotropic
LC phase

bricks

Figure 1.1. A schematic visualisation of the structure of a complex fluid based on the structure of soap.
Long, anisotropic particles (bricks) are distributed within a lamellar phase that consists of sheets of rod-like
molecules [23]. Reprinted with permission from [24]. Copyright Elsevier 2022.

= = deformation
— elastic stress
viscous stress
— total stress

stress
o

Figure 1.2. Response of a generic complex fluid to small amplitude periodic straining. The elastic response
(—) is proportional to the deformation (——), while the viscous (—) response is proportional to the rate of
deformation. A typical non-Newtonian fluids has both viscous and elastic components, so the net response is
intermediate between those two.
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The intricate structure of non-Newtonian fluids is both a desirable and daunting charac-
teristic. It provides the functionality of the FMCG products (e.g. the solid-like behaviour
of a toothpaste) but also makes the manufacturing process highly challenging [25, 26]. In
contrast to Newtonian liquids, the viscosity of complex fluids varies and may depend on in-
ternal (solvent concentration, shear rate, deformation history) and external factors (magnetic
and electric fields) [15, 18, 27]. Additionally, the interaction of stretching molecules with the
flow complicates scaling [17], so flows with the same Reynolds number (which itself cannot
be unambiguously defined because of a variable viscosity) need not be dynamically similar
[28, 29]. The process of scaling from laboratory to industrial scales is often further compli-
cated by material elasticity, whose importance can be quantified by Ericksen or Weisenberg

numbers [15].

Significant progress was made in the last century in the development of non-Newtonian
constitutive relations. The early models were based on empirical observations, thus capable
of describing a wide range of fluids [18, 30, 31]. With an advance in mathematical techniques,
more recent constitutive relations focused on describing the materials stress as a result of the
applied deformation. Each constitutive equation aims to model the microstructure depen-
dent physics; for example, governing equations of entangled polymers concentrate on their
stretching and deformation [32, 33], while those of liquid crystals focus on the orientation
of anisotropic molecules and their interaction with the flow [34, 35]. Numerous constitu-
tive equations have been proposed, but the majority of them are capable of replicating only
some of the behaviour observed in experiments [15, 18, 27]. With increases in the comput-
ing power and the development of numerical techniques, it is possible to simulate the most
complex constitutive behaviours [36]. However, the simulation can only replicate the physics
that is embedded in the model [37], so understanding the constitutive relations and their lim-

itations is necessary to accelerate the transition to virtual product development.

1.1 Aims and objectives

This project aims to improve the understanding of the rheological properties of soap by
taking into account its liquid-crystalline structure. Soap bars are produced in a screw extruder
(plodder) where a noodle material (granular molecules consisting of fatty acids [23]) mixed
with perfumes and dyes is compressed and blended into a uniform mass, as shown in fig. 1.3.
Soap is classified as a viscoplastic material [5] - it is solid-like at low shear rates and liquid-
like as the deformation rate increases [38]. Experiments suggest that it also experiences wall
slip [39]. Origins of the wall slip are not clear; some studies associate it with fluid separation

and the migration of less viscous phase towards the wall [40].
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soap noodles
motor

uniform mass

Figure 1.3. A schematic description of the soap extrusion process.

For industrial purposes, soap is modelled through empirical relations, where the viscosity
depends on the applied shear rate only [41]. The models are simple, robust and easy to use in
commercial codes [42]; however, they fail to describe the evolution of microstructure in any
detail. The assumption of a shear dependent viscosity generates a significant error associ-
ated with parameter fit [41] because the flow curve (the curve describing the relation between
stress and strain) strongly depends on other factors such as the characteristic dimension of the
geometry [41]. This length-scale is easily chosen in pipes or channels, but the situation com-
plicates as the geometry becomes more complex, e.g. the extruder used to produce soap bars.
Furthermore, empirical models assume that the physics of shear and elongation is the identi-
cal, so the effective viscosity changes in the same fashion irrespective of deformation mode.
That flaw does not impact predictions in shear dominated flows (pipes, channels); however,
it causes a significant discrepancy between experiments and simulations in geometries where
the extensional component is significant (contractions, T-junctions). Thus, this project aims

to explore more advanced constitutive equations as an alternative to modelling the soap flow.

This project examines the performance of constitutive equations dedicated to liquid crys-
tals as a precursor of soap. The majority of rheological descriptions were developed to un-
derstand phase transitions and near-static flows and they tend to perform well in simple flow
geometries [21, 43]. However, since typical industrial configurations are more complex than
straight pipes, the work presented in this thesis explores the behaviour of currently available

liquid crystal models in industry-relevant domains such as bends and contractions.

1.2 Outline of the thesis

This thesis summarises the research overtaken during the PhD project. Chapter 2 intro-
duces liquid crystals, describes their structure and basic concepts used in modelling. Non-
Newtonian rheology and the flow behaviour of liquid crystals is discussed. Different ap-
proaches of modelling the fluid flow are presented; we first introduce the Newtonian approxi-
mation and then present more advanced constitutive behaviours (generalised Newtonian fluid
models and nematodynamic equations). Chapter 3 introduces the novel OpenFOAM solver
dedicated to modelling the flow of nematic liquid crystals. The solver is used throughout the
thesis to investigate the behaviour of liquid crystals in complex geometries. Chapter 4 presents

the results of capillary simulations and quantifies the effect of wall anchoring on the rheology.
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Perturbation analysis is used in chapter 5 and provides an insight into the physics governing
the flow of nematic liquid crystals in a fully curved pipe flow at an infinite Ericksen number.
The work is extended in chapter 6 where numerical solutions of finite Ericksen number flows
are presented. The effect of wall anchoring and director development downstream/upstream
of the bend is discussed. Chapter 7 analyses the flow of liquid crystals through a 4:1 planar
contraction and a comparison of vectorial and tensorial frameworks to modelling the director
and flow field is made. Chapter 8 summarises the findings and provides suggestions for future

work.
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Chapter 2

Literature review

This chapter establishes the background material for discussions presented later in the the-
sis. Firstly, the structure of liquid crystals is discussed, and the director and order parameter
tensor approaches of representing liquid crystal microstructure are introduced. Later sections
describe the rheology of liquid crystals and the consequences of the anisotropic structure on
the material behaviour. Foundations of the Hamiltonian formulation are presented as an al-
ternative of developing the governing equations. Finally, we present a ladder of solution
techniques available to model the fluid flow: the Newtonian model with the non-Newtonian
empirical extensions (Generalised Newtonian Fluid models) are discussed first; later, liquid
crystal theories are introduced as an alternative that allows for a more accurate description of

the microstructure.

2.1 The structure of liquid crystals

Molecules of a crystal form a regular, three-dimensional lattice [44]. Small inter-molecular
distances combined with strong bonds result in rigid materials that are highly resistant to de-
formation. In contrast, there are no long-range positional correlations in the arrangement of
fluid molecules [45]; the structure cannot resist forces and flows arise when stress is applied.
Liquid crystals are an intermediate state of matter whose behaviour shares characteristics
common to fluids and solids. They consist of anisotropic elements (rods (fig. 2.1) or disks)
that, on average, align in the same direction. The liquid crystalline state can be achieved over a
wide spectrum of materials, ranging from elongated organic molecules (e.g. p-azoxyanisole,
fig. 2.1) with typical length O(20 A) to large, synthetic polymeric fibres whose length is
O(100 pum) [21]. Due to the orientational ordering within their structure, liquid crystals
share some properties with solid materials, e.g. birefringence, anisotropic thermal and elec-
trical conductivity [21]. Similarly to isotropic fluids, liquid crystals cannot resist stresses and
are easily deformable; however, their flow properties are strongly dependent on the orienta-
tion of the microstructure, providing another link to solids. Additionally, the interaction of
anisotropic objects in a flow results in normal stresses. Normal stresses are insignificant in
simple shear flows, but they have a crucial effect on material behaviour in industrially relevant

geometries, such as extruders or mixers [18, 46].

An external electric or magnetic field can easily control the orientation of the long axis of

a liquid crystal. Therefore, liquid crystals were originally exploited in the production of opto-
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Figure 2.1. Due to the high aspect ratio, particles of p-azoxyanisole (PAA) and other liquid crystals often re-
semble rods.

electronic devices such as watches and portable calculators [47, 48]. Continuous progress in
the electronics industry allowed for extending the applications of liquid crystals to lasers and
liquid crystal display (LCD) devices [49, 50]. The traditional manufacturing method relied
on filling a thin gap with a nematic material [51]. The procedure is time consuming, and
alternative approaches of LCD production are investigated [52]. Faster methods allow for
an increased throughput; however, they introduce more strain on the nematic microstructure,
which can decrease the display quality. Therefore, modelling the flow-director interaction
plays a crucial role in the product development [53]. Further improvements in the quality of
LCD devices are more possible by the exploitation of liquid crystals with non-axisymmetric
molecules [54]. Liquid crystals are also used in the detergent industry to produce soaps,
which consists of amphiphilic molecules, whose hydrophobic part provides the cleaning ac-
tion. Amphiphiles assemble into larger structures, and the final shape of the macromolecules
is predicated on the amphiphile concentration [55]. At intermediate concentrations, am-
phiphiles form rod-like particles, while at high concentrations the structure resembles sheets
of elongated cylinders. Both structures are characterised by a high degree of orientational

alignment, therefore resulting in anisotropic properties [21].

In the case of simple materials (water, oil), the liquid-solid transition occurs by decreas-
ing temperature, which strengthens molecular interactions, resulting in rigid solids. For lig-
uid crystals, the transition involves several intermediate stages [56] and can be driven either
by changing temperature (thermotropic LC) or the concentration of anisotropic particles (ly-
otropic LC). As the liquid-solid transition occurs, the degree of orientational alignment be-
tween neighbouring macromolecules increases and the centres of gravity of anisotropic par-
ticles tend to exhibit a long-range ordering in one or two directions. The latter characteristic

is the basis for distinguishing different types of liquid crystals:

» Nematics - these consist of rod-like molecules oriented on average in the same direction,
and there is a short range ordering between their centres of mass (fig. 2.2 b) [57]. The
susceptibility of nematic particles to the electric field is exploited in the optoelectronic

industry to produce watches and portable calculators.

Cholesterics are a subgroup of nematics whose chiral structure lacks a mirror symmetry
(fig. 2.3) and resembles the shape of some cholesterol esters (hence the name cholester-
ics [58]). Similarly to nematics, cholesterics have also been predominantly exploited in

the display industry.

A subgroup of nematics can be identified with different degrees of orientational order
along three distinct axes, called biaxial liquid crystals [57]. The biaxial state can be

formed either by planks with both long and medium axes having common orientations
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Figure 2.2. Schematic depiction of the structure of a a) crystal, b) liquid crystal, c) isotropic fluid consisting of
anisotropic objects.

(fig. 2.4) or by axi-symmetric rods whose rotation is constrained along a certain di-
rection, giving an impression of a secondary alignment direction (fig. 2.5). Biaxial
nematics were discovered relatively recently, in 2004 [59, 60], over forty years after

their existence was predicted theoretically [61].

* Smectics have a lamellar structure, where the molecules in each layer point on average
in the same direction. We distinguish different types of smectics, depending on the
molecule orientation within each layer (smectic A and C [62, 63], fig. 2.6) [21, 64], or
the arrangement of their centres of gravity. The properties of smectic liquid crystals are
primarily exploited in the cleaning industry, as at high concentrations micelles tend to

form sheets of elongated cylinders [55].

* Columnar phase - is the phase with the highest positional order; each layer consists of
discotic elements arranged in a two-dimensional lattice, pointing in the same direction
(fig. 2.7) [65]. The fluid-like behaviour arises from the lack of positional order in each

column, as the distances between particles vary [21].

/!
}
X

Figure 2.3. Schematic representation of alignment of particles in cholesterics.

2.2 Director and the order parameter

The complete information about the orientational distribution of rod-like molecules within

anematic is provided by the orientational distribution function p(a) that describes the chance
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Figure 2.4. A biaxial liquid crystal consisting of planks with the medium axis aligned in a preferential direc-
tion.

of finding a particle, whose main axis points in the direction a [21]. Since liquid crystal
particles are represented by headless rods, a pair of vectors with the opposite signs represents
the same state p(a) = p(—a). For isotropic systems, the orientational distribution function is
independent of @ and p = 1/4x [15]. This is not the case for nematic liquid crystals, in which
the long axis of rod-like particles points on average in a common direction. The description
of the microstructure via the orientational distribution function is computationally expensive
and thus rarely used for industrial purposes [66]. Instead, the structure is characterised via
the director field m, defined as the average molecular direction of an assembly of rod-like
particles [57] (fig. 2.8). m is a unit vector, which represents only the orientation of rod-like
particles and its length does not change. Due to the head-tail symmetry of nematics, vectors

n and —n represent the same physical state.

The director field describes only the average local orientation of rod-like particles, however
n does not provide any information on the degree of alignment, which can vary between
systems described by the same director field (fig. 2.9). The first approach to quantify the

degree of alignment is to use the first moment of the orientational distribution function
(n-a) = (cosh), (2.1)

where (-) is the average operator and # measures the misalignment between director and a
single particle. Since liquid crystal particles are headless (p(a) = p(—a)), for each molecule
misaligned by 6 with respect to the director field, there is a particle misaligned by 6 + 7, so
(cos ) = 0. Therefore, the degree of molecular alignment is measured by the second moment

of the distribution function
1 2
S = 5(3005 0—1), (2.2)
referred to as the order parameter. In nematic systems, —0.5 < S < 1 [67]; when all
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Figure 2.5. Example of a biaxial liquid crystal field. The director (red rods) aligns on average along the z—di-
rection (the long axis), but there is also a preferential ordering along the x—direction (medium axis) repre-
sented by an ellipse with r,, > 7.
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Figure 2.6. Comparison of a smectic A (a) and a smectic C (b). Particles in smectics A are aligned (on aver-
age) in the direction normal to the layer, and are tilted in case of a smectic C.

particles are perfectly aligned with n, S = 1, while for isotropic systems the director cannot
be defined and S = 0 [21]. The order parameter is a molecular quantity and changes in S
occur over distances significantly smaller than the mean director orientation. For that reason,
the majority of liquid crystal theories based on the director framework describe only the mean

orientation of rod-like particles and fails to provide any information on the order parameter.
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Figure 2.7. Schematic illustration of columnar phases, where individual disks represent disk-shaped
molecules. The distance between layers may vary.

-/2 0 /2
0

Figure 2.8. Example distribution functions of nematic liquid crystal with a horizontal and vertical director
fields. # measures the angle between a single liquid crystal particle and vertical direction. Due to the head-tail
symmetry, only the range —7/2 < § < 7/2 is shown.

2.3 Wall anchoring

Liquid crystals are characterised by the long-range orientational order that has a substantial
effect on their mechanical, electrical and optical properties [21]. In static cases, the direction
of n can be controlled on solid boundaries through surface treatment [68]. Rubbing a surface

along a certain direction produces microscopic rows (fig. 2.10) and the director is more likely
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Figure 2.9. Schematic visualisation of a nematic field with a constant director orientation and varying order
parameter. Red, orange and green colours denote high, medium and low order parameters, respectively.

to align along them, in the wall-parallel direction [21, 69]. On the other hand, an application
of detergents with high aspect ratio particles (polyamides and lipids) attaches a polar head to
the surface, imposing a wall-normal (homeotropic) orientation (fig. 2.11) [21]. Depending

on the strength of wall effects, the boundary conditions may be grouped into [43]:

* Strong anchoring (Dirichlet boundary condition) - the wall interaction is strong enough

to fix the director orientation irrespective of other fields (i.e. magnetic or flow-induced).

* No anchoring (Neumann boundary condition) - when the wall exerts no effect on the
director, it aligns in the same direction as nearby particles to minimise the director dis-

tortion.

* Weak anchoring (Robin type boundary condition) - intermediate condition. The director
has a preferred orientation at the wall, but if the contribution from other fields (such as
the flow or magnetic fields) is strong enough, the anchoring deviates from the preferred

direction [70]. This generates an additional surface energy [43, 71]

o= gaoll +6(n - v)?), 23)

where a( controls the resistance to deviation from the preferred orientation, v is the
wall-normal vector. If —1 < ¢ < 0, the director favours alignment parallel to v
(homeotropic), while for ¢ > 0, a surface-aligned orientation minimises the additional
surface energy. In the limit of ¢y — 0 and ay — oo zero-gradient and fixed value

boundary conditions are restored respectively.

2.4 Rheology of liquid crystals

Some of the liquid crystal applications (display devices) exploit the optical properties of

liquid crystals and typically involve static configurations, where significant director distor-
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Figure 2.10. Schematic illustration of a surface imposing a wall-parallel anchoring. The surface was rubbed
along the y— direction, which created microscopic rows, hence imposing alignment in the parallel direction.

O O

Figure 2.11. Head of a detergent molecule is attracted to the solid surface, which imposes a wall normal ori-
entation.

tions can be caused by electric fields. That is not the case in injection moulding, where
anisotropic properties of liquid crystal polymers are utilised to produce high strength, light
materials (e.g. Kevlar) with numerous applications including medicine, sports equipment
and manufacturing of automotive parts [72]. Rheological characteristics of liquid crystals
not only determine the power expenditure required to pump the fluid but also, depending on
the orientation of the long axis, control the material strength [73]. Despite the importance
of liquid crystal polymers, their rheology is not completely understood. Migsowicz demon-
strated that by restraining the orientation of the long axis through an external field (fig. 2.12),
the shear viscosity could differ by a factor of four; when the director lies parallel to the ve-
locity gradient, particles have limited freedom to travel as they frequently collide with each
other, increasing the flow resistance. On the other hand, particles aligned in the flow direc-
tion can easily slide past each other, which results in the smallest viscosity [74]. The viscosity
of a liquid crystal can also be controlled through temperature [75]; at low temperatures, the
viscosity displays a strong orientational dependence, as shown in fig. 2.13. However, above
the nematic to isotropic transition temperature, the long-range ordering is lost, the director

distribution is isotropic, thus erasing all effects of previous ordering [75].

Apart from external factors (temperature, magnetic field), the mechanical properties of
liquid crystals also depend on shear rate and deformation history. For that reason, their rheol-
ogy is complex and not fully understood. Based on experimental measurements, Onogi and
Asada [76] proposed a three region curve (fig. 2.14) consisting of a pair of shear-thinning
regimes separated by a Newtonian regime. The curve is not fixed for all materials with some

liquid crystals experiencing monotonic shear thinning in the range 1072 s7! < 4 < 103 s7,
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Figure 2.12. Schematic representation of director orientations considered by Migsowicz in his experiment.
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Temperature

Figure 2.13. Qualitative behaviour of liquid crystal samples as a function of temperature with different direc-
tor orientation in the ordered state. The vertical black line represents a nematic-isotropic transition tempera-
ture.

which makes the distinction between region I and III hard or impossible [27]. Despite those
complications, there is a reasonable agreement on the mechanisms governing the material

behaviour in each regime.

2.4.1 Region I

The low shear rate region I was understood the latest and stimulated the most academic dis-
cussion [27]. The currently accepted explanation for shear-thinning stems from rheo-optical
measurement, wherein the system is seen to be an assembly of jammed domains (fig. 2.15
I), each with a different orientation [77]. The structured morphology results in high viscos-

ity understood as the yield stress. As the shearing progresses, liquid crystal domains align
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Figure 2.14. Three-region viscosity curve proposed by Onogi [76].

with the flow, and the viscosity decreases [76, 78]. Other mechanisms explaining the shear
thinning in region I have been suggested: 1) flow induced phase transition (however this is
more likely to be significant at higher shear rates) [27]; 2) mechanical stress arising from the
homeotropic boundary condition resisting the director deformation [79] (this only accounts

for a small fraction of the yield stress measured in experiments).

The rheology in the region I is strongly affected by mechanical, chemical or thermal his-
tories; for example, the poly-domain network can be partially destroyed by shearing, so the
effect of the previous deformation must be considered as it affects the current viscosity [80].
Similarly, the defect structure melts upon heating (thermotropic phase transition), reducing
or eliminating the yield stress and changing the flow behaviour to a constant viscosity region
1T [81].

2.4.2 Region II

Region II is well understood and describes the behaviour of both isotropic and anisotropic
liquid crystals. The structure is not as jammed as in region I (fig. 2.15 II), however, elastic
effects are strong enough to maintain a fixed director orientation. This results in a constant
viscosity, which is strongly dependent on the molecular weight [82] and concentration. When
a concentration is increased beyond the threshold value, a lyotropic phase transition occurs,

decreasing viscosity by a factor of two compared to the isotropic state [83].

2.4.3 Region III

Region III is the simplest part of the flow curve to describe - the shear rate and stresses are
large, so any poly-domains are destroyed (fig. 2.15); the director aligns in the flow direction

resulting in a shear-thinning behaviour [78].
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Figure 2.15. Schematic illustration of material microstructure in different shear regimes [76].

2.4.4 Normal stresses

The long-range orientational order has a significant effect on normal stresses, where the
first normal stress difference N; = 711 — 792 (numbers 1 and 2 denote the flow and flow
gradient directions, respectively) in ordered systems can be an order of magnitude larger than
in isotropic solutions with the same shear viscosity [73]. There is a significant disparity in
the normal stress behaviour of many liquid crystals; some of them only exhibit positive Ny,
similarly to entangled polymers [20], while in others, regions of positive and negative normal
stresses exist. The range of shear rates with negative N; depends on polymer concentration
and molecular weight [84]; however, it is most frequently encountered at the onset of region
III [15]. Negative normal stresses were observed in nematic and cholesteric states, but not
isotropic, suggesting that the phenomenon is related with long-range orientational effects
[84]. The hypothesis is confirmed by the theoretical calculations, which show that N; < 0

occurs when the long axis of a liquid crystal is oriented at 45° — 135° to the flow direction
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[85]. Transient normal stresses were observed even for a larger group of materials, but they

are related with yield stress, and the flow reversal [81].

2.4.5 Scaling rules

Steady state viscosity

Liquid crystals also possess distinct scaling properties, which was demonstrated by Fishers
and Fredrickson [86]. They pumped p-azoxyanisole (PAA) through a set of pipes of different
sizes with homeotropic boundary conditions in the absence of external fields. It was observed
that the material is shear thinning, as predicted in the three region curve. The decrease in
viscosity is caused by the re-orientation of the director to a flow aligned state (fig. 2.16),
resulting in less resistance to the motion of rod-like molecules. The data points, however,
collapse onto a single curve when plotted against ¥L? (fig. 2.17), as opposed to polymeric

melts whose viscosity scales with the shear rate 7 [20, 87].
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Figure 2.16. Viscosity as a function of shear rate (7 o ;11% ) for a set of pipes with different diameter [86].

Higher numbers indicate larger diameters. Reprinted with permission from [86]. Copyright 2022 Taylor &
Francis Group.

Strain recovery

Larson and Mead [88] experimentally measured the strain relaxation upon the cessation
of torque in a Couette flow (fig. 2.18). In their experiment, a constant torque 7' is applied
on the inner cylinder and the fluid rotates until a steady state is reached. The torque is then

removed and material recoils. For a Newtonian fluid the strain relaxes exponentially [88]

Vrelazed = /70 CXP(—t/t1)7 (24)
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Figure 2.17. When the viscosity is plotted against ¥L? o % data points measured at different diameters col-
lapse on the same curve [86]. Reprinted with permission from [86]. Copyright 2022 Taylor & Francis Group.
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Figure 2.18. Schematic depiction of the setup used in the experiment.

where 7 is the steady state shear rate and t; = % is the relaxation time, .J is the moment of

inertia of the inner cylinder and ¢ is the gap size. Thus the total strain is given by

Ay = / Yo exp(—t/tr)dt = Yot r, (2.5)
0

so upon the cessation of torque the strain scales linearly with the shear rate 7,. That is not
the case for liquid crystals, where the recovered strain is not a function of the 7, (fig. 2.19a),
even in the low shear rate, constant viscosity region [88]. The strain relaxation history nearly
collapses when plotted as a function of 7yt (fig. 2.19b), suggesting that the deformation rate
imposes a characteristic time-scale of the process.
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Figure 2.19. a) Variation of recovered strain with time for a PBLG solution with 30% liquid crystal content.

The imposed stresses (from left to right were) 25, 50, 100, 200 and 450 dy1/cm?; b) the same variation plotted
as a function of dimensionless time +ot. Reprinted with permission from [88]. Copyright 2022, The Society
of Rheology.
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Small amplitude oscillatory shear

The transient response of a complex fluid can be investigated in the small amplitude os-
cillatory shear (SAOS) test, which indicates the relative importance of liquid- and solid-like
stresses [18]. Applying a small, periodic deformation ~y(t) = o sin(wt), the fluid responds
with stress that can be decomposed into components proportional to the strain (viscous) and

the strain rate (elastic):
719 = G’ sin(wt) + G" cos(wt), (2.6)

where G’ and G” are called storage and loss moduli. A Newtonian fluid can respond with a

shear stress only, so G’ = 0, while an elastic solid behaves like a spring and G” = 0.

Moldenaers and Mewis [89] experimentally measured the response of liquid crystals to
a periodic deformation. Their results show that the reaction strongly depends on the shear
rate; the microstructure is hardly distorted at low frequencies, so G” >> ', indicating a
Newtonian behaviour. As the deformation rate increases, the loss and storage moduli tend
to the same value (fig. 2.20), so viscous and elastic components are equally important. As
shown by Fishers and Fredrickson, the geometry size also affects the fluid rheology. For
that reason, Moldenaers and Mewis used a domain with a gap large enough to erase any
wall induced effect. Their insight provides important information on the scaling properties;

industrial geometries need not be large enough, and wall anchoring may play a role.

It would be valuable to measure the storage and loss moduli in situations where the effect of
boundary conditions is significant. The loss modulus is expected to be larger in the flow with
homeotropic anchoring due to the higher viscosity, but the behaviour of the storage modulus
is unknown. Homeotropic anchoring typically results in higher elastic stresses [15, 43], so
(', would presumably increase, but in order to assess the effect of wall anchoring better, more

experiments must be undertaken.

2.5 Equations of motion

The motion of a fluid is governed by a set of partial differential equations describing the

conservation of mass and momentum. Fluids considered in this thesis are isothermal and

ap

incompressible (5; =

0) and the mass balance equation becomes a velocity constraint
V.-v=0, 2.7)

where v is the velocity vector. Additionally, the linear momentum balance provides the ve-

locity evolution equation, which in the most general form is given by

Dv
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Figure 2.20. Equilibrium values of G’ and G’ as a function of shear rate. Reprinted with permission from
[89]. Copyright 2022, The Society of Rheology.

where % = % + v - V is the material derivative, p is pressure and 7 is the stress tensor,
which includes viscous and elastic components. The stress may depend on the state of mi-

crostructure; therefore, it is often necessary to provide an additional equation of the form

De
) 2.9)

where ¢ denotes the microstructure-related variable and f(...) is a material-dependent func-

tion.

2.6 Newtonian model

The Newtonian approximation is the simplest approach to model the stress tensor. The
building blocks of a fluid (atoms/molecules) are assumed to be infinitely small compared
with the characteristic size of the flow, so the pressure and density change continuously on
the macroscopic scale [17]. Upon deformation, the system returns to the equilibrium state
within O(10712) s [90]. This is negligibly small compared to industrial time-scales, typically
in the range O(1073) — O(10?) s [17]. Therefore, as far as the industrial flow times scales
are concerned, the microstructure of a Newtonian flow responds instantaneously to imposed

deformation (fig. 2.21); equilibrium of the microstructure is thus always maintained, and the
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stress tensor is linearly proportional to the strain rate

T =1y = 2D, (2.10)
where
4 =Vov+ Vol =2D. (2.11)

The assumption of constant viscosity n works well for commonly encountered Newtonian
fluids such as water, oil and air (at low speeds) [45, 91, 92]. Their relaxation time is very
small, so an enormous deformation rate (either impossible or impractical to achieve) is needed
to alter the fluid microstructure. That is not the case for complex fluids (emulsions, polymers
or liquid crystals), whose relaxation and deformation time-scales are much closer and often
of a similar order of magnitude [17]. The microstructure of a non-Newtonian fluid at low
shear rates remains unaltered (similarly to a Newtonian fluid), but as the deformation rate
increases, the structure cannot fully relax, which results in a complex stress-strain response
with variable viscosity or history effects [18, 93-95]. None of these characteristics can be
represented by the Newtonian approximation, so another approach is needed to model the
behaviour of complex fluids [17, 18].

Newtonian fluid Fluid with a complex
microstructure

deformation
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Figure 2.21. Schematic representation of the effect of deformation on the microstructure. The structure of a
Newtonian fluid remains unaltered (for industrially-relevant timescales), while the internal structure of fluids
with a complex microstructure is deformed, affecting material properties.

2.7 Generalised Newtonian Fluid models

The drawback of the constant-viscosity Newtonian approach is addressed by the Gen-

eralised Newtonian Fluid (GNF) models, which are derived based on the observation that
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the viscosity changes with the shear rate. They represent only a phenomenological behaviour
without providing any insight into the physics of material deformation. The stress in the GNF
relations maintains the same structure as in the Newtonian fluid (eq. 2.10), but the viscosity

becomes a shear rate-dependent variable [17]

n=n(7y). (2.12)

GNF models are versatile - the viscosity definition (2.12) can represent many non-Newtonian
characteristics such as shear thinning (viscosity decreases as the shear rate increases), shear

thickening (viscosity increases as the shear rate increases), or a yield stress [17].

Viscosity is a scalar quantity, and thus, its value should be independent of the reference
frame. Assuming that the effective viscosity depends on the rate of strain tensor, 7 must be a

function of the invariants of % to remain frame indifferent [18]. The first invariant is [17]:

3
=Y 4=V v (2.13)
=1

I; equals zero for an incompressible fluid and therefore is not suitable to model 7). The second

invariant of 4 is

3 3
I=%:4=3 > it (2.14)

i=1 j=1

and the third invariant is

3 3 3
L=ty 5 3) =D, > Y A (2.15)

i=1 j=1 k=1

For two-dimensional flows, one of the components of eq. (2.15) is always zero. Thus, /11,
cannot be used in the viscosity function. The only non-zero invariant is then /7 [18] whose

magnitude:

(2.16)

is used as a basis to calculate the shear-dependent viscosity.

2.7.1 Power-law model

The power-law model is the simplest of the GNF models, where 7 is a power function of
the shear rate [18]

n(¥) = mly[", 2.17)
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where m is the consistency index (it can be understood as the viscosity at v = 1 s~ [18])
and n determines the type of non-Newtonian behaviour (fig. 2.22):

* n = 1 produces a constant viscosity 17 = m.

* n < 1 describes the shear thinning behaviour.

* n > 1 describes the shear thickening behaviour.

— Newtonian
— shear-thinning
— shear-thickening

< 10°

102 I I I I I |

Figure 2.22. Viscosity variation predicted by the power-law model.

The power-law model predicts that in a shear-thinning fluid, the viscosity becomes infi-
nite at low shear rates and tends to zero for large ¥ [18, 96, 97]. This feature is unphysical
and computationally expensive - higher viscosity enforces smaller time steps, thus increasing
the simulation time [37]. Experiments show that in those limiting scenarios, the viscosity
plateaus [17] (fig. 2.23), which is not accounted for in the power-law model; thus, its appli-
cability is limited to flows where + falls in the variable viscosity regime (between ~y; and v,
in fig. 2.23).

Power-law

/ variation

lag(n}

N log(y) T2

Figure 2.23. Typical viscosity variation of a shear-thinning fluid. The viscosity changes between +; and 72
and remains constant outside this region.
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2.7.2 Carreau-Yasuda (CY) model

The problem of unbounded viscosity is eliminated in the Carreau - Yasuda model which

expresses the effective viscosity as [17]:

—1
9

N(3) = Nse + (N0 — 10 )[1 + |FA|7] "= (2.18)

7o and 1), are zero and infinite shear limits, n < 1 and @ > 0 control the viscosity variation in
the shear-thinning/shear-thickening region. A does not have a physical meaning, but since it
has units of time, it can be understood as the fluid relaxation time-scale and thus A7 describes
the ratio of fluid relaxation to flow time-scales. For \y << 1, the fluid relaxes more quickly
than the strain rate perturbation; the second term in eq. (2.18) approaches 79 — 1), and the
viscosity reaches the low strain rate plateau 1y. As Ay — O(1) and larger, the strain rate
deforms the flow faster than it can relax; the stress increases, and this is manifested by the
power-law dependence in the square bracket, which initially causes the viscosity to decrease
(for a shear-thinning fluid), before reaching the high strain rate plateau. For fluids with a large
difference between limiting viscosities 1y >> 7)., the Carreau-Yasuda model at large strain
rates Ay >> 1 simplifies to [17]

n(¥) = ol A", (2.19)

which is the power-law behaviour.

The shear curve of the CY model (fig. 2.23) displays a similarity to many non-Newtonian
fluids. For that reason, the relation has been successfully applied to model non-Newtonian

flows in shear dominated geometries such as arteries [98—100] and microchannels [101-103].

2.7.3 Bingham model

There is a special class of materials that are solid-like at low shear rates and liquid-like
at higher shear rates, for example toothpaste, mayonnaise and drilling muds [104]. The first
model to capture this behaviour of fluids was suggested by Bingham [105], who proposed

modelling the viscosity according to

00, Yl < Yo.

o+ 7Y™ 13> Y.

v and 7, denote the applied shear rate and the critical shear rate above which the material
yields, respectively. The Bingham model is suitable for viscoplastic [106] fluids, where the
yield stress has an effect on the flow. In the limit of high shear rate, the Bingham model
predicts a constant Newtonian viscosity, which need not be the case for complex fluids such

as gels and soaps [40, 41].
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2.7.4 Herschel-Bulkley model

A correction to the Bingham model, allowing shear thinning/thickening behviour at high
shear rates is provided by the Herschel-Bulkley model, where the effective viscosity is given
by [30]

0, Yl < To-

ol "+ oy 1A > Ao
n is a material parameter that controls the viscosity variation in the shear thinning region.
In a pipe flow, the HB equation predicts the existence of a plug flow near the axis (the size
of which depends on the magnitude of the yield stress 7y (fig. 2.24)) and for that reason the

model is used to analyse the flow of soap [5].

< |— — —large o
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Figure 2.24. Increasing the yield stress 7y increases the width of the plug region.

2.7.5 Summary of the GNF models

Because of the similarity to the Newtonian model, GNF relations are simple to use or
implement in numerical solvers [107]. They have been successful in predicting the pressure
drop of polymeric flows [108] in shear dominated geometries. On the other hand, there are
some drawbacks of the GNF models that limit their reliability:

* Experimental measurements of complex fluids (such as polymeric melts or liquid crys-
tals) indicate non-zero normal stress differences in simple shear flows [15, 18, 27]. Nor-
mal stresses are a manifestation of elasticity of the internal microstructure; they cannot
be captured by GNF relations, which have Newtonian characteristics, and therefore fail
to account for stresses unrelated with the mode of deformation (e.g. shearing produces
only shear stresses, extension results only in normal stresses). The incorrect prediction
of normal stresses is not an issue in simple geometries, e.g. straight pipes, where the
pressure drop comes from shearing only [18]. However, as the geometry complexity

increases (which is typical in FMCG processing), the improper technique of modelling
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normal stresses is detrimental, particularly with flows where the extensional component

is significant, e.g. the screw extruder.

* The viscosity of complex fluids depends on the deformation history [27]; in the case
of liquid crystals, the previous shearing can destroy some of the existing defects, hence
reducing the viscosity. On the other hand, GNF fluids model the viscosity as a function

of the instantaneous deformation rate, so incorporating history effects is impossible.

* As discussed in section 2.4, the effective viscosity of liquid crystals depends on the
orientation of the director. Particles aligned in the direction of the velocity gradient
result in a higher viscosity compared to the flow aligned state [109]. The presence of
walls can control the director/velocity alignment. Therefore, since GNF models assume
that the deformation rate is the only variable that can affect the viscosity, they cannot

replicate the effect of wall anchoring.

2.8 Nematodynamics

Generalised Newtonian Fluid models address some drawbacks of the Newtonian approx-
imation; however, they fail to account for the anisotropic properties of liquid crystals, which
is the motivation to introduce nematodynamic equations. The theories covered in this sec-
tion treat the nematic fluid as an assembly of rod-like particles, and the state of the system is
governed by the interaction of anisotropic particles with the flow (fig. 2.25). In addition to
continuity and linear momentum equations, the system is described by the angular momentum

balance governing the director orientation.

N

shear rate
Y

orientation
n

Figure 2.25. Coupling between stress, flow and the director orientation.

2.8.1 Transversely isotropic fluid (TIF) model

The first constitutive equation devoted to liquid crystals was introduced by Ericksen [110],
who considered an assembly of ellipsoidal particles with preferred orientation described by

the director nn. Ericksen assumed that the stress has only a viscous component, which depends
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on the interaction between flow and microstructure
T =1(n,D). (2.22)

Additionally, in the absence of elasticity, Ericksen proposed that the director orientation

evolves according to
N=n—-n -w=g(n,D), (2.23)

where the superscripted dot denotes the material derivative and g is an unknown function
describing effect of material deformation on director evolution. D = (Vv + (Vv)”) and
w = 3(Vv—(Vv)T) are symmetric and anti-symmetric components of the velocity gradient.
Hence, the corotational time derivative of the director N measures the relative rotation of n
with respect to the surrounding fluid. The evolution equations are formulated in terms /N and
D instead of 12 and Vv to ensure frame indifference [111]. Ericksen then made the following

assumptions about the stress and director fields [110]

» n and—n represent the same orientation, so 7(n, D) = 7(—n, D).

* 7 and g depend linearly on the strain rate tensor D.

a(Inl?)

* The director remains a unit vector [n|> = 1,s0 =53~ =2n-n = 0.

* The stress tensor is symmetric.

Therefore, the most general forms of 7 and g satisfying the above requirements are given by
[110]

r=A"+A' - D+D- A", (2.24)
g=B'-D+D-B', (2.25)

where A’ and B’ are constant matrices. In order to ensure frame invariance, each matrix
must be a linear combination of nn and the identity tensor d [110], which in index notation

can be written as

A?j = Bl(si]‘ + ﬁgnmj, (2263)
Af}jkp = B330ij0kp + B10ij05p + B50ip0jk + Bedijnuny + Brojening + Bsdininy (2.26b)
+By0ipnjni + Bro0jpniny + Bi10kpning + Bianinngn,,
Biljk = Bi3ni0ji + Branidi, + Bisnidij + Bienininy, (2.26¢)
Combining eq. (2.24) with (2.26) gives the most general form of the stress tensor
T =2uD + pynn+ 2D : nnnn + pp(nn - D+ D - nn), (2.27)

where 21D is a Newtonian contribution, while 2., D : nnnn and ps(nn - D + nn - D)
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can be understood as stresses oriented along the director and straining axis [112], respectively.
The second term in eq. (2.27), u,nm, represents an orientation-dependent yield stress, which
is often omitted [15]. Since the stress (2.27) was derived from purely formal arguments [110],

the last two terms are not easy to interpret physically.

The derivation of the angular momentum equation follows the same procedure as for the

stress tensor, and the angular momentum balance reads
n—n-w+n-D =«kn, (2.28)

where w is the vorticity tensor and ) is the tumbling parameter, which quantifies the relative
importance of extensional and rotational effects acting on the director. x is a Lagrange mul-
tiplier that enforces a constant director magnitude; x can be calculated by taking the scalar

product of eq. (2.28) with 12, and the angular momentum balance can be re-written as
n—n-w+An-D—-—nnn:D)=0. (2.29)

Equations (2.27) and (2.29) combined with the momentum and continuity equations consti-

tute the transversely isotropic fluid model.

Interpretation of the angular momentum equation

The angular momentum equation indicates that the director orientation is governed by the
competition of rotational and extensional flows. In the limit of A — 0, the director only feels
the action of rotational flow; therefore n spins as long as w # 0. On the other hand, when
A — 00, the contribution of vorticity is negligible and a steady-state director orientation is

given by the solution of
n-D—-—nnn:D=0. (2.30)

In a two-dimensional flow, the director can be represented in terms of the polar angle 6 (fig.
2.26)

n = [nm ny] = [cosé’ sin@}, (2.31)

and the symmetric strain rate tensor in the most general form is given by

A
—A

D = A, (2.32)

1
2

where A quantifies the ratio of extensional to shear flows. For |A| >> 1 the flow is dominated
by the extensional component, while A — 0 corresponds to shear flow. Substituting the
simplified definitions of 2 (2.31) and D (2.32) into eq. (2.30) and solving for the steady state
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angle gives

tan(26) (2.33)

72

Figure 2.26. Schematic visualisation of angles 6 and ¢.

By decomposing the strain rate tensor (2.32), the eigenvector corresponding to the positive

eigenvalue lies along the direction prescribed by the vector

. _ — 1 1
[Coscb Slncb} —[ (VIAZTT124)\/ (VAP T 1+24)2 41 \/(VIAZFT424)2 41 |

(2.34)

where ¢ is the angle between the eigenvector corresponding to the positive eigenvalue and

the horizontal direction (fig. 2.26). Some algebraic manipulation reveals that ¢ satisfies
tan(26) = — — tan(20) (2.35)
an = — = . .
54 = fan

Therefore, the term n - D —nnn : D acts to align the director along the extension direction.
Thus, A describes the relative importance of rotational effects (that continuously rotate the
director) and extensional effects (acting to align the director along the extension direction).

. . . . 2
In a shear flow, for 0 < |A| < 1 the director rotates continuously with a period P = P \/ﬁ

[113] (tumbling), while when |A| > 1, n aligns at an angle 6, to the flow direction:

tanf, = +y/ ——. (2.36)

For the liquid crystals considered in this thesis, the tumbling parameter A > 1, characteristic

for flow aligning materials [15].

Limitations of the TIF model

The TIF model performs well in strong flows where the director orientation is only af-

fected by the flow. However, in the absence of flow, the angular momentum equation (2.29)
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simplifies to
on
— =0 2.37
a t Y ( )
which effectively allows for any director configuration. The TIF model fails to account for

microstructure elasticity and therefore permits arbitrary long-range orientational distortions;

two example configurations allowed by the TIF model are shown in fig. 2.27.

=== NN
_— N N
e N
—= /)

Figure 2.27. Possible static configurations (well ordered nematic (a) and isotropic (b) allowed by the TIF
model in the absence of flow. In both cases the stress field is zero.

The drawbacks of the TIF model can be eliminated by introducing elastic effects, which

act to minimise distortions of the director field.

2.8.2 Thermodynamic potential

When complex fluids are deformed, they respond with a viscoelastic stress [18]. The
elastic contribution has entropic origins and represents the effects of reversible changes in
the configuration of macromolecules. In the absence of external forces, the microstructure
of a complex fluid evolves towards the equilibrium state, which maximises the entropy of the
universe [114, 115]. Since the entropic effects are absent in the TIF model, the theory fails
to account for non-zero elastic stresses that would otherwise drive the system towards the
equilibrium state; this failure allows for arbitrary director distortions (fig. 2.27), which have

no entropic consequences.

More generally, the thermodynamic state of the system can be considered as a potential
(in an analogy with mechanical or electrostatic potentials), which reaches its minimum value
in the stable equilibrium [115]. Depending on the nature of the process, different potential
definitions can be provided, e.g. Gibbs and Helmholtz free energies [114]. For a system at
constant volume and temperature, the maximisation of universe’s entropy is equivalent to the

minimum system’s Helmholtz free energy, which is defined as [64, 116]
dF =dU —TdS =0, (2.38)
where U is the internal energy of the system, 7" is the temperature and S represents system’s
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entropy. The exact form of S and thus F' is determined by the physics of the microstructure
and modelling assumptions. This thesis focuses on liquid crystals, where the Helmholtz free
energy density f = f(n, Vn) depends on the distortion of the director field [35]. The total
energy of the system is thus given by

F(n,Vn) :/f(n, Vn)deQ, (2.39)
Q

where () is the control volume enclosing the liquid crystal and the director orientation is
known on the boundary 0f2. Introducing a variation dn to the director field in the bulk of the

fluid, the corresponding variation of the total system’s energy density is

of of

_ [ (% o (9F ). (9
_/Q(an v (Wn)) 5ndQ+/V o= on | 2, (2.40)

where the crossed-out term can be transformed into a surface integral and vanishes because
on = 0 on the boundary. Hence, the functional derivative of F' with respect to n can be
defined as

0F 0 0
—z—f—V- 9 : (2.41)
m  On ovn
and measures the deviation of the system from the minimum energy state. The system is in
equilibrium when g—i = 0, which is known as the Euler-Lagrange equation.

Nematic energy (director)

Nematic liquid crystals act like elastic materials when their microstructure is distorted.
Ideally, the director field is uniform throughout the whole domain, which corresponds to the
state of no distortion. However, perfect alignment is not always possible, as the presence of
walls may enforce spatial variation in the director field, producing a long-range orientational
distortion. When the director orientation imposed by the walls varies across in the domain,
liquid crystals have less freedom to rotate, which introduces a free energy density penalty
predicted by the Frank-Oseen theory [35, 43, 117]

1 1 1
fa= §K1(V . n)2+ §K2(n -V X n)2—|— §K3(n X V x n)2

- s - J - /

g ~~

~
splay twist bend

n %KMV n-Vin—(V-n)n], (242)

. J/

TV
saddle-splay

where K; are Frank constants quantifying the strength of each effect (fig. 2.28) and the saddle-
splay contribution can be neglected in confugurations with the strong anchoring boundary

condition. Experimental measurements suggest that /; are of the same order of magnitude

53



[118-120], so it is often assumed that
Ki=Ky=K;=K, (2.43)
which simplifies eq. (2.42) to
1 T
fa= QK(Vn) :(Vn)", (2.44)

(known as the one-constant approximation).

-
—
—

Splay Twist

Figure 2.28. Possible modes of distortion for a liquid crystal [15].

2.8.3 Hamiltonian description of complex fluids

The content presented in the following sections gives the framework for deriving new
constitutive equations, and shows how the nematodynamic theories can be unified by the

Poisson bracket approach.

Lagrangian

The exact evolution of a single particle can be calculated from Hamilton’s principle of

least action, which states that the integral

t2

1= / L(q,q)dt (2.45)
t1

is extremum [121]. ¢; and ¢, are the initial and final times at which the state of the system

is known, . = T — V is the Lagrangian, which measures the difference between kinetic

(T = img®) and potential (V' = V/(q)) energies, m is the particle mass, g and ¢ are position

and velocity vectors, respectively. The minimisation of the Lagrangian over time and space

requires a variational formulation, leading to the Euler-Lagrange equation:

oL d[o0L
-3«
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which enables to find the actual evolution of a point particle.

Hamiltonian

The motion of a particle can be alternatively described in terms of its position q and gen-
eralised momentum p = g—fi’. Since the Lagrangian uses g and q as the arguments, it is neces-
sary to employ another function that describes the system in terms of position and momentum

[121]. The Hamiltonian is obtained through the Legendre transform of the Lagrangian

H(q,p)=p-q4— L(q,q), (2.47)

and measures the total energy of a particle H = T+ V. In the Hamiltonian framework, the

system’s evolution is described by a pair of first order differential equations [122]

dg OH dp  OH

_ 9 - 2.4
it op’ dr oq (2.48)

Hence, L and H provide different techniques for modelling the motion of solid bodies.

Properties of the Hamiltonian can be further exploited to describe the time evolution of
functionals, whose value depends on the generalised position and momentum F' = F'(q, p).

The time derivative of F'is given by

d _OFdq OFdp OQFQH OFOH

aF(q,p) = 8_th +%E = a—q% - %% = {F7H}7 (2.49)

where { F, H} is the Poisson bracket. Hence, we can model the time evolution of any func-
tional of g and p, provided that the Hamiltonian is specified. In the special case when F'
represents the total energy of a particle, F' = H, % = {H,H} = 0, indicating that the
system’s energy is conserved.

Lagrangian and Eulerian description of the flow

So far, the analyses were concerned with single-particle systems, whose evolution can be
expressed through a Poisson bracket. The approach can be generalised to fluids by monitoring
the evolution of position and velocity of each particle (fig. 2.29a). Particles are labelled with
their coordinates at a reference time ¢, and as the flow progresses, the position g and velocity
g are specified as a function of the initial coordinate [122]. This approach to describing the
fluid flow is called the Lagrangian description,; it is rarely used in fluid mechanics since fluids

consist of many particles, and tracking each element’s evolution is impossible.

Alternatively, the fluid flow can be described by the Eulerian framework, where instead
of following each particle, properties of the flow field (mass density, momentum density) are
monitored in control volumes, whose position is fixed in time (fig. 2.29b). The transformation

from Lagrangian to Eulerian reference frame is done by the mapping function R, which
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converts the particle label (position at a reference time ¢;) into a position at an arbitrary
time ¢’ [123]. The Eulerian-Lagrangian transformation is performed analogously by using
the inverse of the mapping function. The Poisson bracket for a fluid element enclosed in the
control volume (2 is analogous to eq. (2.49) [64]

{F,H} = [6—F5—H — 5—F6—H ds2. (2.50)

oldg op  dp oq

The bracket formulation provides a systematic mathematical framework for introducing new
phenomenon to the problem. Any physical quantity (for example, velocity or director field)
can be included in the Poisson bracket by assuming that ' = F'[v(q, p),n(q, p)], which
appropriately modifies the definition of functional derivatives

0F  odF v J0Fin 0F  o0F v J0Fn
— =t ——, — =t ——. (2.51)
0q Jdvdq ondq op Odvop IOnop

Evolution equations are obtained by converting variables between Lagrangian and Eulerian
frames and replacing the Hamiltonian with the Helmholtz free energy describing material
deformation and kinetic energy. In the case of liquid crystals, whose microstructure is repre-
sented by the director field, the n-dependent part of Hamiltonian represents the Frank-Oseen

distortion energy density (2.42) described in the previous subsection.

a) t=t, t=t'

X —>X
b) t=1t t=t'
| . y‘
L~X L‘X

Figure 2.29. Schematic depiction of the a) Lagrangian and b) Eulerian description of the flow.
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Dissipaton bracket

The Poisson bracket describes non-dissipative processes which conserve the system’s en-
ergy; hence the approach is suitable to modelling systems where reversible, elastic stresses
arise due to the deformation of the microstructure. The drawback of the Poisson bracket for-
mulation is that it cannot describe dissipative processes, which are also important in fluid
flow. Therefore, it is a common practice to supplement the Poisson bracket with a dissipation
bracket [F, H|, whose purpose is to model fully phenomenological processes, e.g. diffusion,
or flow-director interaction [64]. The dissipation bracket can have an arbitrary form and con-
tain several phenomenological coefficients, provided that [F, H] does not violate the laws of
thermodynamics [124]. By combining the dissipative and Poisson brackets, we obtain a set
of constitutive equations describing the evolution of the system’s variables (e.g. momentum,

microstructure).

2.8.4 Leslie-Ericksen (LE) model

Drawbacks of the transversely isotropic fluid model are addressed by the Leslie-Ericksen
theory, which takes into account director elasticity. Materials considered in this thesis are
incompressible, so the state of the system is described in terms of the velocity and director
fields. The Hamiltonian has kinetic (%'vz) and elastic (f;) components with the latter de-
scribing effects of the distortion of director field on the Helmholtz free energy. The Poisson
bracket, which depends on v and n, is supplemented with a fully phenomenological dissi-
pation bracket describing the flow-director interaction [64]. The combination of Poisson and
dissipation brackets enables one to obtain the velocity and director evolution equations. The

momentum balance has the standard form (2.8) with the non-Newtonian stress given by

Ofa
ovn

elastic stress

(2.52)

T=amnnnn: D+ aynN + asNn + oD + asnn - D + agD - nn — - (Vn)T.

viscous stress

The elastic stress comes from the Poisson bracket and describes the reversible effects of mate-
rial deformation. The viscous stress tensor arises from the dissipation bracket, and therefore
is purely phenomenological. Apart from 4D, individual stress components do not have
a clear physical interpretation, however their combinations have a clear physical meaning.
Depending on the relative orientations of flow and director, we distinguish three Miesowicz
viscosities: 77 = W corresponds to a flow, where the director aligns with the velocity;
N = %"4“‘5 describes the case when the director aligns in the velocity gradient direction
and 73 = <! is the viscosity when the director aligns in the vorticity direction. Calculation of
the total stress tensor requires the specification of the director field, for which the evolution

equation is given by

h—nn-h_ﬁ

(n-D—nnn:D)— N =0, (2.53)
gi! !
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where 71 = a3 — g, 72 = ag — a5 = ag + ag [125]. Equation (2.53) resembles the angular
momentum balance in the transversely isotropic fluid model (2.29) with the addition of the

molecular field

§fa

h—_
on’

(2.54)

which expresses the contribution of elastic effects to the director orientation. The constant

magnitude of the director field is ensured by the inclusion of nn - h and nnn : D.

Static limit

In the static limit, the flow-related terms in eq. (2.53) vanish and the steady-state director

orientation satisfies
h—nn-h=0, (2.55)

indicating that in the absence of flow the director aligns to minimise the Helmholtz free energy

with the constraint |n|? = 1.

Zero elasticity limit

In the limit of negligible elasticity, the distortion effect h can be neglected and the angular

momentum balance (2.53) reduces to

N+2m.D-n-D)=0, (2.56)
st

which is identical to the director transport equation of the TIF model (2.29) with A\ = —% =

—asta2 1195], Substituting eq. (2.56) into the stress definition (2.52) recovers the stress

Qa3 —0a

tensor of the transversely isotropic fluid (2.27) with the modified coefficients y;

iy 1

2790 Q
== M1=—<C¥1+72+ 12 2)7 M2=0z5—72 2, (2.57)
2 2 T 71

indicating that the TIF model is a zero elasticity limit of the Leslie-Ericksen theory.

Summary of the LE model

The Leslie-Ericksen model is the most frequently used constitutive equation in nemato-
dynamic simulations [126, 127]. It is relatively simple yet capable of coupling the effects
of flow and material elasticity controlling the director orientation [128]. In the limiting case
of small elasticity, the LE theory accurately captures flow alignment, while for nearly static
cases, the flows induced by director rotation (backflow effect) can be modelled [129]. The

latter property is important even in static cases, where an unwanted rotation of the director
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field may reduce the contrast in optical devices [53, 130]; backflow effects can also be used in
microfluidic devices as an alternative for mechanical pumps, where an external field rotates

the director and induces flow [131].

2.8.5 Order parameter tensor

Despite the number of advantages of the LE theory, its main drawback is the vectorial
nature of the director and the assumption of a constant order parameter. The model does
not perform well in the presence of significant variations of the order parameter [126], or
when the geometry has discontinuities in the director orientation. If the director orientation
changes discontinuously over a small distance, say, in corner bounded flows, the Frank-Oseen
theory predicts infinite distortion energy density [35]. These problems can be solved by de-
scribing the microstructure via the fensor-based order parameter Q, which has the following

advantages over the vectorial approach

* Apolarity of the director field [57]. Even though vectors 7 and —n represent the same
state, the vectorial framework enforces director polarity. As will be shown in the next
chapters, the sign of n does affect the flow field in vectorial based models, which is
unphysical. The problem becomes particularly important in more complex, industrial
geometries, where the simulation outcome depends on the boundary conditions. For
a planar contraction consisting of six walls joined by sharp corners, the wall-normal
boundary condition can be prescribed in 64 ways; some examples are shown in fig. 2.30.
The situation becomes even more problematic for mixers or manifolds with more degrees
of freedom. The orientability issue is resolved by employing the Q-tensor approach
[132], where the orientation of the nematic element is represented as a directionless

line, and each boundary condition can be uniquely defined.

* Varying order parameter [64] - the Leslie-Ericksen theory models only the director ori-
entation and fails to provide any information on the degree of molecular alignment.
Material characteristics (viscosity, normal stresses) depend on the ordering within the
system [133]; therefore, taking into account the order parameter enables a more accurate

microstructure description.

* Defects - these are discontinuities in the orientation of rod-like particles (fig. 2.31) with
a lower order parameter, and where the uniaxial director is not well defined [134, 135].
Defects arise in locations where a purely vectorial based description is not well defined,
for example, in corners (fig. 2.32). In addition, defects introduce local biaxiality in the
state of a liquid crystal, which cannot be captured in the director framework due to the

uniaxial symmetry of n.

Q is a traceless, symmetric second order tensor whose eigenvector corresponding to the

largest eigenvalue determines the mean orientation of the long axis of n. For biaxial liquid
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Figure 2.30. Some examples of the homeotropic anchoring in the vectorial framework, each representing the
same physical state.
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Figure 2.31. Director field with a pair of defects enclosed by red lines.
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order parameter S
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Figure 2.32. Schematic illustration of the director field polluted with defects in a contraction. Further details
on the flow of liquid crystals in a contraction will be presented later in the thesis.

crystals, the eigenvector corresponding to the second largest eigenvalue describes the direc-

tion of the medium axis m. Thus, in the most general form, ) can be written as [57]

Q = Sinn + Somm — (S; + Sz)g, (2.58)

where S; and S, describe the ordering of the system along the long and medium axis and 4§ is

the identity tensor. The degree of alignment S; can be found from the eigenvalues of @Q [67]:

S1 =AM+ Ao, Sy = A3 — Ao, (2.59)

where \; > Ay > A3 are the eigenvalues of the order parameter tensor.

2.8.6 Nematic energy (order parameter tensor)

Elastic energy

The Frank-Oseen theory (section 2.8.2) was developed to model uniaxial, constant order
parameter systems and was exploited in the design of display devices [136, 137]. However, it
fails when the order parameter varies significantly; in such cases, the Q-tensor may be used
to describe the liquid crystal field.

The physics described by the earlier Frank-Oseen theory can be formulated through the
QQ-tensor framework, since a constant order parameter, uniaxial director field n is a limiting
case of Q. Assuming that the distortion energy density depends only on quadratic and cubic

variations of V@, a possible, frame indifferent form for the free energy density of a distorting
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liquid crystal is given by [138]

1

f9 = 5 KSQirjQirj + K5 QiniQinj + KgQilek,z‘Qik,j] , (2.60)

where Qi ; = E)aQT’F and K ZQ are Frank constants in the @ tensor framework. Other choices
J

of the cubic terms are possible; however, the inclusion of the term K?? Qir,iQ;jk,; ensures

that in the uniaxial, constant order parameter limit, eq. (2.60) expresses the same physics as

the Frank-Oseen theory in the vectorial framework. The phenomenological constants in the

tensorial framework K ZQ can be expressed in terms of the Frank constants K; [138]

3Ky~ K+ Ky

KQ
2 652 ’

K:? 1 2 (2.61)
where S is the order parameter. In the limit of the one constant approximation with K; =

Ky = K3, the constants KiQ simplify to

0 K

Ky = oo K¢ =K2 =0, (2.62)

which simplifies the energy density (2.60) to

1
ff = §K2Qik,jQik,j (2.63)

Bulk free-energy

In the absence of director distortions, the degree of molecular alignment within a liquid
crystal is controlled either by the concentration of anisotropic particles (lyotropic LC), or
by the temperature (thermotropic LC). In thermotropic liquid crystals, the additional bulk
free-energy density can be modelled by an empirical theory provided by Landau, where the
order-dependent bulk potential is expanded in terms of invariants of (Q around the isotropic
state [139]

b
Fematic = gtr@ Q) -5u(Q-Q-Q)+ EtrQ(Q Q). (2.64)

where a = (T —T™), T* is a critical temperature, below which the isotropic state is unstable
and a, b, ¢ > 0[57, 140] are material parameters. For uniaxial systems, Q = S(nn — %) and

the bulk energy density can be represented solely in terms of the order parameter S

1 2. . 1
fnematic = gasa - 2_7653 + §CS4- (265)

In equilibrium, the nematic energy density of the uniaxial system is extremized with respect

to variations in the order parameter tensor

5fnematic af’rzeﬂ‘Latic afnematic a_s .

fQ 0Q 9SS 0Q

0, (2.66)
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which is satisfied by three different order parameters

S, =0, (2.672)
b+ VB2 =24
5, = 2t —— (2.67b)
C
b4 V2= 2d
Sy = — M‘L e (2.67¢)

Sp corresponds to the isotropic ordering, Ss represents a nematic state which is stable for
sufficiently low temperatures (7' < T™ + %) [57] and S3 is a nematic state, whose stability
depends on the temperature. Ss is unstable at high temperatures (17" > T% + %Zc), while for
lower 7', S3 represents a metastable state with a negative order parameter [57]. For systems
considered in this thesis, material parameters a, b, ¢ are chosen such that the minimum of

frnematic 18 in the nematic state with order parameter S5.

Landau-de Gennes energy

In the Q-tensor framework, the Helmholtz free energy has two contributions: the elastic
component acting to minimise the distortion of @ and the bulk free energy density driving
the system to the equilibrium order parameter Ss. Therefore, for the systems described by the
order parameter tensor, the Helmholtz free energy requires the specification of both elastic
(2.60) and bulk (2.64) components. Their sum is called the Landau-de Gennes energy density
[140]

deG = f(? + fnematica (2.68)

and similarly to the vectorial framework, the system is in equilibrium when the Landau-de

Gennes energy density is minimum with respect to variations in the order parameter tensor

of _
fLac =,

2.8.7 Beris-Edwards (BE) model

The drawbacks of the Leslie-Ericksen theory have been addressed by the constitutive equa-
tion proposed by Beris and Edwards [64, 141], which models the evolution of the Q-tensor. It
is assumed that the state of an incompressible, liquid crystalline material is described by the
velocity v and the order parameter tensor (), where the latter represents the mean orientation
and alignment of the microstructure. Similarly to the Leslie-Ericksen theory, the Hamil-
tonian contains the kinetic %vQ and a configuration-dependent components. However, the
microstructure contribution is expressed in terms of the order parameter tensor and is quan-
tified through the Landau-de Gennes free energy density (eq. (2.68)). The Poisson bracket is

supplemented with a phenomenological dissipation bracket. The linear momentum balance
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has the standard form (2.8) with the viscoelastic stress tensor now given by [64, 131]

o iD-€|(Q+3) H+H-(Q+)~2Q+ 3)(H: Q|+ H-Q-Q-H- 51, (2.69)

viscous stress elastic stress

where

J 1 9
_ deGJr frac

5Q 3775Q

H =

(2.70)

measures the deviation of the microstructure from the minimum Helmbholtz free energy. The

momentum equation is supplemented with the Q-tensor evolution equation, which models

the competition of static and hydrodynamic effects acting on the microstructure [64, 126]
DQ

— =S+TH 2.71
Dr +1T'H, 2.71)

where S represents the action of hydrodynamic torques on the Q-tensor and is defined as
[64]

S=(ED-0)(@+ )+ @+ DED+A) ~%(Q+ Nu(Q Vu). @7

The underlined terms in equations (2.70) and (2.72) are included to ensure that @) is traceless.
The Beris-Edwards model contains three phenomenological parameters I, i1, £, whose mean-
ing is clearer than in the LE theory; I' controls the relaxation towards the state of minimum
Helmbholtz free energy [142], p is the Newtonian viscosity, and £ controls the misalignment

between the flow and director, analogous to the tumbling parameter in the TIF model [64].

Reduction to the Leslie-Ericksen theory

Let us consider a uniaxial, constant order parameter nematic that does not contain defects.
In such case, the Beris-Edwards model represents the same physics as the Leslie-Ericksen
model: competition of viscous and elastic effects that can only affect the director orientation.

The uniaxial, constant order parameter tensor is then given by

Q=S (nn - g) , (2.73)

and the viscous stress tensor can be formulated solely in terms of n in the Leslie-Ericksen
form [142]

TV = aymmnn : D 4+ aonN + asNn + oD + asnn - D + oD -nn, (2.74)
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where «; are Leslie viscosities, that can be expressed solely in terms of the parameters of the
BE model [142]

a; = —582(3 + 485 — 45%) 2%, (2.75a)

Qg = { ; (2+8)¢ — 521 % (2.75b)
ag_{ ; (24 9)¢ + 52 % (2.75¢)

=u+ 9(1 — 252%, (2.754d)

a5 = BS(4 - 8)¢E% + %5(2 + S)g} % (2.75¢)
o — {;5(4 Sy - %5(2 + S)g} % (2.756)

A quick inspection of eq. (2.75) indicates that apart from «y, the magnitude of «; rises
as the order parameter S increases, indicating a larger microstructure contribution to the
stress tensor. On the other hand, in the isotropic limit, S = 0 and @;—1.6;24 = 0 removing

orientational dependence from the stress tensor.

2.8.8 Dimensional groups and relevant scales

The nematodynamic equations describe a multiphysics problem, with several mechanisms
controlling the director orientation and thus flow behaviour. Below are described the relevant
length scales and dimensionless numbers, whose properties will be used in the following
chapters.

Reynolds number

The linear momentum balance (2.8) is an example of a convection-diffusion equation,

which can be written as

+,0v Vv——Vp+V T. (2.76)

convecnon dlffuslon

pat

For a Newtonian fluid, the stress tensor is linear with the shear rate 4. Introducing the fol-

lowing scaled variables

vV _.

1
V:_V*a ’U:V’U*, p:PV2 *7 :’uZT

L
t=—t* 2.77
7 v @7

enables to re-write the momentum balance (2.76) in a dimensionless form

ov* * 2 VA *, * ¥
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where V', L, j1 are velocity-, length- and viscosity-scales and starred variables denote dimen-
sionless quantities. Thus, eq. (2.78) indicates that the relative importance of convective to

diffusive effects is quantified by

_Vip
u ?

Re (2.79)

called the Reynolds number [45]. The interpretation of the Reynolds number becomes more
ambiguous for non-Newtonian fluids, as their viscosity is not constant. Therefore, in order to
keep the analysis consistent, a particular viscosity limit is chosen as the representative value
of viscosity, for example, the zero shear-rate viscosity [18]. The typical flows considered in
this thesis focus on the motion of highly viscous fluids, which take place in small geometries
(O(mm)) at low speeds. Therefore, the Reynolds number is significantly smaller than unity,

so the importance of inertial effects is negligible.

Ericksen number

The total stress tensor in the Leslie-Ericksen theory has both viscous and elastic compo-

nents and is given by

9fa

. T
To (V). (252)

T =annnn : D+aynN+oasNn+a,D+asnn-D+ogD-nn—

Let us use the following scaled variables

1
V:ZV*, D—%D*, N—%N*,
vin 2 U (2.80)
0%:04404:7 deK( I > ) T=0é4z7'*,

where starred variables represent dimensionless quantities and the Newtonian viscosity was

chosen for the viscosity-scale. The stress can be written in a dimensionless form

K _V*n-(V'n)', (2.81)

T =ainnnn: D"+ a;nN*+asN'n+ D" +ajnn - D* + ofD - nn — o7
4

indicating that the relative importance viscous to elastic stresses is described by

VLo
K Y

Er = (2.82)

called the Ericksen number. With the same scaling, the director transport equation becomes

1 h* _ . h* *
—#—ﬁ(n-D—nnn:D*)—N*:O, (2.83)
Er 71 Y1

indicating that for Er — 0, the stress and director fields are controlled by elastic contribution,

while when Er — oo, flow effects govern the stress and director orientation [15, 43].
In order to make a direct comparison between the LE and BE models, the Ericksen number
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in the Beris-Edwards framework is defined through eq. (2.82). The corresponding Newtonian
viscosity a4 and the Frank elastic constant /K are expressed via eq. (2.75d) and (2.62) to
ensure a consistent definition of Er

4

Erpg = |p+ ¢

( 1 VL
9

ST aRase,

(2.84)

Flow elastic length-scale

For moderate Ericksen number flows, the director orientation in the bulk of the fluid is
controlled by viscous torques; close to the wall, the fluid is nearly static, particles align in the
direction prescribed by the wall anchoring, so the Helmholtz free energy is minimum with
respect to the geometry induced distortions. The changeover from wall dominated to flow
dominated dynamics occurs across a boundary layer whose thickness can be estimated from
[21]

w= 4] —, (2.85)

where 7, is the shear rate at the wall. In a simple shear flow, assuming that 7 is uniform and

given by 7, = % eq. (2.85) yields

_ (2.86)

so the thickness of the near-wall layer dominated by elastic effects decreases as the Erick-
sen number increases. Thus, to resolve the near-wall director transition, the computational

domain must be appropriately refined in the locations where steep director gradients occur.

Deborah number

The Beris-Edwards theory accounts for three distinct contributions to the QQ-tensor evolu-

tion: 1) hydrodynamic effects quantified by .S’; 2) material elasticity — actlng to maintain

Q
the uniform @ field across the domain; 3) molecular ordering —%%“C, which drives Q
towards the equilibrium order parameter. Hence, the QQ-tensor evolution equation (2.71) can

be written as

DQ —S-T 5f ematic 5fd

2.87
Dt Q 5Q (2.87)
We introduce the following scaling
D 'V D V a+ b +c
— = S=_—8* = = 2.88
Dt L Dt* ) L ) fnematzc fnematzc’ fd L2 ( )
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where the starred variables refer to dimensionless quantities, V' and L are the velocity- and
length scales respectively, a, b, c are parameters of the nematic bulk energy density and K©
is the Frank constant. Hence, the Q-tensor evolution equation (2.87) can be written in the

dimensionless form as

* * Qx*
D Q - S* — I'K 5fd o (a + b + C)LF 5fnematic' (289)
Dt* VL 5Q 3V 5Q

Since I has the units of reciprocal viscosity, the term % is related to the Ericksen number,
which quantifies the relative strength to hydrodynamic and elastic effects. The coefficient of
the last term on the right-hand side of eq. (2.89) is defined as the Deborah number
3V
De= ——F—— 2.90

‘ (a+b+c)LT’ (2.90)
and quantifies the relative strength of nematic and hydrodynamic effects acting on the order
parameter [143]. When De — 0, nematic effects are strong enough to maintain a constant
order parameter. Only in the limit of strong flows, De >> 1 and deformation effects are

strong enough to affect the order parameter [143].

Defect size

Consider a static liquid crystal sample constrained in a one-dimensional domain with the
same anchoring on both walls (fig. 2.33). In such a system, the director is horizontal across
the whole domain and only the order parameter changes. In the one-constant approximation,

the Landau-de Gennes energy density is given by
Q 1 2 L 2.0, 1

Using the scaling

a+b+c a+b+c a+b+c K
o= T, h— — b, ¢=——g—ck, frac = ﬁfm@w
(2.91)
the dimensionless Landau-de Gennes energy density becomes
1 a+b+cLl? (1 2 .1
ric == (VS 4 ————— | za"S* — =b*5% + —*5* 2.92
N, e’ " ~ -
elasticity bulk energy
which shows that the term %b“% = (giN)2 controls the relative importance of elastic and

bulk effects and

[ 3K
v = P A (2.93)
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provides the length-scale over which the elastic and bulk contributions are of a equal impor-
tance. Elasticity drives system to the state with a uniform order parameter imposed by the
boundaries, while the bulk energy density term acts to minimise f,cmasic; for typical liquid
crystal parameters, S ~ 0.5 [57, 140]. In small geometries (with respect to the geometry size)
Env >> L (fig. 2.33, blue line), the equilibrium value of the order parameter is governed by
the elastic contribution and S = 1, as imposed by the boundaries. On the other hand, for large
domain sizes, {5 << L, so apart from the near-wall locations (with the order parameter im-
posed by the wall orientation), .S takes the value which minimises fcmatic (fig. 2.33, yellow
curve). Hence, material elasticity imposes a characteristic length-scale over which the order
parameter varies, and £y can be understood as a measure of the defect size. Therefore, to
capture potential defects in numerical simulations, the grid spacing should be small enough
to resolve any rapid variations of the order parameter; for example, ten nodes for each defect

dimension &y .

. . . . . . . . . )
0 0.1 02 03 04 05 06 07 08 09 1
x/L

Figure 2.33. Left: a pair of parallel plates with the homeotropic anchoring on both boundaries. Right: distri-
bution of the order parameter dependent on the defect size.

2.8.9 Other models

Several other nematodynamic theories have been proposed to model the flow of liquid
crystals. Ericksen [144] suggested an extension of the Leslie-Ericksen theory, which provides
an additional transport equation for the variable order parameter S. However, the same model
can be obtained from the Beris-Edwards equation by assuming a uniaxial director field [141].
Doi [83] introduced a constitutive equation that models the orientation and distribution of rod-
like particles based on the probability distribution function; this approach requires significant
computational efforts to solve, even in the simplest geometries; therefore, it is impractical to
use in industry-relevant domains. Doi’s theory can be simplified to model the evolution of the
order parameter tensor. The model has no elasticity in the original form and can be recovered
from the BE theory by neglecting elastic effects. The extended Doi theory [133] includes
elastic effects; however, the model can also be recovered from the bracket formulation by
altering the dissipative contribution [F, H] [64]. The expanded dissipation bracket requires

even more phenomenological coefficients without a clear physical meaning. For that reason,
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in the remainder of the thesis, we limit the attention to the baseline theories: the transversely

isotropic fluid, the Leslie-Ericksen model and the Beris-Edwards model.

2.9 Computational fluid dynamics

The fluid motion is described by a system of nonlinear, partial differential equations. Due
to the complexity of the governing equations, obtaining analytical solutions of flow problems
may be possible in basic geometries (channel, pipe flows). That is of limited use from the
industrial point of view since the industrially relevant flows occur in manifolds, contractions
and mixers. The increase of available computing power in the last fifty years have given rise
to a new area of fluid mechanics - computational fluid dynamics (CFD) [36]. A typical CFD
solution is based on dividing the domain of interest (e.g. mixer, extruder) into a large number
of smaller sub-domains, discretising the governing relations and solving the resultant system
of equations for the unknown variables such as the velocity and pressure. For more complex
materials, information about the microstructure orientation and deformation can be obtained
by solving additional transport equations. Numerical calculations presented in this thesis are

solved with the finite volume method; a detailed description is provided in [36, 37].
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Chapter 3

Numerical solver

This chapter presents details of the implementation and validation of the solver used to

conduct the simulations, whose results are discussed in subsequent chapters.

3.1 Implementation

Numerical simulations described in further chapters of the thesis are performed in rheoTool
- the open-source OpenFOAM toolbox dedicated to modelling non-Newtonian and electri-
cally driven flows [145]. OpenFOAM is an object-oriented, unstructured, finite volume solver
used for numerical simulations of both laminar and turbulent flows [107]. The code employs
the SIMPLEC pressure-velocity coupling scheme to solve the Navier-Stokes equations sup-

plemented with the non-Newtonian stress tensor [145].

RheoTool and, more specifically, one of its solvers rheoFoam has been frequently used
by the non-Newtonian fluid mechanics community to model viscoelastic flows [46, 146, 147]
with a symmetric stress tensor. The stress tensor in the models considered in this thesis (trans-
versely isotropic fluid, Leslie-Ericksen and Beris-Edwards) need not be symmetric [43, 64],
so rheoFoam is not suitable to model the flow of liquid crystals. One of the major contribu-
tions from the research in this thesis is the development of the solver rheoFoam?2, which is
capable of simulating constitutive equations with a non-symmetric stress tensor; the source
code of the solver is presented in the appendix A. rheoFoam?2 can simulate any constitutive
behaviour, however in this thesis we limit our attention to nematodynamic equations. Open-
FOAM provides a consistent framework for the implementation of new models, where the
physics introduced by each model is described in a single file. In case of the Leslie-Ericksen

and Beris-Edwards models the solution algorithm follows the same procedure
1. Solution of the microstructure evolution equation: director transport equation in the LE
theory or the Q-tensor transport equation in the BE model.

2. Calculation of the non-Newtonian stress contribution based on the director/Q-tensor
field.

3. Solution of the Navier-Stokes equation with both Newtonian and non-Newtonian con-

tributions to the stress tensor.
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Source codes of the Leslie-Ericksen and Beris-Edwards models are presented in the appendix
A.

3.2 Director evolution upon a pure rotation

Analytical solutions of the Leslie-Ericksen and Beris-Edwards models are possible only
in the limiting cases of simple geometries (e.g. channel flow at an infinite Ericksen num-
ber). For more complex flow geometries (bends, contractions, mixers), numerical solutions
only are achievable. In this section, we consider the evolution of a single director element
subject to a pure rotation (fig. 3.1). The suitability of time discretisation schemes is exam-
ined by comparing analytical and numerical predictions. Simulations of viscoelastic flows
with rheoTool employ either the first-order Euler (forward and backward) or the second-order
Crank-Nicholson schemes [46, 107, 147]; hence, the performance of these discretisation tech-

niques is examined and compared with the analytical solution.

Figure 3.1. Rotation of the director field in a channel flow.

3.2.1 Analytical solution

Consider a simplified version of the Leslie-Ericksen equation (2.53) with D = 0, K = 0,

that reduces the angular momentum balance to

N=n—-n-w=0, 3.1
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and represents a pure rotation of nematic molecules. If the flow and director are confined to

the same plane (fig. 3.1), the director and vorticity tensor are defined as

n = [nlu 712], (32)

w

_Vv—(Vv)T_ 0 —-114
a 2 1 o2

v _ v g agsumed constant. Re-writing the vorticity
Oxo o0z

tensor via a similarity transform, equation (3.1) can be diagonalised to give

2 141 ) 0 141 2_
BN LJ + [0 —i] [VJ 5 = 0. 3.3)

The analytical solution of eq. (3.3) is:

where v is the fluid velocity and v =

V1 = COS (%t + cl) + 7 sin (%t + cl> , (3.4a)
B ¥ (A
V9 = COS (_§t + cz) + ¢ sin (—§t + 02) , (3.4b)

where ¢, and ¢, are integration constants. Inverting the similarity transform and assuming

that att = 0, n = [cos(fp), sin(6y)]7, the director evolves as

N, = COS (%t — 00> , (3.5a3)

Ny = — sin (%t - 90> , (3.5b)

which thus satisfies [n|? = 1.

3.2.2 Solution with the explicit Euler scheme

In order to solve the simplified director evolution equation (3.1) numerically, we limit our
attention to a single grid point. Assuming that the orientation of n is known at the kth time
level, the director orientation at the (k + 1)th time level can be calculated by applying the
explicit Euler scheme [148]

k= pk —nka, (3.6a)
nitt = nk + nka, (3.6b)

where a = ZAt. The magnitude of n is then [n**!|> = [n*|?(1 + a?); hence, for || # 0, n

grows unbounded as shown in fig. 3.2.
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Figure 3.2. Comparison of the evolution of n; predicted analytically and numerically with the first order for-
ward Euler scheme. The variation of ny is analogous and thus not shown here.

3.2.3 Solution with the implicit Euler scheme

The director evolution at a fixed grid point can be numerically modelled through the im-
plicit Euler scheme [148]. If the components of n are known at the kth time level, then the

director orientation at the next time step is calculated as

n n
k+1 g —any

et = (3.7a)
ki1 any +ny 37h
I T G70)
where a = ZAt. Thus [n"+!? = (114;?22)2 In*|? and the magnitude of director decreases with

each time step as shown in fig. 3.3.
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Figure 3.3. Comparison of the evolution of n; predicted analytically and numerically with the first order back-
ward Euler scheme. The variation of ny is analogous and thus not shown here.

3.2.4 Crank-Nicholson scheme

As shown in the previous sections, the first order Euler schemes are inappropriate to model
the evolution of the director field, since these approaches cannot maintain [n|?> = 1. There-
fore, we investigate the performance of the second-order Crank-Nicholson scheme [148]. If

the components of n are known at the kth time level, then the director orientation at the next

time step is calculated as

4 — a®\n* + dank

nktl = ( 4)+1a2 2. (3.8a)
4 — a®)nk — dank

ot 2 o donf )

where a = 1At. Therefore, (nj™)? + (n5™")? = (n})? + (n%)?, so the Crank-Nicholson

scheme maintains a constant director magnitude in a pure rotation.

3.3 Director normalisation

Examples above illustrate that among the time discretisation techniques available in Open-
FOAM, only the Crank-Nicholson scheme maintains the constant director magnitude when n
is subject to a pure rotation. In real flows, an accurate modelling of the director field requires
to incorporate both extensional and elastic effects and 1 evolves as

h — -h
h:L—ﬁ(n-D—nnn:D)+n~w. 3.9

T 71
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By taking the scalar product of the above equation with n, we obtain the evolution equation

for the director magnitude

1D\n]2 2 |:’I’Lh Y2 :|
L =(1-|n|—=Ln-D|. 3.10
2 Dt ( ") Y1 T ( )

Provided that the initial director field is of unit magnitude everywhere in the domain, the
inclusion of nnn - D and nn - h is supposed to ensure that |n|? = 1. However, due to the
finite computer precision, the director magnitude need not be identically one after each time

7
off errors may propagate further, violating the requirement of a unit-length director field. For

step, and the term (1 — |n|?) ["—h - 2n- D] can alter the director’s magnitude. The round-

that reason, the OpenFOAM solver described in section 3.1 re-normalises the magnitude of

the director field after each iteration.

3.4 Solver validation

Validation of the full Leslie-Ericksen model is undertaken by analysing the steady-state
flow of nematic liquid crystal through a straight pipe with homeotropic boundary conditions

(fig. 3.4). The analytical solution at Er << 1 is compared with the numerical predictions.

R
r
flow direction ~ )
3 S

homeotropic anchoring

Figure 3.4. Fully developed, steady-state, straight pipe flow is considered in this section.

3.4.1 Analytical solution

Angular momentum

The director orientation is governed by the angular momentum balance in the Leslie-
Ericksen theory

hzmn-h_ o (ﬁ(n-D—nnn;D)—N) =0, (2.83)
71

N

where ~; are dimensionless coeflicients and h, D represent dimensionless molecular field
and strain rate tensors respectively. At finite Ericksen numbers, the system is fully non-linear
and intractable. Therefore, we focus on the £'r << 1 limit (the director orientation is not

affected by the flow and the steady-state director configuration minimises the free energy),
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where the steady-state director balance simplifies to

h—nn-h=0. 3.11)
In the one-constant approximation, the dimensionless molecular field reads

h =V’n. (3.12)
At the boundary (r = }Tz—i = 1), the director is anchored normal to the wall direction

n = [n,, ng, nsg =[—1, 0, 0], (3.13)

where n,., ng, ns are radial, tangential and axial components of the director respectively. We
assume that the steady-state solution is axisymmetric, so the n, = 0. The solution of eq.
(3.11) was presented in [149, 150] and reads

[N, N, ns) = [—sind, 0, cosd), (3.14)
where
R*
0 =m—2tan" ! (T—) ; (3.15)

is schematically denoted in fig. 3.4. Components of the director field are plotted in fig. 3.5.
The director escapes from the radial direction at the wall into the axial direction at the pipe

axis, hence the configuration shown in fig. 3.6 is called an escaped solution [43].

—n

—nN

Figure 3.5. Variation of radial and axial components of the director.
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Figure 3.6. Director field in the limit of zero Ericksen number.

Linear momentum

Even in the limit of Er << 1, the analytical solution of the momentum balance is not

obtainable for an arbitrary set of Leslie viscosities «;. For typical liquid crystals [21, 43]
log| = |as| = |ag| << |az| = |as| = O(1), (3.16)
so in order to obtain the analytical solutions we assume that
a; =ag = ag =0, Q9 = —Qs. (3.17)

The above assumption enables to obtain an analytical solution for the flow of the Leslie-

Ericksen fluid at a low Ericksen number, and the velocity profile is given by

vs 1—r% 1 4 9
o G~ 1 —§a21n(1+r + (—4as + 2)r7)
0s* aj

+ tanh-! r? — 20y + 1 a3 — sa
2\/0&2(0&2 — 1) \/042(042 — 1)

2 _ 1
+ tanh"! as —1 0= 5% a2[21n(2) 4 In(—ay + 1)] (3.18)
o <\/a2(a2 —1) ) Vas(az —1) 2

where the full derivation of eq. (3.18) is presented in the appendix A.2 and the starred vari-
ables refer to dimensional quantities, o; = 22—1 are dimensionless viscosities. The inclusion
of the non-Newtonian contribution makes the material more viscous in the regions where
the director is parallel to the velocity gradient direction. Hence, the effective viscosity is the
largest at the wall and the smallest at the pipe axis (fig. 3.7). The difference between max-
imum and minimum viscosities depends on «w; as |as| increases, the shear-thinning effects

are more pronounced and the peak velocity is higher (fig. 3.8). For low Ericksen number
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flows, the effective viscosity can be calculated from the analytical velocity profile

205 ¢ 8 Jp
fr—y = — — _— .1
Weff 054 ’U:R*Q as* Y (3 9)
where
B 1 27 R
v = — /¢>=0 - vl (r)rdr, (3.20)

is the mean velocity. The effective viscosity as a function of « is plotted in fig. 3.9 and
indicates that 7., increases linearly with |a,|. That is also the case in a channel flow with
homeotropic anchoring; however, since the director aligns with the velocity gradient every-
where in the domain, the increase in the effective viscosity is more significant than in a pipe
flow (fig. 3.9).

ol ——a, = -0.9
e, = -0.5
0.8 - a, = -0.1
- = «a, = 0 (Newtonian)
0.7F 2
06
~ 05}
0.4 F
03F
02F
01F
0 | | | | | | | | |
0 0.2 0.4 0.6 0.8 1 1.2 14 1.6 1.8 2

20‘:ff/0‘ji

Figure 3.7. Distribution of dimensionless effective viscosity for a range of «.
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——a, = -0.9
o, = -0.5

a, = -0.1
--a,= 0 (Newtonian)

2.5

Figure 3.8. Velocity profile for a range of ais. U, represents the mean streamwise velocity.

— pipe flow (Er=0)
—— channel flow (Er=0)

Mot

0.5 1 1 1 1 1 1 1 1 1 |

Figure 3.9. Effective viscosity as a function of a in a capillary and channel flows in the limit of Er — 0.
The effective viscosity in a channel flow is given by 7.y = =22tgatas
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The non-Newtonian contribution also affects the distribution of normal stresses. The vis-
cous component of the first normal stress difference is given by
dv,
Ny = —agn,n, =2, (A.8)
or
In the low Er limit n is independent of o, and the velocity profile depends at most only
weakly on aw, so the peak of /V; is predominantly determined by the magnitude of aw, as
shown in fig. 3.10. The second normal stress difference is given by
20907 + az + ag + a5 + a6 v,

Ny = 5 o (3.21)

and therefore due to the simplification (3.17), Ny = 0 for the set of parameters chosen in this
section. For materials where eq. (3.17) is not satisfied, the second normal stress difference

need not be zero, but its magnitude is usually much smaller than Ny [15].

09

0.8 o, = -0.1

0.7 -

0.6

0.4

03

0.2

0.1

0 1 1 1 1 1 1 1 1 1 |

0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1

Ni/[vias/(2R7)]

Figure 3.10. Distribution of the viscous component of the first normal stress difference for a range of a.

3.4.2 Verification of the numerical solution

The solver described in section (3.1) is verified by comparing the numerical results with
the benchmark analytical solution. We assume that the fluid is stationary and use homeotropic
anchoring for the director field. A cyclic boundary condition is implemented at the inlet and
outlet by neglecting the director and velocity gradients in the stream-wise direction. The fixed

pressure gradient is chosen to set £ = (0.001, as a representative case for the low Ericksen
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number limit. The cyclic boundary condition enables us to use a mesh with a single unit
cell in the flow direction, as shown in fig. 3.11. Spatial gradients are discretised through a
second-order central differencing scheme with an absolute convergence criteria for velocity,
pressure and director set to 107%. Computations are initialised with zero velocity and the

director field oriented in the axial direction n = [n,, ng, ns) = [0, 0, 1]

Grid refinement study

The mesh refinement of the capillary geometry considered in this section is controlled by
the parameters ¢, and c,, schematically depicted in fig. 3.11. We conduct the grid refinement

study by considering three meshes with different cell densities:

* M; with ¢; = 8 and ¢, = 16, giving N = 576 cells in total;

* M, with ¢; = 16 and ¢y = 32, giving N = 2304 cells in total;

* M3 with ¢; = 32 and ¢y = 64, giving N = 9216 cells in total.
Numerical predictions of director, velocity and normal stress profiles collapse on the same
curve as the corresponding analytical solutions (fig. 3.5, 3.8 and 3.10) even on the coarse

M; mesh. We quantify the convergence of the numerical solution through the normalised
[?-norm [151]

Z (SOlanalytical -S Olnumerical ) 2
E(Solumerical) = ) 3.22
( © 1) \/ Z (SOlanalytical ) 2 ( )

The relative errors in the prediction of 6, v, and N; are compared in table 3.1 and indicate
that as the mesh density increases, the numerical solution is closer to the reference analytical

solution. Therefore, we conclude that the solver was implemented correctly.

Table 3.1. Relative errors obtained on meshes M; — M3 for as = —0.5.
Relative error M7 | Relative error M5 | Relative error M3
0 5.6-1073 1.6-1073 9.2.107¢
Vs 81-1073 6.4-1073 2.4-1073
N, 6.3-102 3.9-1073 3.1-1073

3.4.3 Convergence rate

The convergence time varies depending on the mesh refinement. When the computations
run on four cores in parallel, the simulation converges in around 30 minutes, three hours,
and 16 hours for the M;, M, and Mj3 grids. The calculation requires about 60 - 10'? floating
point operations on the M; mesh. The convergence history of v, and # in the M; grid is
shown in fig. 3.12 and the convergence plots for M, and M3 meshes are qualitatively similar
and not shown. The computation time on M5 and M3 meshes can be reduced by employing

the mapFields utility [107], which allows to map inputs (velocity, pressure, director fields)
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Figure 3.11. Grid used for the mesh refinement study.

between different meshes. The computational cost of the simulation on the M5 mesh can be
decreased by initialising the relevant variables with the solution obtained on the coarse M,
grid. An analogous procedure can be repeated on the most refined grid. The mapFields utility

will be exploited in further chapters when dealing with more complex geometries.

3.4.4 Alternative validation approaches

The solver presented in this chapter was validated in the limit of weak flow, where the di-
rector orientation is only affected by elastic effects, and hence the director-flow cross-coupling
has not been tested. Therefore, a further solver validation could involve other potential test

cases:
* High Ericksen number shear flow to examine whether the director aligns at a Leslie
angle to the flow direction.

* Low Ericksen number channel flow with a wall-parallel anchoring. Since the director
is nearly horizontal, the velocity profile remains parabolic, while the flow causes minor

director distortions. This method of solver validation was presented in [151].

* Comparison with analytical solutions for the backflow effect [43].
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Figure 3.12. Convergence of the relative velocity error.

» Comparison with other solvers, which use alternative solution techniques, for example
the lattice Boltzmann [142], or the finite element method [152].
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Chapter 4

Flow of liquid crystals in straight pipes

Straight pipes are the fundamental element of any piping system. Their presence has a
gross effect on the pressure drops encountered in process equipment, based on which pipework
is chosen. Understanding the fluid rheology in this simple configuration is the first step to-
wards validating model predictions against experiments. In this chapter, we examine the
predictions of the nematodynamic equations (TIF, LE, BE models) in straight pipes (fig. 4.1)
with wall parallel and homeotropic boundary conditions. The straight pipe configuration is
also a precursor for the curved pipe flow, which is discussed in the next chapter; some of the

conclusions made in subsequent sections of this chapter are also applicable to more complex

geometries.
homeotropic/wall parallel anchoring
r=R
] ) r
flow direction 0
ﬁ _____ S ___________
r=0

Vs(r=R)=0

Figure 4.1. Geometry considered in this chapter: a straight pipe with no-slip boundary condition on the wall.
Homeotropic and wall-parallel director boundary conditions are considered. Throughout the simulations we
employ a fixed pipe radius R = 1 mm.

4.1 Transversely isotropic fluid

Since the TIF model does not contain an elasticity contribution, its predictions are inde-
pendent of the anchoring type. In steady-state capillary flow, the stress field is axisymmetric,
the secondary motion vanishes so we are interested in the streamwise component of the mo-

mentum balance [18]

ap a7—’/‘8 TTS
9s o .1

where % is the streamwise pressure gradient and 7, is the shear component of the stress

tensor. The TIF model neglects elastic stresses, so 7 has only a viscous contribution and is
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given by
T =2uD+ 2D : nnnn + py(nn - D + D - nn), (2.27)

where p; are material viscosities. The director orientation 7 is calculated from the angular

momentum equation
n—n-w+An-D—-nnn:D)=0, (2.29)

where A is a tumbling parameter. The solution of the angular momentum equation (2.29) is

given by [15]

IA—1 IA+1
n(r % 07¢) = [nT7n¢7ns] = [_ 7707 % ) (42)

hence, the shear component of the stress reads

“2) ov, 4.3)

rs — 2 7"82 e .
e o o 2) %

Since the director orientation does not change, the term 1 + 241 (n,n,)° + £2 is constant
and can be treated as a modified Newtonian viscosity. Implementing the no-slip boundary

condition vs(r = R) = 0, the velocity profile is given by

vy = (u + 201 (nmg)? + %) %R; [(%)2 — 1] , (4.4)

which is the same as for isotropic, constant viscosity fluids. However, in contrast to the

Newtonian approximation, the TIF model introduces non-zero normal stress differences

v,
Ny = —2un,n4(n? — n?) ! : (4.5a)
or
9 v,
N2 = (2,LL17ZT + M?)nrnsﬁ- (45b)

The presence of normal stresses does not affect the flow in a straight pipe, however as will be
shown in the next chapter, N; and N, control the secondary motion in curved pipes [24, 153,
154].

4.2 Leslie-Ericksen and Beris-Edwards models

In contrast to the transversely isotropic fluid model, the Leslie-Ericksen and Beris-Edwards
theories account for microstructure elasticity, and the orientation of rod-like particles is gov-

erned by the competition of static and hydrodynamic effects. Each of the models introduces
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a viscoelastic stress

8 — aynnnn . D + asnN + asNn + auD + asnn - D + agD - nn

(4.6)
~KVn - (Vn)’,
. I I I
T =puD - ¢ (Q+§)'H+H'(Q+§)—2(Q+§)(H5Q)
90 0 4.7)
CH.Q- Q. H— g4 ICn
al‘i 8xj

which is computed from the solution of the angular momentum equation describing the ori-

entation and degree of alignment within the microstructure:

h—nn-h v

——=(n-D—nnn:D)—- N =0, (4.8a)
g !
D
D_Cf =S+TI'H, (4.8b)
where h = —% and H = —‘SJ;L% + %tr ‘5]}% measure the configurational departure of n

or the @ from the minimum Helmholtz free energy. We consider the one-constant approxi-

mation, with the nematic energies given by

fi= %K(Vn) (Vn)T, 4.9)

deG = fc? + fnematic

1

, . b . (4.10)
= 5K Qi Qing + §tf(Q Q) — gtr(Q -Q-Q)+ i Q- Q),

where K is the Frank elastic constant and a, b, ¢ are coefficients in the expansion of the bulk
energy density; S expresses the contribution of hydrodynamic effects acting on the @Q-tensor
field

S=(ED-Q)Q+ ) +(Q+)ED+N) ~ %@+ D@ Vu). @1

Material parameters used in the Beris-Edwards model are similar to those used in [155]:

* The Frank constant K@ = 40 pN.
* The tumbling parameter in the BE model £ = 1.02.
1

* The relaxation parameter I' = 7.29 (Pa-s)~".

* The Newtonian viscosity ¢ = 0.2 Pa - s.

We consider two sets of bulk free energy density coefficients

eSetl: a =-2- 10‘3%, b =4- 10‘2%, c =4 10‘2% — ¢y 2 39-10°m
and the equilibrium order parameter is S., = 0.6208 (eq. (2.67b)). These material

parameters are representative for flows where the defect size is significantly smaller

87



than the characteristic geometry length-scale év/r = 3.9-1072 << 1. For thermotropic
liquid crystals, the typical defect dimension is O(nm) [140], however this thesis aims to
explore the rheology of lyotropic liquid crystals, where the defect size can be of larger
magnitudes due to the inclusion of solid-like particles (bricks) that are used to provide

a solid-like soap consistency.

*Set2:a=—2-10°M b =4.10"2 ¢ =4-10"2 - ¢y ~ 3.9-10* mand
Seq = 0.6208. These parameters are representative for flows where the defect size is of

a comparable magnitude as the geometry length-scale ¢v/r = 3.9 - 1071,

Throughout the calculations, the Ericksen number is defined as

@RO[4
K 7

Er = (4.12)
where v denotes the mean stream-wise velocity and the pipe radius R is chosen as the ge-
ometry length-scale. K and oy are Frank constant and the Newtonian Leslie viscosity, both
of which are required in the Leslie-Ericksen theory. The Frank constant can be mapped be-
tween LE and BE models through eq. (2.61) and is given by K = ZquKQ = 30.8 pN.
Leslie viscosities are calculated via eq. (2.75): a; = —0.1445 Pa - s, ap = —0.1287 Pa - s,
as =—0.023Pa-s, ay =0.2091 Pa-s, a5 = 0.1757 Pa - s, ag = 0.0239 Pa - s.

The Ericksen number in the BE model is defined as

4 1
Ergg = —(1—8?)%=
T"BE ,U+9( S)fr

oR
2KQS2,

(4.13)

which ensures that in the uniaxial, constant order parameter limit, the same Ericksen number
represents an identical partitioning of hydrodynamic and elastic contributions, which control
microstructure orientation. Additionally, in case of the Beris-Edwards model, the relative
importance of flow and bulk effects acting on the order parameter is quantified through the
Deborah number

30

De=—°" 414
“= a+b+oRT +14)

Analytical solutions of the Leslie-Ericksen and Beris-Edwards theories are not possible
due to the high degree of nonlinearity of these equations. For that reason, the governing
equations in the LE and BE models are solved numerically on the M3 grid discussed in the
previous chapter (fig. 3.11). The cyclic boundary condition on the inlet and outlet is em-
ployed, enabling use of a single cell in the axial direction, thus reducing the computational
cost of simulations. Spatial gradients are discretised through a second-order central differenc-
ing scheme with absolute convergence criteria for velocity, pressure and director set to 1076,
Computations are initialised with zero velocity and horizontal director fields throughout the

whole domain.

88



4.2.1 Homeotropic anchoring

Low Ericksen numbers

Computations are undertaken to describe the flow of the LE and BE fluids, as these equa-
tions are too complex to obtain an analytical solutions for both orientation and velocity dis-
tribution. Numerical calculations indicate that at low E'r, the defect size plays a key role in

determining the director configuration in the BE model. In the ¢v/r << 1 limit:

* The Q-tensor has a pair of repeating eigenvalues (fig. 4.2), indicating that the liquid

crystal is uniaxial.

* The degree of molecular ordering is predominantly governed by f,ematic, Which drives

the liquid crystal towards the uniaxial state, as shown in fig. 4.3 (red line).

* The order parameter is controlled by the bulk contribution f,,c,,q4tic, and apart from a
thin near-wall layer (0.85 < r/R < 1), S does not vary significantly (fig. 4.4).

* The director points in the radial direction at the wall and escapes into the axial direction
at the pipe axis (fig. 4.5). The behaviour is qualitatively similar to the Leslie-Ericksen

theory, which is the uniaxial, constant order parameter limit of the BE model.

The configuration of the micostructure significantly differs when the defect size is of a

comparable size to the geometry length-scale:

* The Q-tensor has three distinct eigenvalues (fig. 4.2), meaning that the liquid crystal is

not uniaxial, as in the case for év/r << 1.

* There is not enough space for the director to escape into the axial direction, so the
Helmholtz free energy is minimised by reducing the order parameter near the axis, as
shown in fig. 4.4.

* The director is oriented in the radial direction everywhere except from the pipe axis (fig.
4.5), where the vector corresponding to the non-repeating eigenvalue is parallel to the

axial direction.

* The behaviour of the microstructure is schematically illustrated in fig. 4.6, where the
liquid crystal transforms from uniaxial state at the wall to fully biaxial state at » ~ 0.5

(fig. 4.3) and back to a planar-uniaxial field at the core.
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Figure 4.2. Distribution of eigenvalues for flows with different defect sizes. Red labels correspond to a uni-
axial state, while at v /r = 3.9 - 1071, the liquid crystal has three distinct eigenvalues and the system is in a
biaxial state.
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Figure 4.4. Order parameter S = \/g VA2 + A3 + A3 at different €. Due to a decreasing shear rate near the
pipe axis, the order parameter is governed by the bulk effects, which elevate the order parameter at = 0.
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Figure 4.5. Predictions of the axial component of the director field at Er = 0.05. For é~/r = 3.9¢ — 1 only
the near wall director field can be represented as a vector and hence ng near the axis is not shown.
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uniaxial biaxial planar-unjaxial

Figure 4.6. The planar-radial solution predicted in the nearly static configuration. The order parameter at the
axis is negative meaning that the director lines in a plane normal to the pipe axis. Reprinted with permission
from [135].

Despite the varying defect size and its implications on the microstructure, the velocity
profiles are similar in all three cases analysed (fig. 4.7). The similarity between LE and BE
model with {5 /R << 1 is expected since both represent a uniaxial liquid crystal with a
constant (or nearly constant) order parameter. The director orientation at the wall is the same
in all three cases considered: m is parallel to the velocity gradient direction, and the fluid
is most viscous. However, depending on the relative magnitude of the defect size (6~ /r), the
mechanism of shear-thinning differs; for é¥ /r << 1, the shear-thinning occurs via the director
reorientation and m aligns with the velocity direction at the pipe axis (fig. 4.5). In contrast,
for larger é¥ /R, the decrease in viscosity is predominantly caused by the reduction in the order

parameter (fig. 4.4), which decreases the contribution of the non-Newtonian stresses.
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Figure 4.7. Predictions of the axial velocity at Er = 0.05.

The similarity of velocity profiles need not imply the similarity of normal stresses (fig.
4.8) and emphasise the complex nature of non-Newtonian fluids where normal stresses are
also significant. The first normal stress difference Ny = 7,5 — 7., can be of the same order of
magnitude as the shear stress, however it does not have any effect on the velocity distribution
in a straight pipe [18]. The stress tensor in the LE and BE models has both viscous and elastic
components and eq. (2.52) implies that the distribution of normal stresses strongly depends on
the microstructure configuration, which is controlled by the defect size. When ¢~ /r << 1, the
uniaxial limit is recovered, and the prediction of the BE model resembles the LE theory (fig.
4.8). In contrast, for larger ¢v/r, the viscous component of the first normal stress difference

is negative and much smaller in magnitude than in the escaped radial solution.
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Intermediate Ericksen numbers

As the Ericksen number increases, hydrodynamic effects become stronger. In the planar
radial configuration (é¥/r = 0.39), the biaxial ring shrinks (fig. 4.9) and is completely de-
stroyed at v ~ 5. Above a threshold Ericksen number, the director assumes the escaped
radial configuration irrespective of the relative magnitude of the defect size (fig. 4.10). The
non-uniform order parameter introduces a spatial variation in the strength of elastic effects;
the Frank constant is effectively smaller in the regions of lower S (eq. (2.61)), which are
thus more prone to director distortions. As £ increases, the order parameter at the pipe axis
becomes smaller (fig. 4.11), and in effect, the resistance to director rotation is the weakest
there. In contrast, the presence of walls imposes perfect alignment (S = 1), so the resistance
to imposed distortions is the strongest there. In the case of ¢~ /r = 0.39, the region of the ele-
vated order parameter is the widest, which corresponds to the smallest rotation of the director
field (fig. 4.10). The Leslie-Ericksen theory is a limiting case of the Beris-Edwards model
with £ /R — 0; as a result, the microstructure resistance to director rotation in the near-wall

region is smaller than in the BE model with a spatially varying order parameter.
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Figure 4.9. Biaxiality at Er = 2.5 for different %V. Compared to fig. 4.3 the region of biaxial behaviour
shrinks.
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Figure 4.10. Comparison of the director field at Er = 5
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Figure 4.11. Comparison of the distribution of order parameter at Er = 5.

The velocity distribution is similar to the low Ericksen number regime, and the shear
thinning mechanism is the same for all configurations (fig. 4.12)- the effective viscosity is
largest at the wall, where the director is parallel to the velocity gradient direction and smallest

at the axis, where n and v align. The varying order parameter changes the distribution of the
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first normal stress difference (fig. 4.13); a high gradient in the order parameter near the wall
produces significant elastic stresses, which are absent in the LE theory. The maximum normal
stress is larger as the defect size decreases because the order parameter changes over a smaller
distance (fig. 4.11).
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Figure 4.12. Comparison of the velocity field at Er = 5
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Figure 4.13. Comparison of normal stress difference profiles at E'r = 5.
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High Ericksen numbers

At higher Ericksen numbers, the director orientation is controlled by the flow effects, and
apart from the near-wall layer, n aligns at a small angle to the flow direction (fig. 4.14). For
the parameters employed in this chapter, the shearing motion is strong enough to affect the
order parameter, as shown in fig. 4.15. The Deborah number is higher for the second set of
parameters (eq. (4.14)), and hence, the dominance of flow effects causes a more significant
increase in the order parameter. The degree of molecular ordering affects the Leslie angle,

which for a uniaxial, constant order parameter in the @) tensor framework is given by

0 = lcos_1 ((i> ) (4.15)

Therefore, the elevated order parameter at higher Ericksen (and thus Deborah) numbers (fig.
4.15), results in a better director/flow alignment as shown in fig. 4.14. For typical liquid
crystal parameters, 6, < 10°, so the increased alignment has little effect on the velocity dis-
tribution, which has a Newtonian-like profile everywhere except the near-wall, highly viscous

region, as shown in fig. 4.16.
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Figure 4.14. Comparison of the axial component of the director field at Er = 100.
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Figure 4.15. Order parameter S = \/%\/ A? + A3 + M2 for different & at Er = 100.
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Figure 4.16. Comparison of the velocity field at Er = 100
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Flow alignment at the infinite Ericksen number

In the Leslie-Ericksen theory with K' = 0, the director aligns at the Leslie angle (eq.
(4.15)) to the flow. The situation is more complex in the case of the Beris-Edwards model,
where the alignment angle depends on the order parameter (eq. (4.15)). The alignment is
controlled by the order parameter, which depends on the Deborah number; De quantifies the
relative importance of flow aligning to bulk effects, thus controlling the distribution of the
order parameter (fig. 4.17). For De << 1, bulk effects dominate, and the order parameter
is only weakly affected by the flow; increasing De improves the molecular alignment. Since
the shearing effects are the strongest at the wall, the order parameter is highest at "/r — 1
(fig. 4.17); conversely, the increase in S is the smallest at "/r — 0, where the shear rate is

minimum.
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Figure 4.17. Variation of order parameter at infinite Ericksen number with different Deborah numbers. Ratios
% = —0.05and § = 1 are constant in all cases; a, b, c are parameters of the bulk-free energy density (eq.

2.64) in the BE model.
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4.2.2 Wall-parallel anchoring

The wall-parallel anchoring produces less interesting rheological behaviour than the homeotropic
boundary condition. The director aligns with the flow (fig. 4.18), and the viscosity is nearly

constant across the pipe, which results in a Newtonian velocity profile (fig. 4.19).
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Figure 4.18. Comparison of the director field at Er = 2.5 with wall parallel anchoring. Note that the x-axis
scale starts at 0.92, so the director is nearly aligned with the flow.
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Figure 4.19. Comparison of the velocity field at Er = 2.5 with wall parallel anchoring.

4.3 Summary

Predictions of the Leslie-Ericksen and Beris-Edwards models were investigated in a cap-
illary flow. Homeotropic anchoring results in a rich rheological behaviour: the effective vis-
cosity decreases with the Ericksen number, and the zero-shear viscosity limit is controlled by
the relative magnitude of the defect size £y /R (fig. 4.20). At low Ericksen numbers, the di-
rector distribution is predicated on £/ R; when £y /R << 1, we recover the Leslie-Ericksen
number limit and the shear-thinning occurs via director reorientation. As the capillary di-
mension decreases (keeping £y constant), there is a phase transition in the director field; the
director field changes from the uniaxial state at the wall, to the bixaial state at » = (.5, and
back to the uniaxial state at the pipe axis. In contrast to the £y /R << 1 limit, shear thinning
occurs via a local reduction of the order parameter. All simulations discussed in this chapter
were initialised with a horizontal director field. A future investigation of other initial director
configurations and a potential time variation of the imposed pressure gradient could help to

reveal potential hysteresis in the selection of the steady-state.

The wall-parallel anchoring nearly aligns the director with the flow, which results in a
Newtonian behaviour with a nearly constant shear viscosity % ~ G [15]. At high
Ericksen number (O(10%)), the flow aligning effects are so strong that the wall anchoring
is irrelevant, so the wall-parallel and homeotropic boundary conditions result in the same

effective viscosities (high shear plateau).
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Figure 4.20. Comparison of the shear curves produced by LE and BE model with different defect length-
scales. The effective viscosity is normalised by the viscosity scale 5. Letters h and p refer to homeotropic
and wall-parallel anchoring, respectively.

103



Chapter 5

Flow of transversely isotropic fluid in

curved pipes

The majority of liquid crystal studies present in the literature focus either on static prob-
lems [135, 156] or investigate flow of nematic liquid crystals in simple geometries, such as
straight channels [66, 142, 155] and pipes [157, 158]. These studies are of limited use for
industrial purposes since the manufacturing of FMCG products involves material transport
through complex pipeworks, which may consist of bends, manifolds and contractions. The
flow of Leslie-Ericksen fluids in a planar contraction was investigated by Cruz et al. [151];
their results demonstrate a strong dependence of the microstructure orientation and flow on
the Ericksen number. Cruz’s work was extended to model free surface flows [159] and indi-
cated the key role of wall anchoring in controlling process parameters such as filling time. Kos
et al. [160] analysed the behaviour of the Beris-Edwards in a junction of three perpendicular
pipes and found that the number of inlet and outlets determines the flow and microstructure

configuration.

One of the major undertakings of this thesis is the investigation of liquid crystal behaviour
in curved pipes. Studies of flow in bends were initiated by Dean [161, 162], who has shown
that for a Newtonian fluid, the combination of fluid inertia with pipe curvature is responsible
for the emergence of secondary flow. Experimental measurements of complex fluids demon-
strate that in the absence of inertia, secondary flow can be generated by non-zero normal
stress differences [163]. The effect can be modelled through Oldroyd-B and UCM mod-
els [154, 164], where the (positive) first normal stress difference acts similar to fluid inertia.
Analyses of viscoelastic flows in curved pipes were extended by Fan et al. [153], who demon-
strated that the (negative) second normal stress difference in the Oldroyd 3-constant model
reduces the magnitude of secondary motions. The normal stresses within liquid crystals are
generated by the interaction of microstructure with the flow; they can be of any sign, depend-
ing on the material properties and the shear rate [27]. This chapter uses perturbation analysis
to investigate soap flow (represented as a nematic liquid crystal) in the limit of infinite Er-
icksen and zero Deborah numbers. The governing equations are simple enough to yield an
analytical solution, which provides insight into the behaviour of liquid crystalline materials

in geometries that induce flow curvature.
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5.1 Problem formulation

5.1.1 Geometry

We analyse the steady-state, fully developed flow of liquid crystals in a curved pipe. The
system is schematically shown in fig. 5.1 and can be most conveniently described in toroidal

coordinates (7%, ¢, s*).

bendaxis

Figure 5.1. Toroidal geometry used in the analysis. Reprinted with permission from [24]. Copyright Elsevier
2022.
5.1.2 Equations of motion

The flow of a non-Newtonian fluid through a curved pipe with a constant diameter is

described by a set of momentum and continuity equations [154]

op* O} 1015 1 1
= rr = _N* e B . _ N* 51

or*  ort | 0 + e + R+ cos [ Ty SINQ i cos¢} , (5.1a)

19p* 01y 1075 2 1

06 o 0 +T*Tr¢+R6—|—T*COS¢[TT¢COS¢+( © 4 N3)sing]
(5.1b)

1 op*  orr, 1015, 1 9 ) o

m@_ or F 8¢ +FTrs+m [TTSCOS¢—T¢SSH1¢} ,

(5.1¢)

or* | r* R§+r*cos¢_R3+r*cos¢ F@qb’

where p* is the pressure, 7;; denotes the symmetric stress tensor, v* and v* represent dimen-

sionless radial and tangential velocity components, respectively. The normal stress differ-
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ences are defined as

L= Tas = Toms (5.3a)
5 = Trr = Tope (5.3b)

Throughout this chapter, starred variables refer to dimensional quantities, while their dimen-

sionless counterparts appear without a star.

5.1.3 Constitutive equation

Here, we treat soap as a uniaxial, constant order parameter nematic liquid crystal, where
the orientation of the microstructure is represented by the director field n. The behaviour
of the microstructure can be described by the Leslie-Ericksen theory, which introduces a

configuration-dependent stress tensor [34, 43]

" =ainnnn : D* + ajnN* + osN*n + o;D* + ainn - D* + o D* - nn — K*V*n(V*n)T,
(2.52)

where IN* is the corotational derivative of the director, o are Leslie viscosities, K™ is the
Frank constant and D*, w* are symmetric and antisymmetric components of the velocity
gradient tensor. Computation of the stress tensor requires knowledge of the microstructure

orientation, which is modelled by the angular momentum balance [34]
h*—nn-h* —y;(n- D* —nnn : D*) — 4 N* = 0. (2.53)

For the distortion energy density, we use the one constant approximation and the molecular
field reads

h* = _0fa = K*V*n. (5.4)
on

5.1.4 Non-dimensionalization

Throughout this chapter, we introduce the following dimensionless quantities

8_5* r_r* u_'v*-er U_fv*-e¢, w_v*-es
ry’ ry’ wg wg wg
(rs)? - o o - (5.5
h =2_p* =2 _7r* a; = — §=—r, p=p 5
? aq * Y (2 aX ) %) aq * 7
K 5 W3 S R S We

where W - the maximum axial velocity - denotes the velocity scale.
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Equations of motion

Substituting scaled variables (eq. (5.5)) into the momentum equation (5.1) gives the set

of dimensionless momentum balance equations

ap . aT’I‘T ]-aTr(j; 1 1 .
o= or r oo -+ TNQ + B (=T sin g — Ny cos ¢] , (5.6a)

19p _ 07y | 1074 + ng + 9 [Ty cOS @ + (N1 4+ N3) sin @) , (5.6b)

;345 - Or r dp r B
Lop Or 10714 1 26 ‘
Bds  or ' r 0¢ e T3 [7rs COS & — Ty siN O], (5.6¢)

and the continuity equation reduces to

O(urB) N J(vB)

0= o 96 5.7
where
B =1+ ércos ¢, (5.8)

is the distance from the bend axis normalised by the bend radius. In the limiting case of a

small curvature, 0 — 0, and the system can be considered as a straight pipe.

Angular momentum and stress

The dimensionless stress is obtained by substituting eq. (5.5) into the stress definition:
(2.52)

1
T =2D+oynnnn : D+asnN+asNn+asnn - D+ogD - nn—E—Vn(Vn)T, (5.9)
r

Wgr(’jou;
K*
tion is obtained in the same manner and reads

where Er = is the Ericksen number. The non-dimensional angular momentum equa-

h—nn-h

Z —Y(mn D —-nnn:D)—~yN =0. (5.10)
,

Based on the process parameters given by Bryan et al. [38], soap is typically manufactured
at Er >> 1, which allows us to neglect the elastic contributions in eq. (5.9) and (5.10),
therefore reducing the stress and director balance to the transversely isotropic fluid model
provided by Ericksen [110]:

T=2D+2unnnn : D+ py(nn - D+ D - nn), (2.27)
n=An-D—-nnn:D)+n-w, (2.29)
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2v90x o
<a1+%+ 12 2), fy = a5 — 222, (2.57)

Stream-wise pressure gradient

Results presented in section 4.1 show that the TIF model predicts a uniform director dis-
tribution in a straight pipe with a constant viscosity. The velocity profile is parabolic with the
peak value of [45]

e - 5)* 9p"

0= """ - (5.11)
Antep Os
1.7 is the orientation-dependent effective viscosity given by
a 2 3
Mg =5+ 2 (nn)” + % (5.12)

where n§°> = n§°) (M) are director components obtained from the straight pipe (zero curvature)
calculation. The dimensionless pressure gradient in a straight pipe is obtained by substituting
the scaling equation (5.5) into the definitions of peak velocity (5.11) and viscosity (5.12) to
yield

op

> p
o = —4(1+ 2 (nOn0)” + £2). (5.13)

2

5.1.5 Stream function

For a steady-state, fully developed flow in a bend, the motion in the » — ¢ plane can be
considered separately from the stream-wise component. For that reason, we use the stream

function approach [165] with r— and ¢— velocity components defined as [154]

1oy
=5 (5.142)
1oy

5.1.6 Perturbation method

Solutions to the linear and angular momentum equations ((5.6) and (2.29), respectively)
are obtained as perturbations to the straight pipe solution. The perturbation parameter is

chosen as 9 << 1, and solutions are sought in the form of

m=00

w= Y §"w™(r ¢), (5.15a)

m=0
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) = 2 0™ (r, ¢), (5.15b)
m=0

n= i ™™ (r, ¢), (5.15¢)
m=0

where w is a dimensionless axial velocity.

5.1.7 Boundary conditions

We assume that the fluid is stationary at the wall. Hence, the no-slip boundary conditions

impose the following restrictions on the s—, r—, ¢— velocity components:

(™)
T =

w(m)(r =1)=0, ¢(m)(r =1)=0, 9

1) =0. (5.16)

There is no long range ordering of the director field because of the absence of elasticity, so

the director orientation on the boundaries need not be specified.

Perturbation equations were solved with the mathematical manipulation software Maple
2020 [166].

5.2 Solution

5.2.1 Solution procedure

The flow of a transversely isotropic fluid in a curved pipe is described by the solution
of the linear and angular momentum equations (5.6) and (2.29), respectively. Substituting
the definition of dimensionless pressure gradient (5.13) into the s— component momentum
equation (5.6¢) enables us to eliminate the axial pressure gradient:

opl 01 1074 1

0 :
0= —ag + 87’ r a¢ + ;Trs + QE [TTSCOS¢ - T¢s Sln¢] ’ (517)

where % is specified by eq. (5.13). The steady-state momentum balance equation (5.6) can
be written in the form Vp = V - 7, expressing the pressure-stress balance. Hence, the curl of
the pressure gradient describes the rotational force balance within the fluid; the :th component
of V x Vp represents the force balance in a plane normal to the ith coordinate. The radial
and azimuthal components of the pressure gradient terms are eliminated, and the momentum

balance in the r — ¢ plane reads

_182N2 B l@Nz 827‘,»(25 §87}¢ _ l(’?QTm
rordp 12 d¢ or? r Or r2 0¢?

(Vpr)Szoz
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or 0¢

RERSY)

(8[B_17‘(Tr¢ cosd + (N1 + No)sing)] 9[B! (—7.4sinp — Ny cos ng)])
(5.18)

The equality above suggests two sources of the secondary motion: 1) a combination of normal
stress differences and bend curvature expressed by the second bracket on the right-hand side
of eq. (5.18); 2) an imbalance of the second normal stress difference /N, and the shear stress
Tr4 in the 7 — ¢ plane. In the limiting case of a straight pipe flow, 6 = 0 and the stress

distribution is axisymmetric, so there exists no secondary motion.

5.2.2 Leading order (O(1)) solution

The leading order solution represents the straight pipe limit (0 = 0) and describes major
contributions to the director and velocity distributions. The leading order s— and r — ¢

components of momentum balance (equations (5.17) and (5.18)) are given by

op\” _ond 1
=L =" 4 270 5.19
(83) or Tyl (5.192)
(V x Vp©), =0. (5.19b)
(%)(O) is the O(1) component of the pressure gradient (eq. (5.13)) while the shear stress

depends on both director orientation and the shear rate

0 _ p2 A () (07) 4 2 0w

5 T (B.3a)

Other components of 7(*) are not relevant to the leading order solution and are thus listed in
the appendix B.2. The stress tensor is computed based on the director orientation, which is
calculated form the O(1) components of angular momentum balance equations. The r—, ¢—

and s— components of the steady-state director balance are given by

ow©
A2 — X+ 1 =0 5.20
( (nr ) + ) 87“ ) ( a)
ow©
nOnPn®=— =0, (5.20b)
T
ow©

2A(n")? = A —1)

o = 0. (5.20c)

The non-trivial solution for the director field reads

A—1 A+1
w0 400 =) = | Ao A

: (5.21)

where A is the tumbling parameter; for |\| > 1, the liquid crystal aligns in the shear plane,
while |A\| < 1 describes tumbling materials; in this thesis we focus on the former group. Note

that the director balance equation (5.20) is also satisfied for arbitrary director field when
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Vv =0.

Substituting eq. (B.3a) into the axial momentum balance (eq. (5.19)) and imposing the

no-slip boundary condition (eq. (5.16)), the solution is given by
wO(r, ¢) =1 —1r2, (5.22)

and further details are presented in the appendix B.2. The O(1) solution represents a straight
pipe flow with the axisymmetric distribution of stress and velocity. 7., = 0 and N, is inde-

pendent of ¢ (appendix B.2), so the secondary motion vanishes and

WO (r, ¢) = 0. (5.23)
The flow rate is found by integrating the velocity profile across the pipe cross section:

27 1
Q.= QO — / / wOrdrdg — ~. (5.24)
¢=0 Jr=0 2

5.2.3 First order (O(6)) solution

The leading order solution corresponds to a straight pipe and predicts an axisymmetric
velocity and director distributions. We pursue the first order solution to investigate the ef-
fect of flow curvature on the configuration of the microstructure and the velocity distribution.
Studies of other non-Newtonian fluids in curved pipes [154, 163, 167] indicate that the com-
bination of geometry curvature and normal stresses induces a secondary motion. Secondary
flows lead to additional viscous losses, while not contributing to the throughput, thus affect-
ing the power consumption. Hence, a correct estimation of the power expenditure can serve

as a guideline when selecting the pumping equipment.

The solution of higher order terms follows the same procedure as for the leading order
components. Grouping O(d) components in the expansions of linear momentum s— and

r — ¢ equations gives

9 or 1ory) 1
0= —6pr cos ¢ + ; + = (9(25 + =1\ + 2| 7{Dcosg — T(;(sg) sin¢] ; (5.25)
s rooor r

1Ny 1N 0 30 ) 10
r Ordg r2 0¢ or? ror " r2 9¢?

(0) (0) (0) (0) (0)
107, 1 Otss’  OT, 10N 2 or,
+sin ¢ < 2 4 (N + + ) +cos ¢ (; Loy ;87752) L)

r oo r or or oo or
(5.26)

where 7() is the O(§) contribution to the stress tensor defined in appendix B.3. Similarly
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to the leading order solution, calculation of the stress tensor requires the solution of angular

momentum equation, whose O(J) components read

0) (1)
oz—ﬁ%%mwdmA+n+w@%%4A+m, (5.27a)
0)
0= —2nIVRE AL
or
FV2VR =X [ = D22+ (A1) (22— o) = (0= DV (wOrsing + 242),
(5.27b)
ow® ou™
o:mﬁ>a MMA—D—¢58 (A—1). (5.27¢)
r T

Expressing 7! in terms of w(!) and ¢)(") (eq. (B.5)) and substituting into the linear momen-
tum balance equations (5.25) and (5.26) we obtain a pair of differential equations of w® and
M (eq. (B.7) and (B.8) in the appendix B.3). Further algebraic manipulation and imple-

mentation of no-slip boundary condition (eq. (5.16)) provides the solutions

wW(r, @) = (kyr® + kor + ks + kg7~ 1) cos ¢, (5.28)
4—0b 3
1) _(,a _ AP
Y (r, ) (7“ +b_17“ b_lr)asm(b, (5.29)

where a, b and k; are material-dependent parameters. The contribution of O(J) solution to

the flow rate is given by

2 1
Q= [ [ wrdrds o, (5.30)
=0 Jr=0

so despite the fact that the first order solution affects the distribution of the axial velocity
profile, the flow rate remains unchanged. We can use the definition of the stream function to

compute components of the secondary velocity

10y 4—b 3

(1) - _ N (O _ b—1

u(r, ¢) T (r-+b__1 " )aco&@ (5.31)
oy —3rt b —b+4

(1) = pr— 3 1

v (r, @) o (4r + P )asm¢. (5.32)

Components of the director field are found by substituting the velocity components into eq.

(5.27) and rearranging:

3V2(r —rY)av/ A+ 1 .
8r3v/\

0S ¢, (5.33a)

112



.0 [9aA a4+ VA= 1k + DVA T 1} NG
ng (r,¢) = | — r

AV/X+ TV
\/5{ - 3a[(b — 12N+ b2 — 2h — 1] /N 1(b— 1)}

_ 7J;—?)
A+ 1)(4b — 4)
V2(ky —1)VA—11 \/5[261(17—4)+(b— Dk VA2 — 1} I
— -+ — | sin¢,
4vV/X r AW/ AN+ )b -1) r2
(5.33b)
(7. 6) = C3V2(r = rhayA - 1 cos 6. (5.330

8r3v/\

Material dependent coefficients a, b and k; representative for some liquid crystalline materials
are listed in table 5.1. Since |a] << 1, the O(J) contribution only marginally affects the
radial and axial components of the director field (eq. (5.33a) and (5.33c) ). There is however
a problem with with n((;), as the last two fractions on the right-hand side of eq. (5.33b) diverge
at the pipe axis (r — 0). The singularity can be avoided when the coefficients of 7~ and >

are zero, which happens when
A= 1. (5.34)

In this limit /A — 1 = a = k3 = 0, so the coefficients of ' and 72 in eq. (5.33b) are zero.
The limit represents a liquid crystal, whose molecules align with the flow direction, normal
stresses are zero, so the secondary flow disappears. The singularity at » = 0 comes from the
leading order solution, where the director orientation is indeterminate at the pipe axis due to
the zero shear rate [168]. That causes problems in calculating the O(4) contribution. The
né)l) component is only significant close to the pipe axis (fig. 5.2), where the director field
rotates towards the bend axis. The singularity is an artefact of the perturbation approach and
violates the requirement |n\2 = 1; however, n((;) but has little effect on the flow field, as it only
contributes to 7(?), and has therefore no impact on the O(J) velocity solution. The problem
of an indeterminate director field is eliminated in the Leslie-Ericksen and Beris-Edwards
models, where the director director orientation on the pipe axis is such that the Helmholtz

free energy is minimised [142, 169].

Table 5.1. Coefficients a and b for different liquid crystals.

Liquid crystal I35 2 A a b k1 ko ks k4

5CB 132 -0.76 1.09 0.012 320 0.749 —-0.754 0.003 0.003
MBBA 1.16 -0.84 1.02 0.001 321 0.749 -—-0.753 0.002 0.002
PAA 1.73 -0.77 1.06 0.018 331 0.750 —0.751 < 0.001 < 0.001
Newtonian fluid [154] 0O 0 0 0 0 0.750 —0.750 0 0
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Figure 5.2. Contour of the director magnitude and the projection of the director field onto the r — ¢ plane for
5CB, § = 0.2. Director magnitude increases near the pipe axis, which is caused by a singularity in n((;). The
region of pipe axis is blanked out for visualisation purposes.

5.2.4 Second order (O(6?)) solution

We pursue the second order solution to investigate the effect of pipe curvature on the flow
rate. Other studies concerned with the fluid motion in curved pipes show that the O(6?)

velocity component is of the form [154, 164]
w®(r, ¢) = w? (r) + w§ (1) cos(26), (5.35)

where the exact definition of wZ@) depends on the constitutive equation. The expression is
universal and comes from the expansion of axial momentum balance (eq. (5.17)). There
cannot be a component proportional to sin(2¢), which would violate the symmetry about the

centreline. The O(4?) contribution to the flow rate is thus

d=2m

¢=27 r=1
QY = / / w (r, ¢)rdrdp =
o) r=0

=0

r=1
/ w® (ryrdrdg, (5.36)
¢»=0 r=0

so only solutions for w§2) are sought as wéz) has no effect on the flow rate. Due to the co-

ordinate induced singularity in n(!), the second-order analytical solution is not realisable for

arbitrary p; and A, so we consider the following set of material parameters

2211y A:_5+\/1—7

202 — A -1’ 4 (5-37)

H1 = —

which via eq. (B.11b) gives b = 3. Fortunately, this is within 10% of the values measured
for liquid crystals such as MBBA, 5CB and PAA (table 5.1). A is negative, which is typical
for discotic liquid crystals [158]. Despite that, the calculations are pursued further to observe

the effect of pipe curvature on the flow rate. Following the same procedure as with the lower
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order contributions, the stream-wise velocity is given by

WP (r) = pur + por® + par® + par + ps, (538)
where p; = p;(112) are constants derived and listed in appendix B.4. The O(4?) contribution
to the flow rate is found by integrating the velocity across the pipe and yields

2 1
Q® — / / w®rdrdd = 21 (% + % +24 % + %) . (5.39)
»=0 Jr=0

5.3 Results

5.3.1 Sources of the secondary flow

Curvature induced motion

The role of normal stresses is demonstrated through the »r— and ¢— components of the
momentum balance (equations (5.6a) and (5.6b), respectively). The effect of N; + N5 comes
through the ¢ component of the momentum equation (5.6b) and is responsible for propelling
the secondary flow in the upper part of the pipe near the wall. Analogously, N; appears in
the r— component of momentum equation (5.6a) and drives the returning secondary motion

at the symmetry plane. The action of normal stresses is schematically depicted in fig. 5.3.

Figure 5.3. Schematic illustration of the action of normal stress differences in the » — ¢ plane. Reprinted with
permission from [24]. Copyright Elsevier 2022.

Inspecting components of 7(9) (eq. (B.3) in appendix B.2) we note that

. ng) = 0.

. Nl(o) and NZ(O) are linear in r and independent of ¢.

Observations above enable us to simplify the O(J) contribution of normal stress differences
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to the momentum balance in the r — ¢ plane (eq. (5.18)):

1 {8[7“(7'@ cos ¢ + (N1 + Na)sing)]  O[(—Tesinp — Ny cos )] }

r 67’ agb
N(O) 2N(0)
— g Sin¢ = (\:[11 =+ 2\:[12) sin ¢7 (540)
where

N
0) _ .

o _28w(0) | (5.41)

or

is the coefficient of the 7th normal stress difference. \I!Z(O) is undefined on the pipe axis, due to
the zero shear rate and indeterminate director orientation. If we neglect the non-Newtonian
contribution in 7(!) (we assume that the first bracket on the right-hand side of eq. (5.18)
contains only the Newtonian contribution), the combination of stress imbalance and geometry
curvature is the only mechanism driving the secondary flow, and the stream function is given

by

_r(r +3)(1—1r)?

W _
/l/}C’U/I‘U 45

(U} + 2W,) sin 6. (5.42)

The derivation of the equation above is presented in appendix B.4.1. A schematic visualisa-
tion of the vortex (rotating region of a fluid) is shown in fig. 5.4; its intensity is proportional
to Uy + 2W, and the vortex eye has a fixed location ¢eent = 7, Teent =~ 0.42. The direction
of the secondary motion is controlled by the sign of Nl(o) + 2N if Nl(o) + QNQ(O) > 0, the
stream function is negative and the vortex rotates counter-clockwise in the upper half of the
pipe. That is qualitatively similar to the constitutive behaviour represented by the Oldroyd-B
and UCM models, where |N;| >> |N5| [15], so the rotation is effectively controlled by the
sign of N;. The normal stress differences within liquid crystals can be of any sign [15, 27],
hence a flow reversal is possible. Substituting components of 7() defined in eq. (B.3) into

eq. (5.40) gives
S 549

indicating, that for infinite Ericksen number flows and in the absence of other effects, the sign

of 111 + pe governs the direction of secondary motion.
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Figure 5.4. Schematic illustration of a vortex driven only by the normal stress difference.

8

The order of magnitude analysis conducted by Fan et al. [153] show that for zero Reynolds
number flows, the pressure gradient and normal stresses balance in the pipe core (fig. 5.5).
Therefore, the secondary motion is initiated by the imbalance of normal stresses and Vp in
the near-wall region. When |N;| >> |N|, the direction of the secondary motion is gov-
erned by the sign of N;. A positive first normal stress difference represents tension within
the microstructure (not within the flow, since %—1;’ = () [170]. The stress is reduced as the fluid
migrates towards the pipe axis, and induces a counter-clockwise motion (fig. 5.6). The mech-
anism is similar to the rod-climbing effect, where the normal stress reduction occurs when the
fluid climbs along the rod [170]. Conversely, when the microstructure is in compression, the
fluid reduces its deformation by migrating away from the bend axis, and a clockwise rotation

in the upper half of the pipe arises.

| bend axis

irection of rotation
depends on N;

o RN
/ \
/ “Vp=Ny/R)
] |

Figure 5.5. The pressure gradient is balanced by normal stresses in the core of a bend.
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Figure 5.6. Schematic illustration of the effect of microstructure tension on the direction of the secondary
motion. The red line represents a flow streamline, whose strain produces a secondary motion. Blue arrows
denote the direction of the secondary motion.

In plane stress imbalance

The contribution of stress imbalance to the momentum balance in the r — ¢ plane is given
by the second term on the right-hand side of eq. (5.18)
1 1 (1) (1) (1)
12NV 1oNyY Py 30my  10°1,

_; aragb - ﬁ 3gz5 8T2 r 87“ - ﬁ 8@52 ) (544)

and indicates that imbalances between Nz(l) and 7'7%)

can produce secondary motion. This
mechanism of flow generation was investigated by Ravnik and Yeomans [171], who have
shown that the presence of defects in a cylindrical capillary results in stress imbalances, thus
inducing a secondary motion; the resultant director and flow fields are schematically depicted
in fig. 5.7. The secondary motion is strongest close to the defects, which accelerate the flow
[171]. In case of the TIF model, the absence of defects in the steady-state does not allow for
secondary flows in a straight pipe. However, due to the combination of flow curvature with
microstructure deformation we distinguish other mechanisms that contribute to a flow in the

r — ¢ plane:

« Shift of the stream-wise velocity field towards the bend axis. The velocity distortion
produces additional gradients in the ¢ direction, thus contributing to a stress imbalance;

* Director reorientation caused by a non-axisymmetric flow field;

* Inhomogeneous viscous contribution dependent on the director orientation.
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These mechanisms are illustrated in the definition of 7'7%)

(0) ) . [ nl0),,(0) w®
1 _ o, (0, 1) (02 , M2 8“)_ (0) H2Tr sin ¢ ()27 s "o
Tré _2ns ilij) (lul(nr ) + 4) or +?ns w 9 J
director r;c,)rientation axial velovcity shift
(0)\2 (1) (1)
po(ne)? +2 (0u v 1)
— . (B.5b
* 2r ( 0¢ + ar ( )

inhomogeneous viscous contribution

Figure 5.7. Schematic depiction of a secondary flow driven by a pair of defects [171]. Dashed black lines de-
note director field and the red lines indicate the direction of rotation.

Relative importance of curvature and imbalance effects

The cumulative contribution of the curvature and stress imbalance effects on the secondary
flow is described in the expression for the stream function i/ (eq. (5.29). The vortex strength
(and thus the secondary flow velocities (") and v(")) scale with the parameter a, which is
defined as

2\/ A2 — 1(5)\,&1 + 5)\,&2 — 3,&1)

= — ) 5.45
¢ 9(TA%pq + TA% 10 + 102 — Mg — 64q) (545)

The curvature and imbalance effects can be separated by noting that
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* The contribution of V. 1(0) + 2N2(0) depends linearly on pi; + pi5 irrespective of the value
of A (eq. (5.43)).

* As A\ — 1, the contribution of y; to the stress imbalance effect vanishes (eq. (5.21),
(B.5b)).

* In the limit gy = —pue, curvature effects vanish and for A — 1, the stress imbalance
depends only on fi5.

The above observations enable us to distinguish the separate contributions to the material-

dependent constant a:

curvature effects in plane stress imbalance
7\ 7\

2V —T2A( + ) + Bpa (A — 1) + B

5.46
9(7)\2[L1 + 7)\2[12 + 10)\2 — A,ul — 6,&1) ( )

with their relative importance described by the factor
_ curvature effects _ 2A(p1 + pi2) (5.47)

stress imbalance 3 (A — 1) 4 3Ap

For the liquid crystals listed in table 5.2, —1 < x < 0, showing that imbalance effects govern
the rotation of the director field; the negative sign of x implies that curvature effects resist
the rotation and thus decrease the magnitude of the secondary flow. In the case of PAA, the
ratio  is closest to —1 (curvature and imbalance effects are of comparable strength), and the
secondary flow is the weakest.

Table 5.2. Nematic viscosities converted to match the TIF model [43], the imbalance ratio x, analytical pre-
dictions of horizontal velocities at the pipe axis.

Liquid crystal ~ jq 142 A X a

5CB 132 -076 109 -0.57 89-1073
MBBA 1.16 -0.84 1.02 -0.26 10.8-1073
PAA 173 -077 1.06 -095 8.7-10714

5.3.2 Magnitude of the secondary flow at the pipe axis

The secondary flow is generated by the non-Newtonian stresses arising from the flow-
director interaction. At r = 0, flow is parallel to the symmetry line and the magnitude of the
velocity directed towards the bend axis (fig. 5.8) is given by eq. (5.14)
up Uy | (r=0,6=r) _ u(r=0,p=m) b—4

5 5 5 o1

(5.48)

Velocity predictions are compared in table 5.2. Since wu is positive for all materials con-
sidered in table 5.2, the fluid rotates clockwise in the upper half of the pipe; the rotation is
opposite to inertia [161, 162] and elasticity [154, 164] driven flows. The smallest velocity is

predicted for PAA due to the weakest dominance of stress imbalance effects.
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bend axis
I

Figure 5.8. Schematic illustration of ug. When ug, the secondary flow on the symmetry line is directed to-
wards the bend axis and the fluid rotates in the clockwise direction in the upper half of the pipe.

Based on table 5.2,
of 1 describes the scaling of the secondary velocity with the tumbling parameter

A — 1] << 1, so choosing this as a basis for a power series expansion

y (ug) _2(2u1+5u2)<—3u2+\@\/ (u2+2)(u2+4))—6>
i 9/ (12 +2) (p2+4) (T2 +10)

VA—T140((A—1)%?).
(5.49)

Above expansion indicates that for A close to unity the secondary flow scales linearly with
VA—1 x n. Therefore, the misalignment between director and stream-wise velocity
produces non-zero normal stresses that generate the secondary motion. When A = 1, the
director perfectly aligns with the stream-wise flow, normal stresses vanish, and the motion in
the » — ¢ plane ceases. We can extend this result to flows with finite Ericksen numbers: for
flows with homeotropic anchoring, the increased misalignment will strengthen the secondary
flow. A flow reversal can happen if the curvature and elastic contribution outweigh the stress
imbalance. In contrast, the wall-parallel anchoring improves the flow/director alignment and

thus weakens the secondary flow.

The intensity of secondary flow on the axis given by eq. (5.48) is plotted in fig. 5.9 as a
function of p;. Assuming that ;11 > 0 and py < 0 (as indicated in table 5.2), ug increases
as the magnitude of non-Newtonian viscosities increases. In the limit when when p; = 0,
pto — —2, the shear viscosity Nspeqr = 1+ %5 — 0, so even a small normal stress can produce

a strong secondary flow.
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Figure 5.9. Cross-pipe velocity magnitude at the pipe axis as a function of p; and g for A — 1. Inset: loca-
tion where ug is evaluated. Reprinted with permission from [24]. Copyright Elsevier 2022.

High director/velocity misalignment limit

In this paragraph we consider the effect of significant misalignment between stream-wise
flow and the director field on the fluid rheology. The director/velocity misalignment can
arise at low Ericksen number flows with homeotropic anchoring and usually varies spatially,
depending on the proximity to the wall. Perturbation analysis presented in this chapter cannot

account for effects of elasticity and for that reason we consider limit A\ — +oo (in which
0 0

o] = | = 2

misalignment. When A\ — 400, the magnitude of horizontal velocity directed towards the

, €q. (5.21)) as a precursor for flows with a significant director/velocity

pipe axis is given by

o () (b1 + pia) [ — 5vV2/ (11 + pa + 2) (1 + 2 + 4) + 15(puy + pao) + 30| v/2
S V(1 + 2+ 2) (1 + p2 + 4)(63(p1 + p2) 4 90) '

(5.50)

The magnitude of secondary flow is a function of j4; 4 112, indicating equal importance of both
viscosities. As the u; increase, effect of normal stresses becomes more significant, leading to a
stronger secondary flow. At the same time, the fluid becomes more viscous, so the magnitude

of the secondary motion remains finite for large ;, as shown in fig. 5.10.
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The effective shear viscosity in the limit of A = oo is given by

2 +
Netflroo = 1+ 2001 (nOn(”)” + % —1+ 8 . =y (5.51)

and must be greater than zero to avoid violation the second law of thermodynamics [45, 64].
Fig. 5.10 indicates that u, strongly increases as p; + 2 — —2; in this limit the effective
viscosity becomes negligible, and even small normal stresses generate secondary flows of

large magnitudes.

02—
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Figure 5.10. Magnitude of the secondary flow as a function of p; + po.

5.3.3 Structure of the secondary flow

The secondary motion of liquid crystals in a curved pipe consists of a pair of vortices
rotating in opposing directions. In the absence of inertial effects, for all liquid crystals con-
sidered in this work, the first order contribution to the stream function ¢/ > 0 in the upper
half of the pipe, and the fluid rotates counter-clockwise. The stream function distribution is
very similar for each of the fluids (PAA, MBBA and 5CB) considered, so only the contour
plot of ¢)(!) for 5CB is shown in fig. 5.11. Because |x| < 1, the secondary flow direction is
governed by stress imbalance effects, which is unique compared to other viscoelastic mod-
els (i.e. Oldroyd-B, UCM). In the latter models, the secondary flow is driven solely by the

combination of geometry curvature and normal stresses [154, 164].
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Figure 5.11. Contours of the stream function for 5CB. Positive stream function implies that the flow is rotat-
ing clockwise, which is opposite to the direction of a secondary flow driven by inertia. The left side of the
plot is closer to the bend axis. Reprinted with permission from [24]. Copyright Elsevier 2022.

5.3.4 Non-uniqueness of the shear viscosity and the effect on the secondary motion

The effective shear viscosity in the TIF model in a straight pipe flow is given by

(0) 2
Trs + A —
Neff = o0 — 1+ 2m (n7(~0)ng0))2 + % =1+ L L;Q)L = ) (5.52)
or ~ N~ d
NnN

A fixed value of 7,y, can be composed from an arbitrarily large set of material parameters
A and p;. As a result, the normal stress viscosity in materials with fixed 7., need not be

constant:

N1(0) 20N+ e

Y Y VR |
or

(5.53)

The effect is illustrated in fig. 5.12, where 7).y varies significantly for a fixed shear viscos-
ity, indicating that materials with similar shear properties can display significantly different
extensional behaviour. 7y is particularly sensitive to the value of tumbling parameter in the
limit A — 1, as 7. is only weakly affected by A in this regime (because n® — 0). There-
fore, the intensity and direction of the secondary flow can vary for materials with a fixed
shear viscosity (fig. 5.13), indicating that 7,y is not sufficient to characterise the complex
rheology of liquid crystals. The TIF model contains three material parameters (A, f1, ft2),
so an additional two measurements are required to describe the liquid crystal flow at infinite
Ericksen number, e.g. the measurement of the first normal stress difference and the Leslie
angle. These, in conjunction with the effective viscosity, enable full characterisation of the

material properties of the transversely isotropic fluid.
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Figure 5.12. The first normal stress viscosity 77y need not be constant for materials with a fixed shear viscos-
ity. Reprinted with permission from [24]. Copyright Elsevier 2022.
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Figure 5.13. The magnitude and direction of the secondary motion in materials with fixed n,,;y can vary sig-
nificantly. The plot was obtained for 7,y = 1. Reprinted with permission from [24]. Copyright Elsevier
2022.

5.3.5 Streamwise flow

Curvature effect on the stream-wise velocity and the director

In a straight pipe flow, the axisymmetric velocity profile produces an axisymmetric direc-
tor distribution, as shown in the inset of fig. 5.14. This is not the case in a curved pipe, where

due to the pipe curvature and non-Newtonian contribution the velocity field is given by (eq.
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(5.22) and (5.28)):
w=w" + 6wV +0(0%) =1 =12+ |k + kor 4 ks + kar®™ | cos ¢+ O(6?). (5.54)

The O(9) component shifts the peak axial velocity towards the bend axis (fig. 5.14), which
produces velocity and stress gradients in the ¢— direction. The velocity profile on the symme-
try line is similar to the Newtonian flow profile (fig. 5.15), indicating that the non-Newtonian
stresses have little effect on the stream-wise flow. Compared to the Newtonian fluid, the TIF
model introduces new parameters (k3 and k) into the O(J) contribution; however, for typi-
cal liquid crystals listed in table 5.1, the additional parameters are two orders of magnitude

smaller than coefficients k; and k-, and therefore the velocity profile changes only marginally.

Figure 5.14. Contours of the streamwise velocity field w = w(®) + §w(!) and the projection of the director
fieldn = n(® + énV) onto the » — ¢ plane. A shift in the director field is caused by the shift in the stream-
wise velocity field. Inset: the director field in a straight pipe. Reprinted with permission from [24]. Copyright
Elsevier 2022.
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Figure 5.15. Comparison of stream-wise velocity in a curved pipe predicted for a Newtonian and 5CB fluids.

The presence of flow curvature affects the velocity distribution, which in turn distorts the
director field: as r — 1, the velocity gradient in the radial direction dominates, and n is
confined to the » — s plane, similarly to the straight pipe flow. However, at r — 0, the
O(1) component of the velocity gradient vanishes (ag—? = 0), and the director orientation is
governed by O(0) effects. As a result, both director and velocity fields shift towards the bend

axis, as shown in fig. 5.14.

Power consumption and flow rate

For zero Reynolds number, isothermal flows any pressure work performed on a fluid is bal-

anced by the viscous losses [45, 165]

/Vp cudV = / @w + @u + l@v dV = —/@dV, (5.55)
ds or r 0o
—_———

dissipative contribution of
the secondary motion

where & = D : T is the dissipation, which represents the work required to overcome resisting
stresses. Since the secondary flow is absent in a straight pipe flow, all the pressure work is
spent to overcome the viscous losses in the axial direction. The situation is more complex in a
curved pipe, where the combination of stream-wise velocity and the secondary flow produce
a non-axisymmetric distribution of the dissipation, as shown in fig. 5.16. Smaller dissipation
away from the bend axis is only partially compensated for by increased dissipation near the

axis.
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Figure 5.16. Contours of viscous dissipation in the bend cross-section for SCB. Dissipation is normalised
with respect to the maximum value, § = 0.2. Reprinted with permission from [24]. Copyright Elsevier 2022.
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Figure 5.17. Change in the flow rate and the dissipation (at a fixed pressure gradient) compared with the
straight pipe flow. The green curve represents dissipation changes, while the blue dashed curve denotes flow
rate changes. Reprinted with permission from [24]. Copyright Elsevier 2022.

Compared to a straight pipe flow, the change in the flow rate can be written as

(5.56)

e
Qs Qs

A . — Qs 21 4 4
Q_«Q Q:52(% 25?2 §4+2p5>,

where Q. = Q© 4+ 6Q™ + 52Q® is total flow rate in a curved pipe and p; are defined in ap-
pendix B.4. Since Q'Y = 0 (eq. (5.30)), the pipe curvature introduces an O(§2) perturbation
to the flow rate. For a fixed pressure gradient, the higher flow rate increases the dissipation,
as shown in fig. 5.17. The later quantity increases by more due to the secondary motion,

which increases the total energy expenditure without contributing to the throughput.
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5.3.6 Validity of the perturbation method

The perturbed solutions are valid when higher-order contributions only marginally modify
the leading order solution. In the case of Newtonian flows, the Reynolds number and bend cur-
vature ¢ need to be sufficiently small so that the O(1) solution dominates. In this chapter, we
have neglected the inertial contribution to the flow; however, the TIF model introduces addi-
tional non-Newtonian stresses that interacts with the flow, and for the solution to remain valid,
we require the first order contributions to be smaller than the O(1) solution. A comparison of
relative magnitude of O(1) and O(d) components is made in table 5.3, which shows that the
perturbation solutions are valid for pi1, i, A > —1. The case p; = —1, uo = —1.5, A = 2 is

unphysical, which manifests in the excessively large contribution of the O(9) director compo-

(p1+p2+2)A2—p
222

in a complex coefficient b. As the magnitude of the TIF parameters increases, the relative im-

nents. The shear viscosity in a shear flow becomes negative, which produces
portance of the first order solution also increases, reducing the solution accuracy. Therefore,
in order to avoid excessive, leading order contributions, it is recommended to use material
parameters in the range —1 < py, e < 7, 1 < |A] < 7 (well within the range of material
parameters presented in table 5.2).

Table 5.3. The relative magnitude of first order terms with respect to the leading order solution for § = 0.2.
Red values indicate a singular behaviour, where radial and axial director components diverge.

) ma ()

pr op2 A max (Ju®/w®]) max(

-1 -1 2 0.21 0.05 0.19
-1 15 2 0.53 642 208
-1 -15 1.1 0.16 0.08 <0.01
2 -1.5 2 0.13 <0.01 <0.01
3 5 2 0.14 0.19 0.06
7 7 7 0.14 0.21 0.16
10 10 10 0.14 0.23 0.19
15 15 15 0.14 0.26 0.23

5.4 Summary

The creeping flow of a transversely isotropic fluid in a curved pipe is analytically described
through a perturbation expansion. We show that the secondary motion arises as a consequence
of the misalignment between stream-wise flow and director, which leads to generation of non-
Newtonian stresses. In the limit of |\ — 1| << 1, the magnitude of secondary flow in the

o

r — ¢ plane scales with n, ’, while for flows with a large director/velocity misalignment, 1,

and p5 are equally important, and the intensity of the secondary flow depends on i1 + po.

We distinguish two different effects responsible for the secondary flow: 1) a combination
of the normal stresses with the pipe curvature; 2) an imbalance of the second normal stress

difference and the shear stress in the »—¢ plane. The latter effect can also be present in straight
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pipe flows of active nematics, where an imbalance of elastic stress caused by defects produces
a secondary flow. In typical liquid crystalline fluids (5CB, PAA, MBBA), the curvature and
stress imbalance effects work against each other, the latter of which is dominant. For that
reason, the secondary flow rotates in the direction opposite to inertially and elastically driven
flows [154, 161]. There are two possibilities to tune the secondary flow: 1) by controlling the
magnitude of the parameter a (defined in eq. (B.11)), the strength of the secondary motion
can be effected; 2) by applying an external field (electric, magnetic), the director field can be
rotated, which would alter the non-Newtonian stress tensor, and therefor influence both the

secondary and streamwise motions.

A fixed effective shear viscosity of a transversely isotropic fluid can be constructed in
infinitely many ways from the material parameters A, p;. That does not guarantee a fixed
extensional characteristics, and 7y, can be orders of magnitude different from the shear vis-
cosity, depending on the choice of material parameters. As a result, materials with a fixed
effective viscosity can induce secondary flows of different intensities and directions. Hence,
an accurate characterisation of transversely isotropic fluids requires other flow characteristics,

such as first and second normal stress differences.

The geometry curvature affects the stream-wise velocity profile, which, compared to the
straight pipe solution, is shifted towards the bend axis. The perturbed velocity profile deforms
the director field, whose orientation is governed by the O(1) components at the wall and O(9)
contribution near the pipe axis. For a fixed pressure gradient, the flow curvature increases
both the flow rate and the dissipation. The increase in the latter quantity is more significant,
which is a manifestation of additional losses induced by the secondary flow. Therefore, it is

necessary to use stronger pumps to overcome additional viscous losses.

The next chapter provides an extension of the analysis made in this chapter by considering
the effect of wall anchoring in the finite Ericksen number regime and assessing the flow and

director development upstream/downstream of the bend.
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Chapter 6

Flow of Leslie-Ericksen fluids through
90° bends

This chapter investigates the flow of Leslie-Ericksen fluids through bends at finite Ericksen
numbers. Simulations are conducted to: 1) examine the effect of elasticity on the director and
flow fields; 2) assess the effect of bend entrance and exit on the velocity and director field; 3)

estimate the additional pressure drop due to the presence of a bend.

6.1 Geometry

The geometry considered in this chapter is schematically depicted in fig. 6.1 and consists
of two straight pipes with a radius r;j connected by a 90° bend. The outlet pipe has a length of
30r; to provide enough space for flow and microstructure to reach a fully developed state after
leaving the bend. Rj denotes the bend radius, and bend curvature has the same definition as
in the previous chapter (6 = ;—%). The flow is laminar, which enables us to assume that it is
symmetric about the z = 0 plane [161, 172]; thus, in order to reduce the computational cost

of simulation, we only consider flow above the symmetry plane.

6.2 Methodology

6.2.1 Governing equations

The motion of a Leslie-Ericksen fluid in a bend is described by a set of Navier-Stokes
equations. Numerical solutions are obtained in OpenFOAM and we have used our new solver
rheoFoam?2 (introduced in section 3.1) to model the director and stress evolution. The lin-
ear momentum balance is supplemented with a viscoelastic stress tensor describing the mi-

crostructure contribution

8][; * T
ovV*n (Vin)",

(2.52)

" = ajnnnn : D*+a;nN*+a; N n+o; D" +o;nn-D*+og D" nn—
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outlet

Figure 6.1. Schematic depiction of a 90° pipe bend and the pipe cross-section at the inlet. The red dot denotes
the centre of the coordinate system, which is located at the axis of inlet.

where the starred variables refer to dimensional quantities; «; are Leslie viscosities, IN*
denotes the co-rotational time derivative of the director field and f; is the Helmholtz free
energy, for which the one-constant approximation (eq. (2.44)) is used. Dimensionless vari-
ables appear without stars and are non-dimensionalised in the same fashion as in the previous
chapter (eq. (5.5)). The stress is computed based on the director orientation, whose evolution

is described by the angular momentum balance

h*—nn-h"—~;(n-D* —nnn: D*) -~y N* =0, (2.53)
where the molecular field h* = —% quantifies system’s departure from the minimum

Helmholtz free energy.

6.2.2 Boundary conditions

Boundary conditions employed in simulations are summarised in table 6.1; we impose a
uniform velocity distribution at the inlet, with the director aligned in the flow direction. The
outlet is located far enough downstream the bend exit, so the flow is fully developed; hence,

we prescribe a zero-gradient boundary condition for velocity and director.

Results of chapter 4 suggest that the fluid rheology significantly depends on the Ericksen
number and the type of wall anchoring. Director orientation not only affects the velocity
profile but also controls the magnitude of normal stresses, which were shown to have a sig-
nificant impact on the flow in a curved pipe [24, 167]. Therefore, we consider configurations
with both homeotropic and wall-parallel anchoring; details on the implementation of director

boundary conditions in OpenFOAM are given in appendix C.1.
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Table 6.1. Boundary conditions for the velocity, director and pressure fields.

location velocity director pressure
inlet uniform, fixed value w* = wg | flow-aligned, n = [1,0, 0] zero-gradient
outlet zero gradient zero gradient fixed value p =0
wall no-slip homeotropic/wall parallel zero-gradient
symmetry plane symmetry symmetry symmetry

The Ericksen number is defined based on the inlet flow properties, in the same manner as in
chapter 4:
WoTpy
Er = 77 (61)
where wy is the uniform inlet velocity, r is the pipe radius, o represents a viscosity scale

and K™ is the Frank constant.

6.2.3 Material parameters

We consider three different fluids whose material properties are listed in table 6.2. Pa-
rameters of fluid 1 are identical to SCB [43]; it has a small Leslie angle and —1 < x < 0
(x and describes the relative importance of curvature and imbalance effects (section 5.3.1)).
Parameters for fluids 2 and 3 are selected to investigate the effect of higher Leslie angles and
positive y (curvature and stress imbalance effects are additive in the limit of infinite Ericksen

number) on the flow behaviour.

Table 6.2. Nematic viscosities of the fluids considered in this chapter.

; (Pa . S) a1 () a3 Q4 (% (75 eL X

Fluid 1 -0.0060 | -0.0812 | -0.0036 | 0.0652 | 0.064 | -0.0208 | 12° | —0.57

Fluid 2 -0.01 -0.30 -0.05 0.200 | 0.400 | 0.050 | 22° | 3.02

Fluid 3 -0.01 -0.091 -0.046 | 0.200 | 0.173 | 0.037 | 35° | 2.03

6.2.4 Computational domain and solution details

Simulations are conducted on a bend with curvature 6 = 0.2 using three differently refined
meshes: M; = 118 200 cells (coarse), My = 799 600 cells (fine), Mz = 2 007 500 cells
(refined). Cross sections of the coarse mesh on the inlet and symmetry plane are shown in
fig. 6.2.

Simulation on the coarse grid is initialised with a stationary fluid and a horizontal director
field. Spatial gradients are computed with the least squares method [107] and the conver-

gence criteria for all variables are set to 1075, All simulations are run using four cores. The
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numerical solution is first obtained on a coarse grid; we then use the mapFields utility to map

the coarse grid solution as an initial condition for the fine mesh M/, and reduce the compu-

tational cost. The procedure is repeated on the refined M3 mesh. The calculation requires

about 10 - 10'° floating point operations on the M; mesh and takes about six times longer than

the laminar, Newtonian solution.

Figure 6.2. Computational domain of the bend used for simulations. For visualisation purposes only the

coarse grid M; is shown. The grid is refined in the near-wall region to capture sharp gradients of the direc-

as the size of flow-elastic layer scales with Er 95,

il

tor field

6.3 Results

6.3.1 Director field in a bend

The distribution of the director field in a bend shares characteristics with the flows already

analysed in previous chapters (flow at finite 7 in a straight pipe and flow at infinite £7 in a

curved pipe). The main features of the microstructure distribution are:

¢ Shift of the director field towards the bend axis

— At high Ericksen numbers, a displacement of the director field is caused by the

distortion of the velocity profile, whose peak moves closer to the bend axis. Due

to a small elastic contribution, the director field nearly aligns with the flow, and the
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stream-wise velocity profile resembles the Newtonian solution, for which the peak
R*—R}

=
To

velocity occurs at [154] ~ —0.074 when 0 = 0.2; the location coincides
with the location where the director aligns with the flow direction (8 = 0), as

shown in fig. 6.3.

— For small Ericksen number flows, the director orientation is governed by elastic
effects, which act to minimise the Helmholtz free energy. The curved pipe geome-
try is too complex to obtain analytical solutions for the director orientation even at
zero Ericksen number; however, analytical solutions in a curved duct can provide
a qualitative explanation. Calculations performed in appendix C.2 indicate that for
flows with the homeotropic anchoring, in the limit of one-constant approximation,
the Helmholtz free energy in a curved duct is minimised by the angle 6 (shown in

fig. 6.3) that measures the director deviation from the stream-wise direction

In (—) +In (-)
O(r)=m ) (C.5)
In ( 2 )
1
where r; and 7, are inner and outer radii of the duct. Therefore, the location where

the director aligns with the axial flow 7*(0 = 0) = R{\/(1+6)(1 —9) < R}
moves towards the bend axis as the bend curvature increases. The solution is

schematically visualised in fig. 6.4.

» Wall anchoring governs the director orientation in the near-wall region (director bound-
ary layer), whose size is determined by the Ericksen number, as shown in fig. 6.3. For
configurations with homeotropic anchoring, the director field escapes from the radial
into the axial direction. In contrast, there is little change in director orientation in con-

figurations with wall-parallel anchoring due to small Leslie angles.

Distribution of the director field with homeotropic and wall-parallel boundary conditions is

schematically illustrated in fig. 6.5.
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Figure 6.3. Variation of the director orientation at the centre of the bend predicted for fluid 1; distributions for
fluids 2 and 3 are similar and therefore not shown. 6 denotes an angle between director and flow direction.

Figure 6.4. Due to the geometry curvature, the director field at Er = 0 moves towards the bend axis to min-
imise the Helmholtz free energy.
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Figure 6.5. Director profile for Er = 10 at the symmetry plane of the bend for fluid 3. The red colour repre-
sents orientation for homeotropic anchoring and the black colour is the result for a wall-parallel anchoring.

6.3.2 Stream-wise velocity

The geometry curvature has a similar effect on the stream-wise velocity profile as on the
director field, and the velocity peak shifts towards the bend axis, as shown in fig. 6.6. For con-
figurations with homeotropic anchoring, the near-wall director-velocity alignment produces a

high viscosity layer; wall-parallel anchoring results in a nearly uniform viscosity distribution
with a Newtonian-like velocity profile.
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Figure 6.6. Stream-wise velocity profile in the bend centre predicted for SCB. Letters h and p refer to
homeotropic and wall-parallel respectively.

6.3.3 Secondary flow

Analyses made in the previous chapter describe two independent mechanisms that generate
the secondary flow: 1) the combination of normal stresses with geometry curvature, whose
strength scales with N; + 2N, and; 2) the imbalance of Nz(l) and 7'7%) in the r — ¢ plane,
(N{V = Nbend _ N3traioht i the change in the second normal stress difference due to the
ey

1
geometry curvature, T, ®

. has an analogous meaning). 7 is the dimensionless stress tensor

non-dimensionalised through eq. (5.5) and NV; are dimensionless normal stress differences.

The relative importance of these effects in the limit of infinite Ericksen number (no elasticity)

curvature effects
imbalance effects

is quantified through y = For liquid crystals considered in the previous chapter
—1 < x < 0, suggesting that imbalance effects control the direction of the secondary motion;
negativity of x indicates that curvature and imbalance effects oppose each other (y > 0 for
fluids 2 and 3, so these effects are additive, which results in stronger secondary flows). The
situation becomes more complex when elastic effects are present as the sign and magnitude

of y depend on Ericksen number and wall anchoring.

Fig. 6.7 and 6.8 show that the distribution of normal stresses in the bend centre is sig-
nificantly affected by the Ericksen number and type of wall anchoring. In order to measure
the relative change of a given effect (N; + 2/N; or NQ(I)) with respect to the infinite Ericksen

number limit we use the following expression

_ BB > [E(Er)?]
"lE) = BB =) \/ S E(Br = o0’ ©.2)
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where ' = N; + 2Ny or £ = N2(1). The relative changes are compared in table 6.3 and
indicate that the reduction of Ericksen number in flows with the wall-parallel anchoring de-
creases the contribution of curvature effects more significantly than the contribution of flow
imbalance effects. As a result there is a small increase in the intensity of the secondary mo-
tion, as shown in fig. 6.9. That is not the case for configurations with homeotropic anchoring,
where the increased contribution of curvature effects surpasses the strength of stress imbal-

ance effects and a flow reversal occurs at lower Ericksen numbers (fig. 6.9).

N, +2N,

0.4

—— Er=10, wall-parallel
—— Er=100, wall-parallel
—— Er=10, homeotropic

-0.5 ff
Er=100, homeotropic
— — Er=c0
_06 | | | | | | | | | |
-1 -0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8 1

Figure 6.7. Variation of the curvature effect (dimensionless) at the symmetry line for the fluid 1. Stresses are
normalised by the shear scale *22¢

.
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(R-R o)/r0

Figure 6.8. Variation of the imbalance effect (dimensionless) at the symmetry line for the fluid 1.

Table 6.3. Change in the strength of a given effect with respect to the infinite Ericksen number limit for fluid
1.

%(Ny + 2N3) | %(N{M)
10p 0.42 0.57
100p 0.87 0.88
10h 2.28 1.93
100h 1.35 1.11
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Figure 6.9. Effect of the Ericksen number on the magnitude of the secondary flow. For u},. > 0 the sec-

ondary velocity at the symmetry line is directed towards the bend axis, similarly to fig. 5.8.

Noticeably different behaviour is observed for fluids 2 and 3, where x > 0, meaning that
the curvature and imbalance effects are additive. In flows with homeotropic wall anchoring,
a decrease of Ericksen number increases the director/velocity misalignment, leading to an
increase in normal stresses, as shown in fig. 6.10 and 6.11; as a result, the intensity of the
secondary motion increases (fig. 6.9). In contrast, the wall-parallel anchoring decreases
the director/velocity misalignment, so the non-Newtonian stresses decrease, resulting in a
weaker secondary flow. It should also be noted that fluids 2 and 3 are characterised by a
considerably larger Leslie angle than fluid 1 (table 6.3). A large 6; imposes a significant
director/velocity misalignment even in the infinite Ericksen number limit, and therefore the
magnitude of secondary motion is less sensitive to the Ericksen number and wall anchoring

compared with fluids where A — 1.
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Figure 6.10. Variation of the curvature effect at the symmetry line for fluid 2.
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Figure 6.11. Variation of the imbalance effect at the symmetry line for fluid 2.

6.3.4 Entrance and exit velocity effects

The fully developed velocity profile in a bend is shifted towards the bend axis compared

to the straight pipe flow, as shown in fig. 6.12. Therefore, as the flow transitions between
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straight and curved pipe solutions, there is a stress gradient in the axial direction, which is
responsible for a spike in the transverse velocity (velocity component directed towards the
bend axis) as the fluid enters/leaves the bend (fig. 6.13). In the case of a creeping Newtonian
flow, the entrance and exit spikes are of the same magnitude because of zero normal stresses
[24, 154]. Further quantitative details on the origins of the spike are provided in appendix
C.3.
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Figure 6.12. Comparison of Newtonian velocity profiles in a straight pipe and a bend.
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Figure 6.13. Transverse velocity of a Newtonian fluid as it travels across the bend for § = ;(L = 0.2. sde-
0
notes the distance downstream the bend entrance and is schematically illustrated in the inset.

The analysis of entrance/exit effects in the case of liquid crystals is more complex due to
their non-Newtonian nature. Calculations conducted in appendix C.3 indicate two contribu-

tions to the velocity spike:

* Gradients of the shear stress in the axial direction (also present in a Newtonian flow).
In the case of liquid crystals, the shear stress has both Newtonian and non-Newtonian

contributions.

* Non-Newtonian stresses that drive the secondary motion in a fully developed curved

pipe.

Since there is a non-zero secondary motion in a fully developed curved pipe flow, spikes are
not of the same magnitude at bend entrance and exit, as shown in fig. 6.14 and 6.15. A
comparison of 75, with N2(1) indicates that the shear stress and its gradients are significantly
larger in magnitude than the second normal stress difference (fig. 6.16 and 6.17). For the
purpose of scaling analysis, let us assume that the spike magnitude is solely controlled by 7,
which in the steady-state, fully developed straight pipe flow is given by

2] ow (C.15d)

Ter = 5 ay + 20{171?713 + (—053 —+ OéG)TLz + (062 + Oé5)ns 87" ;

where subscripts r and s denote radial and stream-wise components of the director field re-
spectively. If we consider the flow close to the pipe axis, where n, — 0, 7, (and thus the

spike magnitude) is proportional to a2 + a4 + 5. The effect is confirmed in fig. 6.18, where
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the stress-velocity dependence for fluids with different material properties collapse onto a

single line.

0.15 \
—— Er=10,homeotropic
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Figure 6.14. Transverse velocity of fluid 1 across the bend. s = 0 corresponds to the location of the bend
entrance. § = ¢ = 0.2. Vertical black lines denote the location of bend inlet and outlet.
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Figure 6.15. Transverse velocity of fluid 2 across the bend. s = 0 corresponds to the location of the bend
entrance. § = ;0* = 0.2. Vertical black lines denote the location of bend inlet and outlet. The variation of wuy,

for fluid 3 is qualitatively the same and thus not shown.
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Figure 6.16. Streamwise variation of normal and shear stresses for fluid 1. /N5 is small in comparison to 7,

and thus have a limited impact on the velocity spike.
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Figure 6.17. Streamwise variation of normal and shear stresses for fluid 2. [V, is small in comparison to 7,

and thus have a limited impact on the velocity spike.
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6.3.5 Director development downstream of the bend

In a straight pipe flow with finite Ericksen number, the director on the axis is oriented in
the stream-wise direction as this orientation minimises the distortion energy. That is not the
case at the bend exit (fig. 6.5), where the velocity and director fields are shifted towards the
bend axis. Thus, as the flow leaves the bend, there is a transition region with an intermediate
director distribution. We first present a qualitative estimation of the development length and

use the findings to interpret numerical results.

Analytical estimation of director development

Consider a distorted director field entering a straight channel as shown in fig. 6.19. For
two-dimensional flows, the director orientation can be expressed in terms of the polar angle
¢ that the director makes with the horizontal direction ([n, n,] = [cosf sinf)]), and the

dimensionless momentum balance equation (2.53) simplifies to [151]

@—i— %—l— 00 1 829+626
ot " “ox v@y ~ Eryy |02 0y?

1y [, 0u Ov ov Ou. . 1 /0u Ov
o2 Ty os(20) + (2 — Tysin(20)| — - (22 - 28 .
27, {<8y + ax)cos( 6) + (8y 8x) sin( 0)} 5 <8y 8x> , (6.3)

where v and v are x— and y— dimensionless velocities. Let us make the following assump-

tions in order to simplify the evolution equation (6.3):
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* The system is in a steady state, so the time derivative % vanishes.

* Director convection takes place predominantly in the flow direction |Ug—z| << ]u% .
* Flow velocity is maximum at the channel centerline, so flow effects are significantly
smaller than elastic effects.

. . . . . . 2 2
* Director gradients in the y— direction dominate: ]g—y§| >> | &4

y \ \
N\ N\
N AN
— ~
X = S % -
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/ —
7 ~
/ 1
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Figure 6.19. Distorted director field entering a straight channel.
With the assumptions above, the director transport equation (6.3) simplifies to
00 1 0%
U = —— —, (6.4)
Oox  Ervy 0y?

which indicates a competition between convective and elastic contributions. Convective ef-
fects act to propagate director distortions downstream, while elasticity drives the system to-
wards the straight channel configuration with #(y = 0) = 0. Calculations performed in
appendix C.5 indicate that for small § we can make the following approximation

%0 0
a—y2|e—>o ~ 5y (6.5)

indicating that in a fully developed flow (% = 0), the system tends to the straight channel
solution with § = 0. Substituting eq. (6.4) into eq. (6.5) and assuming a fixed director angle
at the channel entrance 6(x = 0) = 6y, the director director evolution is described by

O(x) = 906_2“5’”1 , (6.6)

the solution is visualised in fig. 6.20 and indicates that the director development length is a
function of ~; E'r, which measures the relative strength of convective to elastic effects acting
on the director. Convection propagates the director distortion, which is resisted by material

elasticity acting to recover the straight channel solution.
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Figure 6.20. Evolution of the director angle downstream the bend exit for fluids 2 and 3 according to eq. (6.6).

Numerical results

The numerical predictions of the director development for fluids 2 and 3 are shown in fig.
6.21 and 6.22 and indicate that the development length can be O(10r¢) in the limit of high

Ericksen number. Analytical predictions agree with simulations in the following aspects:

* The director development length increases with the Ericksen number.

* Director development is also affected by 7, so the transition to the straight flow solution

takes longer for fluid 2 (larger ;) than fluid 3.

= = fluid 2, Er=10
= = fluid 2, Er=100
= = fluid 2, Er=400
—fluid 3, Er=10
—fluid 3, Er=100
—fluid 3, Er=400

Figure 6.21. Director development on the centerline with homeotropic anchoring for § = 7§ = 0.2. yg de-
notes the distance downstream the bend exit. Results for wall-parallel anchoring are qualitatively similar and
hence not shown.
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Figure 6.22. Director variation normalised by the entrance director angle.

Simulations also indicate that the director angle at the bend exit increases with the Ericksen
number, which is caused by the propagation of the distorted director field. The director field
in a bend is schematically illustrated in fig. 6.23 and indicates that there is a thin layer Aw,
where elastic effects govern director orientation and n aligns with the axial flow. The size of
the layer depends on the relative importance of elastic contribution, so for low Er flows, Aw
is significant, and the director angle at the bend exit is small; in contrast, Aw is small at high

Er, so the director/velocity misalignment is larger.

/

Figure 6.23. Schematic visualisation of a director (red rods) layer Aw with a uniform director orientation.
The layer size increases as the Ericksen number decreases.
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6.3.6 Pressure drop

Compared to a straight pipe flow, the geometry curvature affects both velocity and di-
rector field; their distribution is not axisymmetric anymore, and the combination of normal
stresses and flow curvature produces a secondary motion. These effects affect the pressure
drop, which, as indicated in fig. 6.24 can be up to 3% higher than in a straight pipe of the
same length. The similarity of fig. 6.24 and 6.9 suggests that the excess pressure drop is
predominantly caused by the secondary motion; hence the increase is more severe for fluids

2 and 3, which produce stronger secondary flows.
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Figure 6.24. Additional pressure gradient relative to the straight pipe solution § = 0.2.

6.4 Summary

The flow of Leslie-Ericksen fluids through a 90° pipe is qualitatively similar to both fi-
nite Ericksen number, straight pipe flows and infinite Ericksen number curved pipe flows.
The bend curvature induces a shift of velocity and director field towards the bend axis, while
elastic effects govern the director orientation near the wall. Similarly to the infinite Erick-
sen number flows, the magnitude of the secondary flow is governed by curvature and stress
imbalance effects; however, their relative importance depends on the Ericksen number and
anchoring type. A flow reversal is possible for materials where curvature and stress imbalance
effects oppose each other. On the other hand, when these effects are additive (fluid 2 and 3),
the magnitude of the secondary motion increases in the case of homeotropic anchoring due
to the increased director/velocity misalignment; conversely, an improved alignment caused

by homeotropic anchoring decreases the strength of the secondary flow.
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We find that the transition between fully developed straight and curved pipe flows produces
additional stresses responsible for spikes in the transverse velocity. The spike need not be
of the same size on the inlet and outlet and depends on the direction and strength of the
secondary flow in a fully developed curved pipe. Finally, we have examined director variation
downstream the bend exit and find that the development length depends on ~; £r, which can

be understood as a measure of the relative strength of convection to elasticity.
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Chapter 7

Flow of liquid crystals through a 4:1

planar contraction

This chapter investigates the behaviour of nematic liquid crystals flowing through a planar
contraction (fig. 7.1). The flow evolves from the fully developed state in a large (inlet) channel
through a transition phase near the contraction walls (where lip vortices and secondary flows
occur) and returns to a fully developed state in the smaller (outlet) channel. Contraction flows

are of industrial relevance for several reasons:

» Extensional flow generates an additional pressure drop [173].
* A large corner vortex is created upstream of the contraction entrance [174].

» The presence of a contraction introduces a flow distortion; the development length for
the flow to reach a fully developed state is of practical importance in pipework design
[175, 176].

* Flow near the contraction is dominated by the extensional component, so the effective

viscosity need not be the same as in shear flows [177].

» Extensional flows in viscoelastic materials may generate instabilities even at low Reynolds
numbers [20, 177].

The flow of the Leslie-Ericksen fluid with the wall-parallel boundary condition was analysed
by Cruz et al. [151], who found that the velocity field (size of the corner vortex) and director
orientation are strongly affected by the Ericksen number. This chapter aims to extend these
analyses by considering the flow of Leslie-Ericksen and Beris-Edwards models subject to
both wall-parallel and homeotropic boundary conditions. The polar nature of the director
field is taken into account, and we examine the effect of variable director anchoring on the

flow and microstructure distribution.

7.1 Geometry

We consider flows in a 4:1 contraction geometry (fig. 7.1), which is frequently used as a

benchmark case for examining the performance of viscoelastic constitutive equations [178,
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179]. The dimension of the outlet channel 2h = 10~3m is a typical length-scale used in the
industrial equipment [39]. The length of the inlet channel is chosen to allow the flow to reach
a fully developed state before being deformed by corner effects. Similarly, the length of the
outlet channel allows the flow and microstructure to reach a fully developed state. The centre

of the coordinate system is located on the symmetry line at the contraction (fig. 7.1).

walll
20h
A wall2
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— , 60h _
— W | 4 >
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—>
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inlet _ _|[8h_ _ _ _ LT 2 _
E—
Y
—> A
—> 3h
wall4
Y N\ LY
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wall6

Figure 7.1. Schematic illustration of the contraction geometry considered in this chapter.

7.2 Methodology

7.2.1 Governing equations

Simulations are conducted in OpenFOAM, using the solver rheoFoam?2, which was intro-
duced in chapter 3. The linear momentum balance is supplemented with a model-dependent

viscoelastic stress

78 = aynnnn : D + asnN + asNn + auD + asnn - D + agD - nn

Ohi ot (2.52)

_8Vn'( e
on i i i
T =uD ¢ (Q+§)'H+H'(Q+§)—2(Q+§)(H5Q)
0 fLic (269)
+H-Q-Q H — aQijaQijﬁ,

where 7% and 75% are the stress contributions in the Leslie-Ericksen and Beris-Edwards
models respectively. «; are Leslie viscosities in the Leslie-Ericksen theory; 1 in eq. (2.69)
can be understood as a Newtonian viscosity and ¢ is the tumbling parameter that controls
the flow/director alignment [126, 142]. Computation of the stress tensor requires knowledge

of the distribution of microstructure configuration, which is calculated from the angular mo-
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mentum balance

h—nn-h
g g
=S+TI'H, (2.71)

(n-D—nnn:D)— N =0, (2.53)

DQ
Dt

where the molecular field h in the LE model (= —%) or H in the BE model = —‘”}féc +
%tr 51}% measures the deviation of the microstructure from the minimum Helmholtz free
energy; the underlined term in the definition of H ensures that @ remains traceless. The
Helmbholtz free energy in the Leslie-Ericksen framework has only an elastic component that
depends on the distortion of the director field; for simplicity we use the one-constant approx-

imation [43]
fi= %K(Vn) (V)T (2.44)

where K is the Frank constant that quantifies the resistance to director distortions. In the Q-
tensor models, the elastic energy is supplemented with an order parameter-dependent bulk

free-energy density

deG = ft? + fnematic

b
= %KQQik,jQik,j + g tr(Q - Q) — 3 r(Q-Q- Q)+ gtr2(Q -Q), (2.68)

. J/

Vv Vv
elastic bulk free-energy

where K@ is the Frank constant in the tensorial framework. The tensor S in eq. (2.71)

expresses the action of hydrodynamic effects acting on the Q-tensor field

S=(ED-0)@+ )+ @+ DED+A) ~%(Q+ Hu(Q Vu), @7

where the underlined term ensures that (Q remains traceless.

We consider the same set of parameters as in chapter 4, similar to material properties
measured for pentylcyanobiphenyl (5CB) [155]:

e In the BE model: K@ = 40pN, € = 1.02, = 7.29(Pa-s)"!, u = 0.2Pa-s, a =
-2 10*3%, b=14- 10*2%, c=4- 10*2%; the equilibrium order parameter is then
given by eq. (2.67b): S, = 0.6208.

* The Leslie-Ericksen parameters are obtained by assuming a uniaxial director field with
a fixed order parameter (S = 0.6208); the mapping provided by equation (2.75) gives:
a; = —0.1446Pa - s, ay = —0.1288Pa - s, ag = —0.023Pa - s, ay = 0.2091Pa - s,
as = 0.1757Pa - s, ag = 0.0239Pa - s. The Frank constant in the Leslie-Ericksen theory
is mapped via eq. (2.61) and yields K = ZSequQ = 30.8 pN.
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7.2.2 Boundary conditions

We prescribe a parabolic velocity profile [45] at the inlet corresponding to a fully-developed,

Newtonian flow

) = e (1= (4)). (1.1)

where u,,,, is the peak velocity. The channel outlet is expected to be located far enough
downstream to enable flow to fully develop; therefore we employ a zero-gradient boundary
condition for velocity, director and Q-tensor. The zero-gradient boundary condition for the
pressure in the wall-normal direction is employed at all walls. Flows with both wall-parallel
and homeotropic anchoring are considered. In the tensorial framework, the microstructure
configuration can be unambiguously described through ), whose boundary conditions are
specified in table 7.1 (wall-parallel) and 7.2 (homeotropic).

The vectorial description of the microstructure suffers from the non-orientability issue.
The problem in the context of a pressure-driven channel flow was discussed by Anderson
[169], who found that the energy-minimising director configuration depends on the Ericksen
number; at low E7r, the director points in the same direction on both boundaries, while as
E'r increases, the configuration with opposing director field is preferred, as shown in fig.
7.2. Denniston [142] has shown that the issue does not occur in the Beris-Edwards model,
where a horizontal-vertical transition occurs at a sufficiently large Ericksen number. Results
of Batista et al. [180] show that the horizontal-vertical transition depends on the strength
of wall anchoring, and decreasing the strength of wall anchoring promotes the horizontal
director orientation at lower Ericksen numbers. The orientability problem is also present in
more complex geometries, where director distribution with minimum energy may be different
in vectorial and tensorial frameworks [132]. In the case of a contraction geometry, the sign
of n cannot be unambiguously defined due to the discontinuity at the corners. The problem
is mitigated by Q-tensor models, which are invariant upon n — —mn transformation and the
presence of geometry discontinuity results only in a local decrease in the order parameter
[181].

Although the director field is invariant upon 7 — —mn transformation on the walls [35], 2
must change the sign across the whole domain for the set of boundary conditions to produce
an identical result. Hence, in a planar contraction consisting of six walls, there are 32 different
ways in which a fixed boundary orientation (wall-parallel or homeotropic) can be prescribed.
In the case of the wall-parallel anchoring, we analyse boundary configurations schematically
visualised in fig. 7.3; configuration A was employed in a similar study by Cruz et al. [151],
and we also examine configuration B in order to investigate the sensitivity of flow behaviour
to the choice of boundary condition. Components of the director field are given in table 7.1.
There is no literature, which investigates the flow of liquid crystals in a planar contraction with
homeotropic anchoring, so we consider four different configurations, schematically depicted

in fig. 7.4 with components of the director field listed in table 7.2.
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Table 7.1. Boundary conditions for the velocity, pressure, Q-tensor and director fields in the wall-parallel
anchoring configuration. Superscripts A, B refer to configurations shown in fig. 7.3. The off-diagonal compo-
nents of @ on the boundaries are zero.

location u D Q = [Quz, Quy, Q=] | n? = [ng,ny] | NP = [ng,n,]
inlet | eq. (7.1) | 22 =0 29 — ¢ gn —0 on —0
outlet | =0 | p=0 99 — ¢ on — 0 on — 0
walll | w=0 | §2=0 [2,-1 1] [1,0] [~1,0]
wall2 | u=0 | Z=0 [-1,2,-1] [0, —1] [0, -1]
wall3 | u=0 | &= [2,-1,-1] [1,0] [~1,0]
wall4 | uw=0 | §2=0 [2,-1 1] [1,0] [~1,0]
wall5 | u=0 | 2 =0 [-1,2,-1] [0, 1] [0,1]
wall6 | u=0 | &= [2,-1,-1] [1,0] [~1,0]

Table 7.2. Boundary conditions for the velocity, pressure, Q-tensor and director fields in the homeotropic
configuration. The off-diagonal components of () on the boundaries are zero. Superscripts A-D refer to con-
figurations shown in fig. 7.4.

location u P Q nA nB n® nP

: op __ Q _ on __ on __ on __ on __
inlet eq. (7.1) | 22 =0 =0 S =0 2=0| =0 | 32=0
outlet | =0 | p=0 W_g |m=g|m=g|on=0| =0
wall 1 u=0 | =0 [-33-3]| [0,-1 | [0,-1 | [0,-1] | [0,—1]
wall2 | w=0 |2 =0|[2-L -] | [0 | [-1,0 | [1,0] [1,0]
wall3 | w=0 | g =0|[-43,-3] | [0,-1] | [0,-1] | [0,1] [0, 1]
walld | w=0 | =0 [-5%—-3] | [0, [0,1] 0,1] [0,1]
wall5 | w=0 |2 =0|[2,-L -] | [0 | [-1,0 | [1,0] [1,0]
wall6 | w=0 | g=0|[-4,3,-5] | [0,1] [0, 1] [0, 1] [0, 1]
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Figure 7.2. Director orientation in a channel flow when a) n points in the same direction on both boundaries;
b) 1 points in the opposite direction on both boundaries. Anderson [169] found that at low E'r configuration
a) is preferred and configuration b) is favourable at higher E'r.
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Figure 7.3. Some examples of wall-parallel boundary conditions in the vectorial framework, each representing
notionally the same physical state.
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Figure 7.4. Some examples of homeotropic anchoring in the vectorial framework, each representing the same
notional physical state.

The Ericksen number is defined based on the inlet conditions:

4hUOOé4
Er = 7.2
r 7 (7.2)

where ug = %umam is the mean velocity at the inlet and 4/ is half of the inlet channel width.

The Ericksen number in the Beris-Edwards model is defined as

21 4hU0

4
Erpgp = —(1-25%? oar
roe = |1 g = SEE | SRage

5 (7.3)

to ensure that in the uniaxial, constant order parameter limit, equal Ericksen numbers in both
frameworks represent an identical partitioning of hydrodynamic and elastic effects,

Finally, the relative importance of hydrodynamic and bulk effects acting on the order-

parameter tensor is quantified through the Deborah number

3u0ut
De=——"9 7.4
c (a+b+c)hl”’ 74)
where u§"" = 4u is the mean flow velocity in the outlet pipe and a, b, ¢ are material param-

eters in the Beris-Edwards model.

7.2.3 Computational domain and solution details

We use a two-dimensional structured mesh with square elements, as shown in fig. 7.5. The
mesh is refined enough to resolve the smallest length-scales that appear in the constitutive

equation: 1) the flow-elastic length-scale (V%)’ which quantifies the distance over which
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the director transitions between wall-induced and flow-induced orientations [21] and; 2) the

defect size <£ N~/ iﬁc) that provides the length-scale over which the order parameter

varies significantly [140].

We use three different meshes with different refinement, each of them consists of square
elements with a side length Az = Ay. The mesh density is controlled through the blockMesh
utility [107] to produce grids of the following densities:

Aiy = 10; the mesh has 28 000 cells in total.
o My: - = Aiy = 20; the mesh has 112 000 cells in total.

_h

Ay

= 40; the mesh has 448 000 cells in total.

The code used to generate the refined mesh M; is given in appendix D, while other meshes

can be reproduced by changing the cell density.

Figure 7.5. Mesh M used in this study. The figure shows a coarsened (by a factor of 2) version of the M;
grid for presentation purposes. Only a part of the inlet and outlet channel is included.

We consider a creeping flow limit, which enables us to neglect the convective term u -
Vu from the momentum balance equation (2.8). Spatial gradients are discretised through
the second-order central differencing scheme with absolute tolerances for pressure, velocity
and director/Q tensor set to 1078, The SIMPLEC scheme is used for the pressure-velocity

coupling.

We initialise the simulation with a horizontal director field and zero velocity throughout
the whole domain. Simulations on the coarse mesh are run first until the calculation reaches
a steady state. The coarse solution is then mapped onto the fine mesh as an initial condition

in order to reduce the calculation time. The procedure is repeated on the refined mesh. The
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calculation requires about 200 - 102 floating point operations on the coarse grid; the comple-
tion time (2 hours) is about five times longer than the analogous simulation of a Newtonian,

creeping flow on the same mesh.

7.3 Results

7.3.1 Wall-parallel anchoring

Director orientation

Numerical predictions of the director fields obtained with different forms of the wall-
parallel boundary condition are shown in fig. 7.6 (Er = 1.73) and 7.7 (Er = 173). The
LE theory with configuration A better agrees with the benchmark BE model result than con-
figuration B, irrespective of the Ericksen number. The disagreement is particularly significant
at low Ericksen numbers (where elastic effects are stronger) (fig. 7.6), as configuration B pre-
dicts considerably larger microstructure distortions in the corner. The orientability issue of
the vectorial framework is also clear in the outlet pipe, where the director rotates by 180°
between the horizontal outlet wall and the centerline (fig. 7.6c and 7.7c). The rotation is
unphysical, since n and —n are equivalent. As the Ericksen number increases, the near-wall
region of a sudden director transition shrinks and predictions made by configurations A and

B become more similar (fig. 7.7).
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Leslie-Ericksen model, configuration A, c¢) Leslie-Ericksen model, configuration B.

Figure 7.6. Director field with wall-parallel boundary conditions at E'r
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Figure 7.7. Director field with wall-parallel boundary conditions at Er = 173 a) Beris-Edwards model, b)
Leslie-Ericksen model, configuration A, c) Leslie-Ericksen model, configuration B.

Velocity and stress profiles

A comparison of velocity and stress profiles at a distance 2h upstream of the contraction
at Er = 1.73 is shown in fig. 7.8 and 7.9 and indicates the key effect of wall anchoring
on the velocity and stress distribution. Results obtained in configuration A with the Leslie-
Ericksen theory match well the BE result (table 7.3); variations in the order parameter affect

only the stress distribution in the near-wall region and have little effect on the flow field. In
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contrast, results from the configuration B suggest that a different choice of director orientation
produces additional (and spurious) normal and shear stresses, which can be of opposite sign
and different magnitudes than the benchmark result from the BE model. The difference in the
stress distribution is manifested in the pressure drop (discussed later in the chapter), which ul-
timately governs the selection of the pipework equipment. As the Ericksen number increases,
the director orientation is more dominated by hydrodynamic effects, so the orientability issue
has less effect on the director field. The prediction of velocity and stress distribution in the
BE model is still better matched by configuration A in the LE theory (fig. 7.10 and 7.11);
however, the difference is significantly smaller than in the low Ericksen number regime (table
7.3). We thus conclude that the Leslie-Ericksen theory can match the prediction of the BE
model provided that the boundary conditions are chosen appropriately. Therefore, we find
that the velocity and stress profiles of the BE model are best matched with the LE model
when the director fields are similar, which happens when the director points in the flow di-
rection on horizontal walls and towards the symmetry line on vertical walls. That produces a

bending director distortion near the corners, also observed in the Beris-Edwards model.

Figure 7.8. Comparison of the velocity fields predicted by BE and LE models at a distance 2h upstream of the
contraction for the wall-parallel anchoring at E'r = 1.73.
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Figure 7.9. Distribution of IV, and 7, predicted by BE and LE models at at a distance 2k upstream of the

contraction for the wall-parallel anchoring at E'r = 1.73. All stresses are normalised by the stress scale “47.

y/h

Figure 7.10. Comparison of the velocity fields predicted by BE and LE models at a distance 2h upstream of
the contraction for the wall-parallel anchoring at Er = 173.
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Figure 7.11. Distribution of N; and 7, predicted by BE and LE models at at a distance 2h upstream of the
contraction for the wall-parallel anchoring at E'r = 173. All stresses are normalised by the stress scale *472.
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Table 7.3. Normalised 2-norm of the LE prediction with respect to the BE resul
the wall-parallel anchoring. IV represents either the velocity or stress component.

Er=173,A | Er=173,B | Er =173,A | Er =173,B
Ug 1.3-1072 10t 5.1-1073 7.2.1072
Uy 581073 4.7-1071 2.9-1072 5.4-102
Ny 1.8-1072 1.8-10° 8.2-1072 8.7-1072
Ty | 1.2-1072 1.5-10° 6.7-102 1.2-1071

Director development

Figure 7.12 compares the director development around the contraction predicted by dif-
ferent models at high and low Ericksen numbers and confirms an agreement between LE
and BE theories. The agreement is particularly good for configuration A when Er = 1.73,
De = 0.006; the order parameter is nearly constant and equal to S, (fig. 7.6). On the other
hand, at higher Ericksen and Deborah numbers (Er = 173, De = 0.6), flow effects are
strong enough to introduce significant variations in the order parameter, which in turn affects
the Leslie angle [142]

1, ( 38
(9L = §COS (m) . (75)
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The material constants in the Leslie-Ericksen model are calculated based on the equilibrium
order parameter S, (eq. (2.75)), and since S = const in the LE theory, the Leslie angle is
independent of the strength of flow effects. In contrast, as the flow effects become stronger,
the order parameter in the BE model increases, leading to larger discrepancies between the BE
and LE models in the prediction of the Leslie angle. The sensitivity of order parameter to flow
effects is governed by the Deborah number, whose value (for a fixed Ericksen number) can be
controlled by adjusting material parameters a, b, ¢ in eq. (2.68). In the limit |a|, |b|, |¢| — oo,

De = 0, which recovers the constant order parameter limit of the Leslie-Ericksen theory.

_ = e —m — — —

6 (degrees)

——Er=1.73, BE
——Er=1.73, LE (A)
——Er=1.73, LE (B)
— — Er=173, BE

— — Er=173, LE (A)
— — Er=173, LE (B)

Figure 7.12. Variation of the director angle at y = 0.4h, wall-parallel anchoring. At Er = 1.73, the predic-
tion of the LE theory (config. A) nearly coincides with the prediction of the BE model.

7.3.2 Homeotropic anchoring

Low Ericksen number

The Beris-Edwards model predicts that there is an orientational transition in the director
orientation from the horizontal state at the centerline upstream of the contraction to the verti-
cal state downstream the contraction (fig. 7.13a). Vertical walls induce a bending distortion
in the corner; at low Ericksen numbers, the elastic boundary layer is large enough so that the
wall anchoring significantly affects the director distribution at the centerline. As a result, n
is parallel to the flow direction at y = 0, z < 0. Downstream the contraction, the director
behaviour is also governed by elasticity since the viscous torques are not strong enough to

introduce director distortion. In the fully developed state, the director orientation in the outlet
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channel is such that the Helmholtz free energy is minimised, which happens when the direc-
tor is parallel to the velocity gradient direction [142, 169]. The horizontal and vertical states
are separated by a low order-parameter region (defect), which appears on the centerline at a
distance h downstream the contraction (fig 7.13a). An additional simulation conducted for
the Beris-Edwards model with a vertical director state as an initial condition produces and
identical director distribution as the simulation with a horizontal director field (fig. 7.13a).
Therefore, we conclude that the appearance of the defect is independent of initial director

orientation.

The complex director behaviour at low Ericksen numbers predicted by the BE model can-
not be replicated by the Leslie-Ericksen theory, as shown in fig. 7.13b-d. Configuration C
(fig. 7.13d) reproduces the horizontal-vertical transition, however, the asymmetry of the di-
rector field about y = 0 results in an uneven (and unphysical) distribution of velocity (fig.
7.14) and stress (fig. 7.15) in the upper and lower part of the contraction. On the other hand,
configuration B (fig. 7.13c) incorrectly predicts a splay mode of director distortion in the
corner. This results in a differently distributed stress field (fig. 7.15) and a noticeably smaller
vortex size (fig. 7.16). Finally, the distribution of the first normal stress difference in the BE
model is best replicated by configuration A (table 7.4). Configuration B fails as there is a
large director gradient in the vertical direction near the contraction because n rotates by 180°
to accommodate the sharply changing boundary conditions (fig. 7.13c). In the case of con-
figuration C (fig. 7.13d), there is a significant director gradient in the flow direction due to
the horizontal-vertical transition. The transition in the BE model occurs further downstream
than predicted by configuration C, which is the reason for the lower stress magnitude in the

Beris-Edwards model prediction.
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configuration D (due to the asymmetry of the director field, a whole contraction is shown).

]

Figure 7.13. Director field with homeotropic boundary conditions at Er = 1.73 a) Beris-Edwards model, b)

Leslie-Ericksen model
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Figure 7.14. Comparison of the velocity fields predicted by BE and LE models at a distance 2h upstream of
the contraction with the homeotropic anchoring at E'r = 1.73. Note that the velocity distribution for configu-
ration C is not symmetric about the centreline.

y/h

30

Figure 7.15. Distribution of N; and 7, predicted by BE and LE models at at a distance 2h upstream of the
contraction with the homeotropic anchoring at Er = 1.73. Note that the stress distribution for configuration C
is not symmetric about the centreline. All stresses are normalised by the stress scale 43¢, The shear stress in
the BE model (blue dashed line) is falls onto 7, predicted by the LE theory (red dashed line) and hence the
former is hardly visible.

170



Figure 7.16. Comparison of vortex sizes obtained with configurations A and B (Er = 1.73).

Table 7.4. Normalised 2-norm of the LE prediction with respect to the BE result % for flows with

the homeotropic anchoring. IV represents either the velocity or stress component.

Er=173,A | Er=173,B | Er =1.73,C | Er =173,A | Er =173,B | Er =173,C
Uy 1.8-1073 6-1072 1.6-1072 3.5-1073 4.5-1073 3.8-1073
Uy 5.9-1073 7.4-1072 2.4-1071 1.7-1072 7-1073 1.5-1072
N, 3-1072 6.9-1071 6.4-1071 9.2-1072 8.1-1072 8.2-1072
Tyz 1.6-1072 1.19-10° 1.2-1072 6.6 1072 5.3-1072 5.5-1072

Intermediate and high Ericksen numbers

The director distribution predicted by the Beris-Edwards model changes significantly at
higher Ericksen numbers. Hydrodynamic torques are strong enough to align the director
parallel to the flow direction in the outlet channel, as shown in fig. 7.17a. The Beris-Edwards
result is best matched with the configuration A (fig. 7.17b) of the Leslie-Ericksen model;
configuration B fails due to the splay distortion mode in the corner (fig. 7.17¢). Configuration
Cis not symmetric, and due to the incorrectly prescribed director orientation at the upper wall

of the outlet channel, there is a region of rapid orientational transition (fig. 7.17d).
Similarly to the wall-parallel anchoring at high Ericksen number, the distribution of ve-
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locity and stresses at x = 2h upstream of the contraction is similar irrespective of the model
considered (fig. 7.18 and 7.19). The difference between LE and BE models appears only in
the near-wall region, where a significant change in the order parameter results in additional
stress.

172



Y AN TR
7 A /o AN W\
Lt A A
AN
A A PR
AN b
§ Jojowoind JopIO \\\\ \‘ r AT % ‘\ \\ », / /
: A / [ AN
' \
.............. , PN P AP
i 20 ! \
7T (] ttt
\\\\\\\‘\\\\\\\\\\\\a
Y \\\\\\\\\\\\:
P \\\\\\\\\\\
P \\\\\\\\\:
e T
el PPN
I \\\\\\\\\\\\N
l\\\\\\\\\\\\ \{
- \\\\\\\\\\\\
e \\\\\\ \\\\\ﬁ
\\\\\\\\\\\\ Pt
s E A
s LA
-/ \\\\\\\\\ \\\\~
./ \\\\\\\\\\\:
\\\\\\\\\\\ YR
STy \\\.:
|~/ \\\\\\\\ \\:Q
NIy
—~/ \\\\\\\\\\\\x
il S MY SNEYE NN A A A N e
s St LSS At A A
Sl PSS A A A A A A A AT rAvYAor A S RN AU AR
NN YN Sttt AN AN AN N Y e
I TN TNy N P A A A R Ay YEowYaSry A Ry I R S S SN NN
20 S TN ey e A A AR AR R RN
NI N TN N N YN ey ey ery RS A R R
L Lrlr )0 Iy NN V2SN YAy S T A S R S NN
Sy, MRy LSS v ey sy Sy SN I N R N N N N
ol A A A A S S AV S Y A YAy ASY Y R T N S N YA NN
—~ —~ — )
0] O @) ©

173

Leslie-Ericksen model, configuration A, c¢) Leslie-Ericksen model, configuration B, d) Leslie-Ericksen model,

Figure 7.17. Director field with homeotropic boundary conditions at Er = 173 a) Beris-Edwards model, b)
configuration D (due to the asymmetry of the director field, a whole contraction is shown).
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Figure 7.18. Comparison of the velocity fields predicted by BE and LE models at a distance 2h upstream of
the contraction (E'r = 173).

Figure 7.19. Distribution of N; and 7, predicted by BE and LE models at at a distance 2h upstream of the
contraction (Er = 173). All stresses are normalised by the stress scale 472,
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Director development

Fig. 7.20 compares the director development profiles obtained from different configura-

tions at r = 1.73 and Er = 173. Similarly to the wall-parallel anchoring, the development

length increases with the Ericksen number, and the flow reaches a fully developed state at

a distance of 5h downstream the contraction. Unusual behaviour is predicted for (an un-

physical) configuration C at high Ericksen numbers, where the corner distortion propagates

in the outlet pipe (fig. 7.21) and reaches the fully developed state at a distance around 20A

downstream the contraction.
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Figure 7.20. Variation of the director angle at y = 0.4h, homeotropic anchoring.
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Figure 7.21. Director development at E'r = 173 for configuration C.

7.3.3 Pressure losses

In order to quantify the effect of contraction on the pressure losses we introduce the Couette

correction factor [182]

(7.6)

Ap — Aprp

2Tw

Ce
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where 7, is the wall shear stress in the fully developed flow in the outlet channel, Ap is the

pressure drop between inlet and outlet locations with fully developed flow, and

ap inlet 6]) outlet
Appp = | 5= Li+ | &+ L,, (7.7)
ox ox

measures the pressure drop over the same distance due to the fully developed flow only (fig.
7.22). Therefore, we can understand Ap — Appp as the excess pressure drop caused by the

presence of contraction.

L
’ L, . L ;
—>

dpyinlet: > dp outIeti—)

dx : dx —

fully developed fully developed
inlet flow outlet flow

Figure 7.22. Pressure drop across a contraction.

Figure 7.23 compares the Couette correction factor obtained with different configurations
considered in the previous sections and suggests the following conclusions on the choice of

boundary conditions in the vectorial framework:

* For flows with the wall-parallel anchoring, configuration A provides not only the best
agreement in terms of the director field but also matches the prediction of Couette cor-
rection factor in the BE model better than configuration B. The choice of boundary
condition is particularly significant at low Ericksen numbers, where c. can be signifi-
cantly overestimated (c. predicted for configuration B with the wall-parallel anchoring
is larger than the BE model prediction by a factor of two). As Er increases, the director
orientation is governed by the flow effects, and the discrepancy between configurations

A and B decreases.

* For flows with the homeotropic anchoring, the director distribution predicted by the BE
model is best matched by configuration C at low Ericksen numbers and configuration A
at higher Ericksen numbers. This preference is also replicated in the estimation of c. as
configurations C and A replicate the BE prediction at low and high Ericksen numbers,

respectively.

* In the case of flows with homeotropic anchoring, the ’correct’ director configuration in
the LE model minimises the value of c. (config. C at low Er and config. A at higher).
A similar result was presented by Anderson [169] in the context of channel flow, where

at low E'r, the distortion energy is minimised with the director pointing in the vertical
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direction at the centerline (fig. 7.2a). In contrast, at higher Er, the director prefers the

flow-aligned orientation at the centerline (fig. 7.2b).

® BE, homeotropic
s ® LE, homoetropic (config. A)
LE, homoetropic (config. C)
O  BE, wall-parallel
O LE, wall-parallel (config. A)
LE, wall-paralllel (config. B)
0.8 -
0.6 -
o
(@]
(e]
o
0.4 8
e
]
0.2 ° s
[ ]
0 L | | |
10° 10" 102 10°

Er

Figure 7.23. Couette criterion for the BE and LE models with homeotropic and wall-parallel boundary condi-
tions.

Figure 7.23 indicates that c. is larger in flows with wall-parallel boundary conditions, so
the presence of contraction has a more profound effect there. Two factors contribute to this

effect:

* The dissipation near the contraction entrance (at a distance h upstream) is higher in
flows with the wall-parallel anchoring, as shown in fig. 7.24. The budget of dissipation
in the case of wall-parallel (fig. 7.25) and homeotropic (fig. 7.26) boundary conditions
suggests that the excess dissipation is predominantly caused by the extensional flow near
the centerline and shearing close to the re-entrant corner (y ~ h). The former of which

is absent in a fully developed channel flow.

* T, is larger in configurations with homeotropic anchoring, so a fixed excess pressure

drop Ap— Aprp increases c. by less than in flows with wall-parallel anchoring (smaller

Tw)-
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Figure 7.24. Distribution of dissipation at a distance h upstream of the contraction.
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Figure 7.25. Budget of dissipation in configurations with wall-parallel anchoring.
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Figure 7.26. Budget of dissipation in configurations with homeotropic anchoring.

Interpretation of the Couette correction

In the outlet channel, the z— component of momentum balance (eq. (2.8)) in a fully

developed flow is given by

@ 0Ty

or Oy’ (7.8)

where 7,, and % are the shear stress and the pressure gradient respectively. The pressure
gradient is constant and independent of y, so by manipulating eq. (7.8) we obtain the solution

for 7,,:

Tyz = 97 +C, (7.9)

where the integration constant C' = 0 because the flow is symmetric about y = 0. Therefore,

the wall shear stress is given by

0
o= ral=h) = 2 .10
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Substituting above into the definition of the Couette correction factor (eq. (7.6)) and rear-
ranging gives
dp

Ap — Appp = 2c.h—, (7.11)
ox

which shows that the presence of contraction effectively increases the length of the outlet
channel by 2c.h; the result is schematically illustrated in fig. 7.27. The relative importance
of the pressure loss due to the contraction is predicated on length of the outlet channel. Based
on the results shown in fig. 7.23, 0.1 < ¢. < 0.5, so the contraction effectively increases
the length of the outlet channel by O(h). For an outlet channel with a length of 5h (fig.
7.12 and 7.20 suggest that the flow reaches a fully developed state up to 5h downstream the

contraction), the presence of contraction increases the total pressure drop by up to 20%.

2cch

inlet channel outlet channel

Figure 7.27. Graphical interpretation of the Couette correction.

7.4 Summary

This chapter compared the predictions of vectorial and tensorial frameworks of microstruc-
ture representation. Due to the orientational ambiguity in the former approach, a director field
with the same physical meaning can be represented in several different ways; each of them
produces distinct director and flow distributions. The choice of boundary conditions is sim-
pler in flows with the wall-parallel anchoring, as the same configuration can well match the

Beris-Edwards model’s prediction irrespective of the Ericksen number. In contrast, results
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from the BE model in flows with homeotropic anchoring are best matched either by configura-
tion C (low Er) or A (high Er). At low Ericksen number, the Beris-Edwards model predicts
an appearance of a defect, which is likely to increase the additional pressure drop due to an
increased director/velocity misalignment; that is qualitatively confirmed in fig. 7.23, where

for similar director fields, the BE model predicts a higher Couette criterion.

Due to a varying director orientation, the velocity and stress distribution near the contrac-
tion may vary and are particularly sensitive to the selection of configuration at low Ericksen
numbers. The choice of boundary conditions also has implications on the pressure drop;
we find that configurations whose director distribution is similar to the BE prediction also
give the best agreement in the prediction of the Couette factor. The difference is particularly
significant at low Ericksen numbers, where the selection of boundary conditions results in
an over-prediction of ¢, by a factor of two. As the Ericksen number increases, the director
orientation is governed by hydrodynamic effects, so the choice of boundary condition has a

smaller effect on the pressure drop.
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Chapter 8
Conclusions and future work

8.1 Conclusions

This thesis has investigated the predictions of constitutive equations dedicated to liquid
crystals in complex geometries relevant to the FMCG industry: bends and contractions. For
that reason, we have developed an OpenFOAM solver dedicated to solving linear and angular
momentum equations supplemented with a non-Newtonian stress tensor. All results indicate
a key role of wall anchoring and director orientation in controlling flow and microstructure

behaviour.

The main conclusions drawn from the studies presented in the previous chapters are out-

lined below.

8.1.1 Flow of liquid crystals in curved pipes

Firstly, we have considered flows of Leslie-Ericksen fluids at an infinite Ericksen num-
ber. In this limit, the motion of liquid crystals can be described by the transversely isotropic
fluid model, and the wall anchoring does not affect the director distribution. Analytical so-
lutions are obtained by perturbing the linear and angular momentum equation in the limit of
small geometry curvature 6 — 0. We find that the non-Newtonian behaviour in the trans-
versely isotropic fluid model (normal stresses, orientation-dependent viscosity) arises due
to the flow/director misalignment. These effects influence the distribution of axial and sec-
ondary flows. The latter is driven by two different mechanisms 1) a combination of normal
stresses and geometry curvature 2) asymmetry of the stress distribution. In the case of nematic
liquid crystals (5CB, PAA, MBBA), these effects oppose each other with the latter dominant.
For materials, where the tumbling parameter A\ — 1, the strength of the secondary flow de-
pends on the director/velocity misalignment. The pipe curvature also affects the stream-wise
velocity profile, which is shifted towards the bend axis, similarly to a Newtonian, creeping
flow. The distorted velocity field influences the director distribution; the effect is most sig-
nificant near the pipe axis (where the O(1) flow contribution vanishes), and as a result, the

director field moves towards the bend axis.

Perturbation analysis was extended with numerical simulations to investigate the effect

of wall anchoring at finite Ericksen numbers. Results show that the flow and director dis-
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tributions are similar to those at infinite /7. The exception is the near-wall region, where
elastic effects rotate the director towards the wall-imposed orientation. We find that the di-
rector boundary conditions significantly affect the distribution of normal stresses. That can
lead to the reversal of the secondary motion in materials where xy < 0 (the ratio of curva-
ture and stress imbalance effects) with homeotropic wall anchoring. In contrast, in materials
with positive x, a decrease in Ericksen number in configurations with homeotropic anchoring
increases the magnitude of the secondary motion. On the other hand, the wall-parallel an-
choring improves director/velocity alignment, reducing stresses and weakening the strength

of the secondary motion.

Numerical simulations also enabled to explore of the flow behaviour as the fluid enter-
s/leaves the bend and reveal spikes in the transverse velocity field. These are predominantly
caused by the stream-wise variation in the shear stress as the flow transforms between fully
developed states in straight and curved pipes. In the case of liquid crystals, the spike magni-
tude depends on material properties and scales with ay + a4 + 5. The flow curvature also
affects the development of the director field. Analytical considerations show that the devel-
opment length is a function of +; Er, which expresses the relative importance of convective

to elastic effects governing the director orientation.

8.1.2 Flow of liquid crystals through a planar contraction

We have used the planar contraction as a benchmark geometry to compare the flow and
director predictions obtained from tensorial and vectorial frameworks. Due to the ambiguity
in the vectorial description, a boundary condition with the same physical meaning can be
defined in several distinct ways. The discrepancy in the flow and director fields is reflected
in the prediction of the Couette factor, which quantifies an excess pressure drop caused by
the presence of contraction. As a result, selecting appropriate boundary conditions that can
match predictions of the BE model is not trivial; for flows with the wall-parallel anchoring,
the same set of boundary conditions matches the tensorial predictions at both low and high
Ericksen numbers. In contrast, the choice of director orientation in flows with homeotropic
anchoring depends on the Ericksen number. Therefore, to eliminate ambiguity in the selection
of director orientation in complex geometries (mixers), it is recommended to use a tensorial

framework.

8.2 Future work

In this thesis, we have analysed the behaviour of non-Newtonian, viscoelastic fluids, which
are suitable to describe the liquid crystal properties in the lower viscosity, regions II and III of
the Asada flow curve. One of the major problems in soap extrusion is the presence of the yield
stress, whose physics in the context of soap flow is not fully understood [41]. Therefore, as a
part of future work, we consider exploring different approaches to account for the solid-like

behaviour.
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8.2.1 Addition of yield stress term

In the original derivation of the TIF model [110], the stress tensor contains a yield-stress
component piynn, which is usually omitted, as the majority of liquid nematics do not experi-
ence a solid-like behaviour [15]. The orientation-dependent yield stress depends on the mode
of material deformation (shearing/extension), which controls director alignment. As a result,
the yield stresses in shearing and extensional flows need not be of the same value, which qual-
itatively agrees with experimental measurements [5]. This feature is advantageous over the
Bingham or Herschel-Bulkley models and can improve in-silico predictions of the pressure

drop in geometries, where both shearing and elongation are present, e.g. contractions.

8.2.2 Defect dynamics

In the case of nematic liquid crystals, the solid-like behaviour in the region I of the Onogi-
Asada curve is explained by the presence of defects [27]. Hence, we could account for the
yield stress by modelling the evolution and transport of defect structures. Their presence
controls the relaxation behaviour at low shear rates [183, 184]. Defects are destroyed at
higher shear rates [185] when the hydrodynamic effects are strong enough to induce a uniform

director orientation in the whole domain.

8.2.3 Smectic liquid crystals

Micellar systems at moderate concentrations form nematic-like structures. As the micelle
concentration increases, the system arrives at a more ordered, smectic phase, consisting of
layers of nematic liquid crystals. The layered structure is more resistant to material distortion,
and this concept can help to explain the existence of the yield stress. Numerous constitutive
equations were proposed [62, 63, 186, 187]; the simplest relations only focus on modelling

the layer deformation.
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Appendix A

Source codes

The fundamental features of the new solver and constitutive equations are outlined below

1.

Al

The solution procedure is contained by the file rheoFoam?2. C listed in the appendix A.
The code starts by initialising the relevant variables, e.g. velocity, pressure, director or
order parameter tensor through the createFields.H file. Based on that, momentum
and continuity equations are solved, then followed by the angular momentum balance.
Details of the selected nematodynamic model with the relevant parameters are stored
in the object constEq2 belonging to the class constitutiveModel2. 1f required, the trans-
port equation of a passive scalar is solved. The stress tensor field is updated, and the

procedure repeats until the solution converges.

. All the models are stored in the constitutiveEgs directory, each having its sub-folder

where the differential form of the governing equation, variables, constants and stress
definitions are specified. Nematodynamic relations are similar to log-conformation ten-
sor models: the transport equation for the conformation tensor (director) is solved and
then used to compute the stress tensor via an algebraic expression. Thus, the directory
containing the log-conformation Oldroyd-B model was copied and appropriately mod-
ified to solve the director equation, later used to compute the stress tensor. The stress
tensor in the Leslie-Ericksen and Beris-Edwards models (eq. (2.52) and (2.69)) is not
symmetric, so rheoFoam is not appropriate for nematodynamic simulations. The new
solver rheoFoam?2 allows for a non-symmetric stress tensor through the modified class
constitutiveEg2, which defines the operations that can be performed on 7, such as stress
divergence divTau(), velocity gradient decomposition decomposeGradU or the calcula-
tion of eigenvalues calcEig(). Member functions of constitutiveEq2 are defined in the

file constitutiveEq2.C.

Solver codes

A.1.1 rheoFoam2.C

#include
#include
#include
#include
#include

#include
#include
#include

"fyCFD .H”
”dynamicFvMesh .H”
”simpleControl .H”
"CorrectPhi .H”
"fvOptions .H”

"adjustCorrPhi .H”
"ppUtillnterface .H”
“constitutiveModel2 .H”

int main(int argc, char xargv[])

#include “postProcess.H”

#include ”setRootCaseLists .H”
#include “createTime .H”
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#include “createDynamicFvMesh .H”
#include “initContinuityErrs .H”
#include “createFields .H”
#include “createControls.H”
#include “createPPutil .H”
#include "createUfIfPresent.H”
#include "CourantNo.H”

#include "setInitialDeltaT .H”

T1o% % sk s % sk k% kR ok ok ok ok ok ok Rk kR ok kR ok ok R ok kR %k k% ok ok

Info<< "\nStarting time loop\n” << endl;

while (simple.loop(runTime))

{

}

#include “readDyMControls.H”
#include ”CourantNo .H”
#include “setDeltaT .H”

Info<< "Time = 7 << runTime.timeName() << nl << endl;
!/l ——— Inner loop iterations ——-—
for (int i=0; i<nInlter; i++)
Info << "Inner iteration: 7 << i << nl << endl;
(if (i==0 || moveMeshOuterCorrectors)

mesh . update ()
if (mesh.changing())
MRF. update ();
if (correctPhi)
{
// Calculate absolute flux
// from the mapped surface velocity
phi = mesh.Sf() & Uf();
#include “correctPhi .H”
// Make the flux relative to the mesh motion
fve :: makeRelative (phi, U);
}
if (checkMeshCourantNo)

#include "meshCourantNo .H”

!/l ——— Pressure-velocity SIMPLEC corrector

1 — Solve U and p ————
#include “UEqn.H”
#include ”“pEqn.H”

// ———- Solve constitutive equation —-——
constEq2. correct ():

I/l ——— Passive Scalar transport
if (sPS)

{
#include “CEqn.H”
}
}

postProc.update ():

runTime. write ();

Info << "ExecutionTime = " << runTime.elapsedCpuTime() << ” s”
<< 7 ClockTime = 7 << runTime.elapsedClockTime () << 7 s”
<< nl << endl;

Info<< "End\n” << endl;

return 0;

A.1.2 createFields.H

Info<< "Reading field p\n” << endl;
volScalarField p
(

I0object
(

)

m

)5

runTime . timeName () ,
mesh ,

10object : : MUST_READ,
I0object : : AUTO_WRITE

esh

Info<< “Reading field U\n” << endl;
volVectorField U
(

TOobject
(
U,
runTime . timeName () ,
mesh ,
I0object ::
IOobject : : AUTO_WRITE
).
mesh

)i

#include “createPhi .H”

label

pRefCell = 0;

scalar pRefValue = 0.0;
setRefCell (p, mesh.solutionDict (). subDict("SIMPLE”), pRefCell, pRefValue);

mesh .

setFluxRequired (p.name ());

#include “createMRF.H”
#include “createFvOptions .H”

/I Create constitutive equation
constitutiveModel2 constEq2 (U, phi);

I0dictionary cttProperties

IOobject
(

"constitutiveProperties”,
runTime . constant (),
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OB B W —

mesh ,
I0object : : MUST_READ_IF_MODIFIED
I10object : : NO_WRITE,

false
)
);
bool  sPS = cttProperties.subDict(” passiveScalarProperties”).
lookupOrDefault <Switch >("solvePassiveScalar™, false);

autoPtr<volScalarField> C
sPS != true
9
NULL
new volScalarField
I0object
(
nc,
runTime . timeName () ,
mesh ,
I0object : : MUST_READ,

I0object : : AUTO_WRITE
)

mesh

A.1.3 Libraries

A.1.4 constitutiveModel2.C

#include “constitutiveModel2 .H”

J1 % s % sk sk o sk ko sk sk ok ok sk ok ok sk sk ok sk sk % sk sk ok ok sk ok ok sk ok % ok ok % % sk [/

namespace Foam

T s s s % ok sk ok ok ok ok ok Rk ok ok Rk ko k kR ok ok Rk ok R ok ok R ok ok ok ok ok /[

defineTypeNameAndDebug (constitutiveModel2 , 0);

Tl s s s s sk o sk ok sk ok k% sk % sk % CONStructors  # sk % sk %k sk % sk ok ok ox ok % ok [/

constitutiveModel2 :: constitutiveModel2

const volVectorField& U,
const surfaceScalarField& phi

IOdictionary
(

IOobject
(
“constitutiveProperties”,
U.time (). constant (),
U.db(),
100bject ::
I0object ::

)

).
eqPtr_(constitutiveEq2 ::New(word:: null , U, phi, subDict(” parameters”)))

Il % % % % % %k & % % % % % % % Member Functions & % % % s % % % % % % % % % //

tmp<volTensorField > constitutiveModel2 ::tau() const

return eqPtr_->tau();

)
tmp<volTensorField > constitutiveModel2 :: tauTotal () const

return eqPtr_->tauTotal ();

}

const dimensionedScalar constitutiveModel2 ::rho() const

{
}

return eqPtr_->rho ();

tmp<fvVectorMatrix > constitutiveModel2 ::divTau(volVectorField& U) const

return eqPtr_—>divTau(U);
bool constitutiveModel2 ::isGNF() const
{
}

void constitutiveModel2 :: correct ()

return eqPtr_->isGNF ();

eqPtr_->correct ();

bool constitutiveModel2 ::read ()
if (reglOobject::read())
{
return true;
)

else

return false;

Il % % % s sk o sk ko sk ok ok ok sk ok ok sk ok ok sk ok ok sk sk ok ok sk ok ok sk ok % ko k ok % sk [/

} // End namespace Foam

11

A.1.5 constitutiveModel2.H

#ifndef constitutiveModel2_H
#define constitutiveModel2_H

#include “constitutiveEq2 .H”
#include “autoPtr .H”

T s s s % ok sk ok ok ok ok ok R ok ok ok Rk kR ok ko ok ok R ok ok ok ok ok ok x k b ok ok /[

namespace Foam



Class constitutiveModel2 Declaration

class constitutiveModel2
public IOdictionary
private:
/I Private data
//- Constitutive Eq
autoPtr <constitutiveEq2 > eqPtr_:
// Private Member Functions

//- Disallow default bitwise copy construct
constitutiveModel2 (const constitutiveModel2 &);

//- Disallow default bitwise assignment
void operator=(const constitutiveModel2&);
public:
//- Runtime type information
TypeName (” constitutiveModel2 ”);

/1 Constructors

//- Construct from components
constitutiveModel2

(
const volVectorField& U,
const surfaceScalarField& phi
)
// Destructor
virtual ~constitutiveModel2 ()
)

// Member Functions

//- Return the viscoelastic stress tensor
virtual tmp<volTensorField> tau() const;

//- Return the total stress tensor (solvent + polymeric)
virtual tmp<volTensorField> tauTotal () const;

//-= Return the density
virtual const dimensionedScalar rho() const;

//- Return the coupling term for the momentum equation
virtual tmp<fvVectorMatrix > divTau(volVectorField& U) const;

//- 1s GNF or VE
virtual bool isGNF() const;

//- Correct the viscoelastic stress
virtual void correct();

//- Read constitutiveProperties dictionary
virtual bool read():

JI s s s s s ok sk sk sk sk sk sk sk sk sk sk sk sk sk ok ok ok ok ok ok R R R R R R R Rk ok
} // End namespace Foam
Il % % % s %k % sk ok ok sk ok % ok sk k ok sk ok ok sk ok % sk ok ok sk sk ok ok sk ok % sk ok % ok %

#endif

/1

A.1.6 LE_1constant.C

#include "LE_lconstant.H”
#include “addToRunTimeSelectionTable .H”

Il % % % % % % % % % % % % % % Static Data Members % # % s % % % % % % % % *
namespace Foam
namespace constitutiveEqs

defineTypeNameAndDebug (LE_Iconstant, 0):

addToRunTimeSelectionTable (constitutiveEq2 , LE_lconstant, dictionary);
}
}

I1 % % % s % % sk % % % % % % % % % CONSLrUCLOrs s % % s % % s % % s % % % %

Foam:: constitutiveEqs :: LE_lconstant:: LE_lconstant
(

const word& name,

const volVectorField& U,

const surfaceScalarField& phi,

const dictionary& dict

constitutiveEq2 (name, U, phi),
tau_

IOobject
(

“tau” + name,

U. time ().timeName () ,
U.mesh (),

I10object : : MUST_READ,
I0object : : AUTO_WRITE

)
U.mesh ()

100bject
(

”n” + name,

U.time (). timeName () ,
U.mesh (),

IOobject ::

IOobject ::

),
U.mesh ()
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tauTotal _

IOobject
(

U.time (). timeName () ,

“tauTotal” + name,

U.mesh ()

IOobject ::
IOobject ::

B
U.mesh ()

).

/letaS=alpha4 , etal=alphal , eta2=alpha2, cta3=alpha3, ctaS=alpha5, cta6=alpha6
rho_(dict.lookup(”rho™)),
etaS_(dict.lookup(”etaS”)),
etal_(dict.lookup(”etal”)),
eta2_(dict.lookup(“eta2™)),
eta3_(dict.lookup(“eta3 ™)),
eta5_(dict.lookup(“eta5™)),
eta6_(dict.lookup(”eta6”)),
K_(dict.lookup (”K”))

{
checkForStab (dict);
}

/1 % % % % % % % % % % % % % % *% Member Functions

void Foam::

constitutiveEqs :: LE_lconstant:: correct ()

// Velocity gradient tensor
volTensorField L = fvc::grad(U()):

/I Symmetric velocity gradient tensor
volTensorField D = ( L+T(L) )/2;

/I Antisymmetric velocity gradient tensor
volTensorField omega = skew(L);

/ldirector

e

quation

fvVectorMatrix nEqn

(eta3_ - eta2_)x(fvm::ddt(n_) + fvm::div(phi(),

— K_xfvc::laplacian (n_)

+ ( (n_ #n_) & K_xfvc::laplacian(n_) )
—(eta6_ - eta5_)#( (n_ & D) — n_str(n_%n_ & D) )
)i
nEqn.relax ():
nEqn.solve ();
n_=n_/mag(n_);
volVectorField N=( fvc::ddt(n_) + fvc::div(phi(), n_) - (n_ & omega)

tress tensor in the Leslie-Ericksen model

(n_%n_) & D)

)
w ( fve::grad(n_) & T(fve::grad(n_)) )

/s

tau_ =

etal_ =tr(D & n_ * n_)%x(n_%n_)
+ eta2_ x ( n_ N )

+ etad_ = ( N s#n_

+ etaS_ = (

+ eta6b_ % (D & (n_*kn_)

- K_

)s

/I total stress tensor

tauTotal_=tau_+2xetaS_xD;

tau_.correctBoundaryConditions ();

n_) - (n_ & omega) )

)

A.1.7 LE_1lconstant.H

#ifndef LE_lconstant_H
#define LE_lconstant_H

#include “constitutiveEq2 .H”

d ok ok ok ok ok ok ok ok ok ok ok ok [/

T s s s % ok sk ok ok ko ok k% ok ok ok ok ok Rk k% ok ok ok ok ok R ok ok k% ok b ok ok [/

namespace Foam

namespace constitutiveEqs

Class

LE_lconstant Declaration

class LE_lconstant

public constitutiveEq2

/I Private data

/-

Transported nematic

volTensorField tau_;

/-

volVectorField n

-

volTensorField

director field

Transported nematic

// Model constants

/- Density

stress

stress

tauTotal_;

dimensionedScalar rho_;

//- Newtonian viscosity alpha4/2
etaS_;

dimensionedScalar
// - etal

dimensionedScalar etal_;

// - eta2

dimensionedScalar eta2_;

/l- eta3

dimensionedScalar eta3_;

/I - etas

dimensionedScalar eta5_;
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/1- eta6
dimensionedScalar eta6_;
//— tumbling parameter

1 dimensionedScalar lambda_;

/- K
dimensionedScalar K_;

/1 Private Member Functions
// - Disallow default bitwise copy construct
LE_lconstant(const LE_lconstant&);
//- Disallow default bitwise assignment
void operator=(const LE_lconstant&);

protected :

//— Return the solvent viscosity
virtual const dimensionedScalar etaS () const

return etaS_;

)

//- Return etal

virtual const dimensionedScalar etal () const
{

return etal_;
}
//- Return eta2
virtual const dimensionedScalar eta2 () const
{

return eta2_;

//- Return eta3
virtual const dimensionedScalar eta3 () const

return eta3_;

//- Return eta$
virtual const dimensionedScalar eta5S() const

return etaS_;
)
//- Return eta6
virtual const dimensionedScalar eta6() const

(
}

return eta6_;

public:

//-= Runtime type information
TypeName (" LE_lconstant”);

/1 Constructors

//- Construct from components
LE_lconstant

const word& name,
const volVectorField& U,
const surfaceScalarField& phi,
const dictionary& dict
)s
/1 Destructor

virtual ~LE_lconstant()

// Member Functions

//- Return the viscoelastic stress tensor
virtual tmp<volTensorField> tau() const

{

}

//- Return the density

virtual const dimensionedScalar rho() const
{

)

/- Return true if GNF (non-elastic)
virtual bool isGNF() const

return tau_

return rho_

return false;

//- Correct the viscoelastic stress
virtual void correct();

} // End namespace constitutiveEqs
} // End namespace Foam

JI s s s s ook sk sk sk sk sk sk sk sk sk sk sk sk sk ok ok R R ok ok R R R R R R R Rk ok ok
#endif

/1

A.1.8 BerisEdwards.C

#include ”BerisEdwards .H”
#include “addToRunTimeSelectionTable .H”

I % % % % % %k % % % % % % % % Static Data Members * # % s % % % % % %k % % *
namespace Foam
namespace constitutiveEqs
defineTypeNameAndDebug (BerisEdwards , 0):
addToRunTimeSelectionTable (constitutiveEq2 , BerisEdwards, dictionary);
|

Il % % % % % % % % % % % % % % % % Constructors s % % % % % % % % % % % % %

Foam:: constitutiveEqs :: BerisEdwards :: BerisEdwards

(
const word& name,
const volVectorField& U,
const surfaceScalarField& phi,
const dictionary& dict

constitutiveEq2 (name, U, phi),
tau_

I0object
(

“tau” + name,
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U.time (). timeName () ,
U.mesh ()

I0object : : MUST_READ,
I0object : : AUTO_WRITE

B
U.mesh ()
).
Q
(
IOobject
(
”Q” + name,
U.time (). timeName () ,
U.mesh(),
I0object : : MUST_READ,
I0object : : AUTO_WRITE
).
U.mesh()
).
sigma2_
I10object
(
“sigma2” + name,
U.time ().timeName () ,
U.mesh (),
I10object : : MUST_READ,
IOobject : : AUTO_WRITE
B
U.mesh ()
).
tauTotal_
IOobject
(
“tauTotal” + name,
U. time (). timeName () ,
U.mesh (),
TOobject : : MUST_READ,
I0object : : AUTO_WRITE
),
U.mesh ()
)

rho_(dict.lookup(”rho™)),
etaS_(dict.lookup(”etaS”)),
a_(dict.lookup(”a”)),
b_(dict.lookup(”b™)),
c_(dict.lookup(“c™)),
L_(dict.lookup(”L")),
Xi_(dict.lookup (" xi”)),
gamma_(dict.lookup (”gamma™))

{
checkForStab (dict);

Il % % % % % % % % % % % % % % % Member Functions s s s s s s s % % % % % x [/
void Foam:: constitutiveEqs :: BerisEdwards :: correct ()

/1 Velocity gradient tensor
volTensorField gradU = fvec::grad(U());

// Symmetric velocity gradient tensor
volTensorField D = (" gradU+T(gradU) )/2;

// Antisymmetric velocity gradient tensor
volTensorField omega = skew(gradU);

tensor 1(1,0,0,0,1,0,0,0,1);
volTensorField S=( (xi_%D - omega) & (Q_ + I/3 ) )

+ ( (QU+ I/3 ) & (xi_*D + omega) )
- ( 2#xi_ = (Q_ + I/3 )xtr(Q_ & gradU) );

volTensorField H=fvc::laplacian(L_, Q) - a

_#Q_
+bow( (QU & Q) - (tr(Q & Q) )x I/3 ) —c_ % Q_

//Q-tensor transport equation
fvTensorMatrix QEqn

(
fyvm :: ddt(Q_)
+ fvm::div(phi(), Q)
S + gamma_ *x H

):

QEqn. relax ();
QEgn. solve ();

Q=(Q + T(Q) )/2;
forAIl1(Q_, celll)

Q_[celll][8]=-Q_[celll][0]-Q_[celll][4]:
}

// calculate gradients of Q

volScalarField Q11=Q_.component(0);
volScalarField QI2=Q_.component(1);
volScalarField Q13=Q_.component(2):
volScalarField Q21=Q_.component(3);
volScalarField Q22=Q_.component (4);
volScalarField Q23=Q_.component(5);
volScalarField Q31=Q_.component(6);
volScalarField Q32=Q_.component(7);
volScalarField Q33=Q_.component(8);

volVectorField gradQll=fvc::grad(Ql1);
volVectorField gradQl2=fvc::grad(QI12);
volVectorField gradQ13=fvc::grad(Ql3);
volVectorField gradQ2l=fvc::grad(Q21);
volVectorField gradQ22=fvc::grad(Q22);
volVectorField gradQ23=fvc::grad(Q23);
volVectorField gradQ31=fvc::grad(Q31):
volVectorField gradQ32=fvc::grad(Q32);
volVectorField gradQ33=fvc::grad(Q33);

tensor Ixx(1,0,0,0,0,0,
tensor Ixy(0,1,0,0,0.0,
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171 tensor Ixz(0,0,1,0,0.,0,0,0,0):

172 tensor Iyx(0,0,0,1,0,0,0,0,0);

173 tensor Iyy(0,0,0,0,1,0,0,0,0);

174 tensor Iyz(0,0.,0,0,0.,1,0,0.,0):

175 tensor Izx(0,0,0,0,0,0,1,0,0);

176 tensor Izy(0,0.,0,0,0.0,0,1.,0);

177 tensor Izz(0,0,0,0,0.0,0,0,1):

178

179 /lelastic stress tensor

180

181 volScalarField sigmaExx=

182 gradQ11.component(0)xgradQ11.component(0)
183 +gradQ12.component (0)# gradQ12.component (0)
184 +gradQ13.component (0)#gradQ13.component (0)
185 +gradQ21 . component (0)# gradQ21 . component (0)
186 +gradQ22 . component (0)* gradQ22 . component (0)
187 +gradQ23 . component (0)#* gradQ23 . component (0)
188 +gradQ31.component(0)xgradQ31.component(0)
189 +gradQ32 . component (0)x gradQ32 . component (0)
190 +gradQ33 . component (0)# gradQ33 . component (0) H
191

192 volScalarField sigmaExy=

193 gradQ11.component (0)# gradQ11.component (1)
194 +gradQ12.component (0)#* gradQ12.component (1)
195 +gradQ13.component (0)#*gradQ13.component (1)
196 +gradQ21.component(0)xgradQ21.component (1)
197 +gradQ22 . component (0)x gradQ22 . component (1)
198 +gradQ23 . component (0)# gradQ23 . component (1)
199 +gradQ31.component (0)*gradQ31.component (1)
200 +gradQ32. component (0) gradQ32 . component (1)
201 +gradQ33 . component (0) gradQ33 . component (1)
202

203 volScalarField sigmaExz=

204 gradQ11.component(0):*gradQ11.component(2)
205 +gradQ12 . component (0)x gradQ12 . component (2)
206 +gradQ13. component (0)#gradQ13.component(2)
207 +gradQ21 . component (0)# gradQ21.component(2)
208 +gradQ22 . component (0) gradQ22 . component (2)
209 +gradQ23 . component (0)* gradQ23 . component (2)
210 +gradQ31.component (0)#*gradQ31.component(2)
211 +gradQ32.component (0)x gradQ32.component(2)
212 +gradQ33 . component (0)x gradQ33 . component (2) :
213

214 volScalarField sigmaEyx=

215 eradQ11.component (1) gradQ11.component (0)
216 +gradQ12. component (1) gradQ12 . component (0)
217 +gradQ13 . component (1) gradQ13.component (0)
218 +gradQ21.component(1)#*gradQ21.component(0)
219 +gradQ22.component(1)xgradQ22.component (0)
220 +gradQ23 . component (1) gradQ23 . component (0)
221 +gradQ31.component (1) gradQ31.component(0)
m +gradQ32. component (1)# gradQ32 . component (0)
223 +gradQ33. component (1) gradQ33 . component (0) ;
224

225

226  volScalarField sigmaEyy=

227 gradQ11.component(1)xgradQ11.component(1)
228 +gradQ12.component(1)xgradQ12.component(1)
229 +gradQ13.component(1)xgradQ13.component(1)
230 +gradQ21. component (1) gradQ21 . component (1)
231 +gradQ22 . component (1) gradQ22 . component (1)
232 +gradQ23 . component (1) gradQ23 . component (1)
233 +gradQ31 . component (1) gradQ31 . component (1)
234 +gradQ32.component (1)#*gradQ32.component (1)
235 +gradQ33 . component(1)xgradQ33.component (1)
236

237 volScalarField sigmaEyz=

238 gradQ11.component(1):#gradQ11.component(2)
239 +gradQ12.component (1) gradQ12.component(2)
240 +gradQ13. component (1)xgradQ13 . component (2)
241 +gradQ21 . component (1) gradQ21 . component (2)
242 +gradQ22 . component (1) gradQ22 . component (2)
243 +gradQ23 . component (1)#*gradQ23.component(2)
244 +gradQ31.component(1)xgradQ31.component(2)
245 +gradQ32.component(1)xgradQ32.component(2)
246 +gradQ33 . component (1) gradQ33 . component (2) :
247

248 volScalarField sigmaEzx=

249 gradQ11.component(2)xgradQl11.component(0)
250 +gradQ12. component (2)# gradQ12 . component (0)
251 +gradQ13. component (2)# gradQ13 . component (0)
252 +gradQ21 . component (2)s# gradQ21 . component (0)
253 +gradQ22 . component (2)* gradQ22 . component (0)
254 +gradQ23 . component (2)#* gradQ23 . component (0)
255 +gradQ31.component(2)#*gradQ31.component(0)
256 +gradQ32.component(2)#*gradQ32.component (0)
257 +gradQ33 . component(2)xgradQ33.component (0)
258

259 volScalarField sigmaEzy=

260 gradQ11.component(2):#gradQ11.component(1)
261 +gradQ12.component(2)xgradQ12.component (1)
262 +gradQ13 . component (2)x gradQ13 . component (1)
263 +gradQ21 . component(2)#gradQ21.component (1)
264 +gradQ22 . component (2)# gradQ22 . component (1)
265 +gradQ23 . component(2)# gradQ23.component (1)
266 +gradQ31 . component (2)# gradQ31 . component (1)
267 +gradQ32 . component (2)* gradQ32.component (1)
268 +gradQ33 . component(2)#*gradQ33.component (1)
269

270

271 volScalarField sigmaEzz=

272 gradQ11.component(2):#gradQ11.component(2)
273 +gradQ12.component(2)#gradQ12.component(2)
274 +gradQ13 . component (2)# gradQ13 . component (2)
275 +gradQ21.component(2)*gradQ21.component(2)
276 +gradQ22 . component (2) gradQ22 . component (2)
277 +gradQ23 . component (2)#* gradQ23 . component(2)
278 +gradQ31.component(2)xgradQ31.component(2)
279 +gradQ32.component(2)xgradQ32.component(2)
280 +gradQ33 . component (2)x gradQ33 . component (2) :
281

282

283 sigma2_= IxxssigmaBxx + Ixys#sigmaBxy + Ixz#sigmaExz +

284 Tyxs#sigmaEyx + IyysxsigmaEyy + IyzsxsigmaEyz +

285 IzxxsigmaEzx + IzysxsigmaEzy + IzzsxsigmaEzz

286

287 //viscous stress tensor

288 volTensorField sigma_= (H & Q) - (Q_ & H)

289 - xi_ % ( (Q + 1/3 )&H) - xi_ * (H& (Q_+ 1/3 ) )
290 2% xi_ow ((Q+1/3 ) % (QU&H ) ) ;
291

292 // elastic+viscous non-Newtonian stresses

293

294 tau_ = ( -L_x sigma2_ + sigma_ ):

295

296

297 /1 total stress

298 tauTotal_=tau_+2#etaS_xD;

299

300 tau_.correctBoundaryConditions ();

301

302}

303

304

305 11 1/
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A.1.9 BerisEdwards.H

#ifndef
#define

BerisEdwards_H
BerisEdwards_H

#include “constitutiveEq2 .H”

T s s s % ok sk ok ok ok ok ok Rk ok ok Rk ok R ok kR ok ok Rk ok R ok ok R ok ok ok ok ok /[

namespace Foam

namespace constitutiveEqs

Class Beris

Edwards Declaration

class BerisEdwards

public constitutiveEq2

/I Private data
//- Transported nematic stress
volTensorField tau_;
volTensorField Q_:
volTensorField sigma2_;
/I- Transported nematic stress
volTensorField tauTotal_:
/I Model constants
/- Density
dimensionedScalar rho_;
//- Newtnoian viscosity
dimensionedScalar etaS_;
dimensionedScalar a_
dimensionedScalar b_
dimensionedScalar c_
dimensionedScalar L_;
dimensionedScalar xi_;
dimensionedScalar gamma_:
// Private Member Functions
// - Disallow default bitwise copy construct
BerisEdwards (const BerisEdwards &);
//- Disallow default bitwise assignment
void operator=(const BerisEdwards &);
protected :
//— Return the solvent viscosity
virtual const dimensionedScalar etaS() const
return etaS_;
}
public:
//- Runtime type information
TypeName (" BerisEdwards )
/1 Constructors
//- Construct from components
BerisEdwards
(
const word& name,
const volVectorField& U,
const surfaceScalarField& phi,
const dictionary& dict
)
/1 Destructor
virtual ~BerisEdwards ()
// Member Functions

/l- Return the viscoelastic stress tensor
virtual tmp<volTensorField> tau() const

return tau_

)

//- Return the density

virtual const dimensionedScalar rho() const

{
}

//- Return true if GNF (non-e
virtual bool isGNF() const

return rho_;

return false;

//- Correct the viscoelastic
virtual void correct():

lastic)

stress

T s s s % ok sk ok ok ok ok ok R ok ok kR ok kR ok ok ok ok ok ok ok ok ok ok ok R x k b ok ok /[

} // End namespace constitutiveEqs
} // End namespace Foam

J1 s s s sk ko ko ko oskoskoskok ko ko ko sk ok sk ok sk ok sk ok ok ok ok ok ok [/

#endif

11
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A.2 Analytical solution of nematic flow in a capillary

The fluid motion is described by the linear momentum equation (2.8), whose dimensional

form in cylindrical coordinates reads [18]

op* Ot} 1 07 1
S N Al
o or ¢ e (&-1a)

1 (9p* 8Tr*¢ 1 67_;¢ 2
—P _ il A.1b
r* 0¢ or* + r* 0¢ * T*T ¢ ( )
op* oy, 1075 1

_ o7 , Al
Os*  Or*  r* 0¢ * e TS (A.lc)

where N/ are normal stress differences and 7;; are components of the stress tensor
T =ajnnnn : D"+ ainN* + ajN*n + D" + ajnn - D* + ofD -nn — 2-V*'n - (V'n)". (2.81)

Let us introduce the following scaling

* * *
r r o
o % * _ 0 * S
r= o vs = vl /g, T= G i = o (A.2)
2 %o 3

where starred variables refer to dimensional quantities, v is the peak velocity. We are in-
terested only in the s—component of the momentum equation, as there is no motion in the
r — ¢ plane due to the steady-state, fully developed flow assumption. Hence, eq. (A.2) into
the s-component of the momentum equation (A.1c) yields

2 *2 * 1
RZ0p" _0me 1 (A.3)
-

viah 0s*  Or
The r — s component of the stress tensor is given by

(20402 — g + az)n? + (a3 + ag)n? + 2 v,
2 or’

(A.4)

Trs =

In order to obtain the analytical solution, 7, is simplified further by assuming that o; = a3 =
0, a5 = —ave, which gives ag = 0 [125]. The simplification is based on the inspection of

liquid crystal viscosities, which shows that [21, 43]
|an| = Jas| = ag| << |az| = |as| = O(1). (A.5)

Hence, the » — s component of the stress tensor simplifies to

147t + (2 — 4ag)r? du,
Trs = )
(r2 +1)2 or

(A.6)

which upon substitution into eq. (A.3) and implementation of the no-slip boundary condition

(vs(r = 1) = 0) yields the velocity solution
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U 1—r2 1 . )
o = g o2t (—daz 4+ 2)r)
0s* aj

+ tanh™! rt—205+1 0 — 3
2y/az(az — 1) ) Jaa(az — 1)

+ tanh™! ( @ — 1 ) 03 — 503 + @[21n(2) + In(—as + 1)]

(A7)

\/a2(042 —1) \/a2(a2 -1) 9

Hence, the viscous component of the normal stress can be calculated from eq. (2.81) and is

given by

v,
Ny = —agn,n, 222, 8
or
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Appendix B
Supplementary material of chapter 5

B.1 Components of the velocity gradient tensor

Qv

Components of the velocity gradient tensor Vu = a;; eje; are given by

ou 10u w 0
V)., = o Vul, s = T96 T [Vau),s = — W cos b,
ov 10v u o
Valor =2 Wulao= 1204 Val = Swsing, @B
ow 10w ) ]
Vul,, o Vuls s = 90 [Vulss = E(ucosgb—vsmgb).

B.2 Leading order solution

Neglecting terms O(9) and higher from the angular momentum equation (2.29) reduces
the problem to a fully developed, axisymmetric straight pipe flow with r—, p— and s— com-

ponents given by

)
A0 - A+1) 22 <o (5.200)
T
O
0@ _ g (5.20b)
or
)
(2A(n)2 = A —1) 820,,, = 0. (5.20¢)

while the O(1) component of the linear momentum balance in the axial direction (5.17) has

the same form as in the cylindrical coordinate system

0
&) +a7'_1£3)+ 1 (0)

0=4 (1 + 2/ (nﬁo)ngo)f + 5 5 A
r r

(.

(5.19)

Vv
pressure gradient

In a straight pipe the axial symmetry prevents the appearance of a steady state flow and the

momentum balance in the 7 — ¢ plane (5.18) reads

(V x Vp), =0. (5.19b)
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The non-zero components the of 7° are given by

H2 + 4#1("7("0))2@9))2 +2 0w

0 _ B.3
7‘7‘8 2 8/]" ) ( a)
ow©
) = (2m () + o) (B.3b)
Ow®
70 = 200241, (n®)? + 2] (B.3¢)

Substituting eq. (B.3a) into the axial momentum balance (5.19) gives the second order dif-

ferential equation for w(®)

Pw® 1 9w®
- — 4 B.4
or? + r Or (B.4)

Imposing the no-slip boundary condition gives the solution

wO(r,¢) =1 —r2 (5.22)

B.3 First order O(6) solution

The O(d) components of the linear momentum equations (5.17) and (5.18) are given by

9 or) 107 1
0= Prcosg+ 0 1 e Loy o [reoss - D ine], 525)
S T T T

1N ton ) 30 ) 10

rordd 2 86 | orz | ror™ 12 9g?

(0) (0) (0) (0) (0)
1 or, e 1 aTss or 10N 2 87}
+sin 6 <——¢ + (N + =+ ﬂ) +cos ¢ (;—1 +oomg + )

r o6 or or o or
(5.26)
where 7(1) denotes the first order stress tensor and its components read
(1) (0) (032 4 H21 () (1) o2, H2] o) v
Ty = <6ns |:/’Ll (nr ) + _:| n,’ + 2ns |:/L1 (nr ) + _:| 1, )
R 6 2 or
non-axisymmetric dist(;r,tion of the director field
ow™
+ ngo)ngo) (2M1(nro))2 + MQ) (_w(o) cos ¢ + 5 )
r
axial veﬁ)gity shift
ou)
+2 (i (nO)* + pa(nV)? + 1) ———  (B.5a)

[\ J/
-~

homogeneous viscous contribution
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ow® 0) . (0),,(0) guw™®

(1) — 9,0 () o2 , M2 o (0) 2TV S L L
e e e o
director r;(:rientation axial vel?)::ity shift
249 Fgu®  gu)
+uz(nr )2+2 (Ou +av R
2r ¢ or

J/

Vv
inhomogeneous viscous contribution

(0)y2 2,1.(1)
0)2 (e ) p2 | o 02 e | 0%
<(nr))M1+T+Z+1>A_(n£))‘1_7] 8¢2+

((,lh + %)(n$0))2 + %) A — (n&o))Q,ul — B2 ) (

sin o+
n,(ﬂo) )\

(( 02, 4 @ | e 1) A (0 + 22 9@ 0
. ( = _7>, (B.5b)

7 = 2008 §((p(n{)? + p2/4) () + pa(n{”)? /4 + 1/2)r?
+ (=80 (i1 () + pr /A — 80 (a ()2 + pra/A)n V)

’UJ(1
2O + /D) + )4 41720

—2c0s ¢((pn (n{)? + p12/4) (n)? + pa(n)? /4 + 1/2)

(1) 2,/ (1)
©),0)(, ()2 4 H2y (LW 107
+2nr U (Ml(nr ) + 92 ) <T2 a¢ r 87"8@5 , (B.5¢)

X 82 (1)
730 = = sin (4o + 2)r2 /2~ 4n® (s (n 0V + o))+ O Ly
(0)y2 (1) (0)_(0) gV 921 (0) (0)
1sincl5(,u2(n(0))2+2) (Zpalna )" 2) w T fene s Ty _ HaggE N s
2 s 27’ 2r2 ’
(B.5d)

120 (2 () 4+ 0 ) + 200 i (o) + ) =
W 19240
— 900 0) 02 M2 o2 (o2 (LW 107
2n COS¢(M1(718 ) + 2)+2M1(nr ) (ns ) (7,2 a¢ r ara(b
(B.5¢)
oy _ 15¢(1) 1a2¢(1)
(22 . B.
Too = (7«2 96 1 0rdg ®.51)

The first-order director evolution equation is found by collecting O(4) terms from eq.
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(2.27)

© o)
0= —487(;)” 2D/ + 1) + \/iag—(A +1), (5.272)
T T
Ow©

0= —2m VA + A=

+v2V/A2 =) [(/\ — 1)83;1) +(A+1) (Og—f)r — 1)(1)>] —(A=DVAZ+ A (w(mr sin ¢ + 075;”) ,
(5.27b)

0 1)
0 = 4n(V) a:; VA —1) — ﬁagr (A—1). (5.27¢)

Substituting the relevant components of stress (eq. (B.5)) and director field (eq. (5.27)) into
momentum balance equations (5.25) and (5.26) provides a pair of differential equations in
terms of w( and y™):

w® (r w (r wD (r
VA+1 [—6 cos(¢)r3 + r2 2 alﬂ( 0) 4 2 ;r( 0) 4 & 6;2( ’d))] ((M + pia + 2)N* — Ml)r

93 oy
+V)\—1{<(M1+#2))\2—#1>%¢3 :;iﬁ }:07

+ ((ul + p2) A + m) (A+1)

(B.7)

{ (112 + 2N =2 iz M | Gt 2) X

0¢ o
+ (AN + A — ) aa(; (a%pg;(;, (b)) +2 [(Ml + pg + 2)A* — ,Ul] r?’w
— (42 4 Ay — m)% (W)
(2101 + 2412+ 8)X = (i + )X — o %ﬁf’@
_ (a2wg;(2r, 9. awu(;ir, ¢)) ((Ml 42— M>r} 0T
+ 100\ — 1)r [ (W + Mng - ul) 33w;;gr, 9) . ((ul + ung - m) aw(zﬁf’ %)

4P [(ul + i)\ — %} sin(¢)] VAA+1) =0 (BS)

Inspection of eq. (B.7) and (B.8) suggests the most general forms of w (r, ¢) and vV (r, ¢):

w(l)(r, o) = w(l)(r) Cos ¢, p® (r,p) = w(l)(r) sin ¢, (B.9)

hence, by substituting eq. (B.9) into eq. (B.8) we obtain a differential equation with a single
variable ¢! (r):
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D (r) P (r)
{((Ml + po + 2)A% — M1>T4T + 2((#1 + po + 2)A — p1>r3W

< 8212T2( ) awa ) Ly )) ((u1+u2+6)k2+w1—2u1>} AA=1)

+ 10((u1 + pg) X — %) AMA+1DA=1)r* =0 (B.10)

Equation (B.10) is solved with the mathematical manipulation software Maple 2020 [166];

imposing the no-slip boundary condition (eq. (5.16)) gives the solution

600) = (14 3= = 52t asino, (5.29)

where a = a(p;, \) and b = b(u;, \) are material-dependent constants

i 2V A2+ AVAZ — X(5Apy + BApo — 3p1) (B.11a)
9)\(7)\2/,61 —+ 7)‘2/1’2 + 1072 — )\[Jq — 6,&1)7 '

p—2 21 A2 o 4202+ /(N2 X2 12 +202 — 1) (A2 1 +202 10 +8A2+ Apy —3pu1 ) — B (B.11b)
- A2 +A2 po+2X2— )

We can then substitute 1/)(1) solution (eq. (5.29)) into eq. (B.7) and by enforcing the no-slip

boundary condition (eq. (5.16)), the solution becomes
w(r,¢) = (k17 + kor + ks + kar®™ ') cos ¢, (5.28)

where k; = k;(1;, A) are material-dependent constants

ky _ _o(BVACHD (1 Hp2+2) A% —p1) VA=) +((p14+ )M +p1)A(A=1)a)
(VAA=1)/A+1)((8p1+8u2+16)A2—8u1)) ’

ko = 302t 2N 1) (5-2) VACHD VAR-T =3~ 3) (1 + 5Z) M )aA= DA 4)) (B.12b)
2 = (@b((1 + 2+ 2)X2—121) (0—2) VA1) Y AO—1)) '

b 2+ BN pah — DAB 1) B0

(VAR = DVAA+ D) (1 + 2+ 2)X% — ) (b — 1))
Ga ((m + 5N+ m) AA=1)

(VA A+ DVAN=1)(b = 1)((p1 + 2 + 2)A — pa)b(b — 2))

(B.12a)

ky = (B.12d)

Finally, by substituting solutions for w® (eq. 5.29) and M (eq. (5.28)) into the director

evolution equations, we can solve for the components of n(!):

3vV2(r* —rYavA + 1 .

(1) E—
) (r,0) A

0s ¢, (5.33a)
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[9aA a4+ VA= 1k + DVA T 1} NG

ng)(r,0) = | - r
AVIXF IV
\/5{ - 3a[(b 12N B - 2b— 1] /A2 —1(b— 1)}
b—3
— r
AN+ 1)(4b —4)
- -+ — | sin
4vV/\ r 4/ AN+ 1)(b-1) r?
(5.33b)
2(r — rHav A — 1
nD(r, ¢) = 320~ 1Ya coS ¢. (5.33¢)
8r3v/\
B.4 Second order O(5?) solution
In order to obtain the second order solutions, we consider a special case with
N2 54+ V17
D ey e L 537

In the most general forms, the second-order contributions of velocity and stream-function
(w® (r, ¢) and Y (r, ¢)) are given by:

w®(r,¢) = w? (r) + W (r)cos(20), WP (r,¢) = @ (r)sin(20). (B.14)

Expressing 7 and n(® in terms of w® (r, ¢) and 1)® (r, ¢) gives the momentum balance

in the general form

FP (r,0)) + fo(ws? (r, 0), b (1, ¢)) cos(2¢) = 0. (B.15)

We are only interested in the solution for wf) (r), so we focus on f1, which is given by

92w ow?
— 324007 X (X — 1)% (=4 + p2 — 2)* 5 L —32400r° A" (X — 1)*(—4X + p2 — 2)* 81
T T

+ (—456192007° + 145152007 )A"? 4 4561920042 (1% — 7/22)r*\?

1980 5940 171p3r% 135 5 90 270, 5 pir? % 8
— 17015040 | (143 - 5 — s - == e — b

ot T2 = a7 st T U T e o) T o iess |

+ 2800512 | (13 + 1110/187u5 — 4500/221 15 + 1800/221)r° + 907 (12 4 6615/907) 3" /19448

+ (—1579/4862u5 — 4725/2431 3 + 15750/2431 s — 6300/2431)7°

— (713 (2 + 435/71)1%) /4862 — (355 (12 + 5)) /19448 | r A7

+ | (—171320p3 — 399008015 + 1262304045 + 570240012 — 25660800)1°

+ (—17130p5 — 57470445 + 173988043 )r°
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+ (5706815 + 137232045 — 40824005 — 18144002 + 8164800)r*

+ (529645 + 14915243 — 80352013 )r° + (6583 4+ 1512043 — 12852013 )r — 3243 (2 4 4) | \°

+ | (3145443 + 6771243 — 694656043 + 228096002 — 17107200)7°

+ (844175 — 7463165 — 146286043 )r° + (—115528u3 + 4377615 + 272160043 — 72576002 + 5443200)r*

+ (—22260p5 + 33315245 + 66960u3)r> + (—2345u5 + 567005 — 8820u3)r + 1925 + 896@] A°

+ | (—17715243 4 329024445 — 40521603 + 570240042 — 2851200)r°

+ (6657015 + 152701245 — 140454003 )r° + (51032745 — 60940845 4 136080045 — 181440012 4 907200)r*

+ (—3329615 — 230224115 + 619920137 4 (—6482u5 — 2394043 + 9702013 )7 + 32815 + 416p§] A

+ | (17350405 — 36364815 — 91584013)r° + (—279957u3 + 116780443 + 21870043 )r°

+ (32192u5 — 28598443 )r" + (5462015 — 25320045 + 26136043 )r°

+ (75253 — 3654045 + 491403)r — 174445 — 7392,@] A3

+ 3355213 [(ui — 440/699115 — 2200/233)r° 4 (—34799/1118443 + 8335/93212 + 5625/932)7°
+ (2141/4194p3 — 990/233p2)7* + (2519/27965 — 875/699us 4 175/233)r>

+ (5957/33552u3 — 175/932u2 + 175/932)r — (22143) /233 — (110u2)/699] 22

+ (236803 — 5120013)r° 4 (—29880u3 + 7560043 )r°

+ (—1680u3 — 21600u3)7* + (772013 — 20003)7° + 1680u5T

— 15205 — 8005 | A — 200(r — 1)* s (r* — 17/8r® +5/4r° +9/8r +1) = 0.  (B.16)

Solving for w§2) (r) and enforcing the no-slip boundary condition gives the solution of the

form

w® (1) = purt + por® + par? + par + ps, (5.38)

where coefficients p; = p;(p2) are are given by

_ (2748343403713 +72460p3 — 17974013 +237600p2 — 158400) /17— 1372715 — 18710943 — 56136815 +62702013 45544002 — 475200
7200(u3+612—8)2(3+V1T+pu2) ’

(B.17a)
Py = 3 (1783v/17p34-23832v/ 1713 — 725733 +68540v/ 172 —97624 43 — 75120/17— 284388112 +310800)
2700(u3+642—8)2 (3+v17+u2) ’

(B.17b)

(448188007 +4178013 +3150012 — 151200712 +100800) /17 —297 15 — 283914 — 6168113 — 5670012 — 35280012 +302400
3 3600(2+612—8)2 (3+v/1T+p12) )

(B.17¢)

(37V/ 1Ty + 250V/17 — 1395 — 1046) 143
180(3 4+ V17 + p2) (13 + 6z — 8)

pa = ; (B.17d)
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(—11081:3 161374 —6422013 — 1074013 +194400u2 —129600) v/ 17+ 1587 113 +22969 13 +65688 145 — 5862013 +453600 12 — 388800
21600(p2+6p2—8)2(3+V1T+uz) '

Ps =
(B.17e)

B.4.1 Streamfunction solution in the absence of non-Newtonian O(J) stress

Neglecting the non-Newtonian contribution to (), the contribution of stress imbalance

effects vanishes and momentum balance in the » — ¢ plane (eq. (5.17)) becomes

107y 1ony) 19 19y Py L3900
—= S — - — -7

rordg r? 0¢ rordgp  r?2 0¢ or? ror "

2, (1)

1 07

r2 O¢?

0=

+ (@ 420 sing, (B.18)

where the relevant components of Newtonian stress tensor expressed in terms of the stream

function are given by

(1) 10u® @ 9™ 92 1 9ypM 1 0%

= _— B.1
Tro = 5 0o r + or Oor? r Or r2 0¢? ’ (B.19a)
ouM o 10y
1 _oZ”  _ o9~ [ =
Tor o 28T (r 5 ) (B.19b)
@ _ tov W 9 (1opW
=t =2 ) (B.19¢)

Substituting eq. (B.19) into eq. (B.18) gives

(quo) + 2@&0)) sin(¢)r* + Oy0(r,¢) rt 4 283¢(1) (r, 9) rd 4+ 28_2 (82¢(1) ; (b)) r?
ort or3 Or? 0¢p?
PeI0) o 0 (P V(0) | P00 6) 9 e)
o 2, ( 062 ) e e e 0
(B.20)

Above equation indicates that the stream function can be written in the form

vO(r,0) = vV (r)sing, (B.21)
which then provides an equation for )™ (r):

0) o) . 2 0W(r) 4 JPYW(r) 5 L PU(r) 5 W) 0
(U742, 7) sin(o)r + o 42 57 r°—3 57 r —0'+3—8r r—3y\ (r)
(B.22)

Using Maple [166] to solve the above equation with imposed no-slip boundary condition (eq.

(5.16) gives the final solution

r(r+3)(1—r)?

7/1(1) (7’, ¢) = - 45

(U 4 2W,) sin ¢. (B.23)
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Appendix C

Supplementary material of chapter 6

C.1 Implementation of boundary conditions

C.1.1 Wall-parallel boundary condition

/1 wall connected with the inlet

wal
{
type fixedValue ;
value uniform (1 0 0):
}
/1 bend
wall2
{
type codedMixed ;
refValue uniform (1 0 0);
refGradient uniform (0 0 0);
valueFraction uniform 1;

redirectType homeotropicAnchoring2; // name of generated BC
code
#
// Get range and orientation
boundBox bb(patch (). patch (). localPoints (), true);
const vectorField& ¢ = patch ().Cf():

scalar cx(le-2); // x coordinate of the bend axis
scalar cy(5e-3): // y coordinate of the bend axis

vector ux(l, 0,
vector uy(0, I, 0);
vector uz(0, 0,

const vectorField normal = patch ().nf();
/! function for the wall parallel orientation in the axis direction
this —> refValue()=-ux% ( (c&uy)— cy )/sqrt( pow( (c&uy)- cy,2) +

pow( (c&ux) = ex,2) ) + uy ( (c&ux) — cx )/sqrt( pow( (c&uy)= cy,2)
+ pow( (c&ux) - cx,2) ) ;

#)
// wall connected to the outlet
wall3
{
type fixedValue;
value uniform (0 1 0);
symmetry
type symmetry ;
}
}
11 1/
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C.1.2 Homeotropic boundary condition

/1 wall connected to the inlet

walll
{
type codedMixed ;
refValue uniform (1 0 0);
refGradient uniform (0 0 0);
valueFraction uniform 1;
redirectType homeotropicAnchoringl; // name of generated BC
code
#

// Get range and orientation
boundBox bb(patch (). patch (). localPoints (), true):

// compute wall-normal vector
const vectorField n = patch().nf():

this —> refValue()=-n;

#)3

/I wall of the bend }

wall2

{

type codedMixed ;
refValue uniform (1 0 0); //refValue and refGradient DO NOT matter at all
refGradient uniform (0 0 0);
valueFraction uniform 1;

redirectType homeotropicAnchoring2: // name of generated BC
code
#{
// Get range and orientation
boundBox bb(patch (). patch().localPoints (), true);

//compute wall-normal vector in the bend
const vectorField n = patch ().nf();

this -> refValue()=-n;

#}
)

/1 wall connected to the outlet

wall3
{
type codedMixed ;
refValue uniform (1 0 0);
refGradient uniform (0 0 0);
valueFraction uniform 1

redirectType homeotropicAnchoring3; // name of generated BC
code
#
// Get range and orientation
boundBox bb(patch (). patch().localPoints (), true);

// compute wall—normal vector
const vectorField n = patch ().nf();

this —> refValue()=-n;

#):
}

C.2 Equilibrium director distribution in a curved duct

Analytical solutions for the distribution of the director field in a curved pipe cannot be
obtained. However, the problem can be simplified to consider a straight duct in the absence
of flow with a homeotropic boundary condition as shown in fig. C.1. Conclusions made by

studying the director distribution in a duct are also applicable to a curved pipe.

220



Figure C.1. Schematic illustration of a curved duct. The director is pointing in the opposite direction to mimic
the situation in a curved pipe.

In the set-up shown in fig. C.1 the director is constrained to the » — ¢ plane and does
not change in the ¢ direction. This allows n to be represented as a function of an arbitrary

variable 0(r):

n = [n,.(r), ny(r), ns(r)] = [—sinb(r), cosb(r), 0]. (C.1)

In the one-constant approximation the distortion energy is given by

fi= %KVn S (Vn)T, (C.2)

where the non-zero components of V7 are

on, on n,
Val, =55 [Vale=—-% [Val, =% [Val,=-". (C3)

The Euler-Lagrange equilibrium equation is obtained by taking the functional derivative of

eq. (C.2) with respect to 6 and yields the equilibrium equation

—r L=, (C.4)

™

2’

0(r) = wln(ﬁ) . hl(g) (C.5)

m(ﬁ) ’
r1

with radial and tangential components of the director shown in fig. C.2 and schematically

with boundary conditions 6(r;) = —7, 6(r2) = 7 the solution is
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illustrated in fig. C.3.

0.8
0.6
0.4

0.2

n;
o

-0.2

0.4
—n, (r1 =2, r2=4)
06 ——N, (r1 =2, r2=4)
— — n_straight
08| r )
——n, straight
1 1 1 1 1 1 |
-1 08 06 04  -02 0 0.2 0.4 06 08 1

2r—(ry+rs)
ro—T1

Figure C.2. Comparison of curved and straight duct solutions. Negative x-axis is closer to the centre of curva-
ture.
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Figure C.3. Due to the geometry curvature, the director field at £ = 0 moves towards the bend axis to min-
imise the Helmholtz free energy.

The location of maximum tangential component of the director occurs where 6 = 0, which
by solving eq. (C.5) gives

rmax — m7 (C6)

which is the geometric average of the limiting coordinates. Expressing 7; in terms of R =

ri4rs — T2=T1 o
5= and h = 25 gives

P = /(R —h)(R+h) = VR/(1 = 3)(1+3), €7

where § = }%. Thus as the curvature becomes very small the straight duct limit is recovered

and the solution becomes symmetric about the centreline.
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C.3 Explanation of the sudden velocity perturbations

Newtonian flow

The dimensionless 7— and ¢— components of the Navier-Stokes equation in the toroidal

coordinates are given by

0 o — o1y 1 1 07y .
_a]; — T - 99 + (;—7" —Tr¢ B (;— + E (Trr COoS Cb — Tro¢ Sln¢ — Tss COS Qb) )
(C.8a)

10 27, or, 10T, 1071y, 0
1op _ 27y 0 10799 1074 0

96" 1 o "7 96 "Bos B (Tss SIN @ + T COS ) — Ty SIN D) .

(C.8b)

Note that eq. (C.8a) and (C.8b) contain stream-wise derivatives, which are absent in the fully

developed flow analysis presented in chapter 5. The stress is purely Newtonian
T =2uD, (C.9)

where D is the symmetric part of the velocity gradient tensor, whose full form in toroidal

coordinates reads

ou 10u u 1 Ou )
Vul,, = a3 Vul,.s = T90 T Vul, s = Bas ~ g eos o,
ov 10v wu 1 ov
[V’U,]qﬁ,r - Ea [VU]¢¢ = ;8_(;5 + ;, [VU]¢5 B a + UJSlIl gb,
w 1 0w 10w 9§
Vuls, = £ [Vulss = 96" [Vuls s = 59 + = (u cos ¢ — vsing).

(C.10)

Substituting combining eq. (C.8), (C.9) and (C.10) to calculate the leading order compo-
nent of (V X Vp), on the symmetry line (where v = 0) gives

2

In a fully developed ﬂows Sor = 0,and eq. (C.11) is satisfied by u = 0. However, as the flow
changes direction (accelerates) due to the geometry curvature gr # 0, must be balanced by
a non-zero transverse velocity.

Non-Newtonian fluids

Let us first split the total stress tensor into Newtonian and non-Newtonian contributions:

T=2D+o. (C.12)

224



Following the same procedure as for a Newtonian fluid, the momentum balance in the r — ¢

plane is given by

?0r4 3 2 90rp 212 | 0rr .2 2 2 2,.00,, 2,.004¢ 2,.0%0¢
\_WTB —277’ B +WTB +2B 7”0}¢+B T’W—BT’ 3¢ +B TWQJ

~
components in the fully developed curved pipe flow

Pu 0*u Pu  u
B+ 2r B2 B?
FTagorr U T a6 7 950 T 9g0s?

transverse velocity

0% 0*w foktes
sr B .3 s .
9605 T asoe " C dsor

streamwise gradient

+7r’B (C.13)

Equation above indicates that when the flow is fully developed a% = 0, and non-zero w is pro-
duced by the imbalance of non-Newtonian stresses (terms in the first underbrace). However,

eq. (C.13) suggests that the transverse velocity can be also generated not only when the fluid

accelerates %—fr = 0, but also when there are stream-wise gradients of the shear stress %
004,
and Bs °

C.4 Stress coeflicients in the LE model in a straight pipe

In the limit of a fully developed, straight pipe flow, all velocity gradients apart from

Vuls, = %—f vanish. The viscous stress is given by

aynnnn : D+ aonN + asNn + oD + asnn - D + agD - nn, (C.14)

and its non-zero components read

1r 0
T = 5 |200m] + g+ g + a5 + aﬁ} nna—w (C.15a)
I r
1r 0
Tos = = |200m? — g — g + a5 + a6] . 2L (C.15b)
2L or
_ 1y 2.2 | [ 2 2 8_w
Trs = 5 |4 + 2aqnin; + (—ag + as)n; + (a3 + ag)n; 5 (C.15¢)
1y 2.2 | [ 2 2 8_w
Tor = 5|00+ 2aqnin;, + (—as + ag)ns + (e + as)n: B (C.15d)
(C.15¢)

Note that 7 is not symmetric. 7, is the actual shear stress that enters the Navier-Stokes
equation. When director is aligned in the flow direction (n; = 1), the effective viscosity is
aataeatas (first Miesowicz viscosity [43]) and when director aligns in the velocity gradient

direction (n,, = 1), the effective viscosity is % (second Miesowicz viscosity [43]).
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C.5 Director distortion on the centerline

The steady state distribution of the director angle in a curved channel at low Ericksen

numbers was calculated in appendix C.2 and is given by

0(r) = ﬂln( > Hn(”“ > (C.16)

where r; and ro = r; + 0, are inner and outer radii of the curved channel respectively, ¢, is
a gap between channel walls. The solution is schematically visualised in fig. C.2. In order
to map between the curved and straight sections of a channel, let us consider an identically
distributed director field in a straight channel. For that purpose, we introduce a variable
-1<y<l1

2 _
y= o) C.17)

o —T

So that the director angle is given by

1 5, ri+35; r1it+3i0,
o ) ot
y) = ln<r1+5r>

T1

1.
In (%ycl +1+ %cl) +In <%ylfcl + 114;2611)
— T , (C.18)

ll’l(]. + Cl)

where ¢; = f—; is a free parameter that controls the deviation from the straight channel so-

2%0
a 2
limit of §,, — 0, the power series expansion of 9 and @ at the centreline is given by

lution. We are interested in the relation between and 6 at the channel centerline. In the

0,0 ~ gd— +0(62), (C.19a)

%0 o,

o=y, T o), (C.19b)

which shows that g—§g|y:0 x —0|y—o-
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Appendix D

Contraction mesh code

The code used to generate the M3 mesh of the contraction

C++

\\ / F ield

|
| OpenFOAM: The Open Source CFD Toolbox
\\ / O peration | Website: https://openfoam.org
W\ A nd | Version: 6
\\/ M anipulation |
FoamFile
version 2.0;
format ascii;
class dictionary ;
object blockMeshDict;

Tl s % % s sk o sk ko sk ko k k sk ok ok sk ok ok sk sk % sk sk ok ok sk ok ok sk ok % ok k% % sk [/

convertToMeters 0.001;

vertices

(
0 0 -1) //0
( 100 -1
(40 0 -1)
0 0.5 -1)
( 10 0.5 -1) //4
(40 0.5 -1)
02 -1
102 -1
0o 1)
( 100 1)
(400 1)
0 0.5 1)
( 10 0.5 1)
(40 0.5 1)
02 1
( 102 1)

(0 -0.5 -1) //16
( 10 -0.5 -1)

( 10 =2 -1) /120

0 -0.5 1) //21
( 10 -0.5 1)
(40 -0.5 1)

0 -2 1)

(10 =2 1) /125

):

xInl 400; // cells in the front in the x direction

yInl 60; // cells along the vertical wall in the contraction

yOut 20;//cells from the centerline to the horizontal wall of the outlet pipe
xOut 1200; //cells in the outlet pipe

blocks

(
hex (0 1 43 8 9 12 11) ($xInl SyOut 1) simpleGrading (1 1 1)
hex (1 254 9 10 13 12) ($xOut $yOut 1) simpleGrading (1 1 1)

//outlet pipe
hex (3 4 7 6 11 12 15 14) ($xInl $yInl 1) simpleGrading (1 1 1)
//outside inlet up

hex (16 17 1 0 21 22 9 8) ($xInl SyOut 1) simpleGrading (1 1 1)

hex (17 18 2 1 22 23 10 9) ($xOut $yOut 1) simpleGrading (1 1 1)
//outlet pipe

hex (19 20 17 16 24 25 22 21) ($xInl $yInl 1) simpleGrading (1 1 1)
/1 outside inlet bot

)3
edges
(
)3
boundary
(
inlet
{
type patch;
faces

(

}

wallsHorTop
{

type wall;
faces
(
4513 12)
(6 7 15 14)
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107

180

}
wallsHorBot

type wall;
faces

(19 20 25
(17 18 23

}
wallsVertBot

type wall;
faces

(17 20 25
}
wallsVertTop
{

type wall;
faces

(7 4121

outlet

type patch;
faces

(25131
(18 2 10

frontAndBack
{

type empty:

faces

(
O 14 3)
(347 6)
(125 4)
89 121
(11 12 15
(9 10 13

(16 17 1
(19 20 17
(17 18 2
(21 22 9
(24 25 22
(22 23 10

)i

13
mergePatchPairs

)3
*/

24)
22)

22)

5)

0)
23)

9]
14)
12)

0)
16)

/1
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