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Abstract

Fibre-laden fluids are ubiquitous in biological and physical systems; the fibres alter the
rheology of the fluid and hence the emergent behaviour of the system. This thesis inves-
tigates two physical situations associated with fibrous media.

Firstly we optimise the shear-induced alignment of suspensions of elongated particles,
motivated by collaboration with Linear Diagnostics Ltd who are developing handheld
devices to detect disruptions in fibre alignment due to pathogen presence in biological
samples. Incorporating the effects of fibre dispersion and the mechanical anisotropy in-
duced by the particles, we model suspensions of elongated particles undergoing steady or
oscillating flow using a Fokker-Planck framework, producing recommendations for designs
which optimise the signal to noise ratio.

Next, we investigate microscopic propulsion in perfectly aligned media; for example the
evolving fibrous structure of cervical mucus and more generally the problem of propulsion
and pumping of an active fluid with alignment. We model the swimming of spermato-
zoa by adapting Taylor’s classical swimming sheet model using Ericksen’s transversely
isotropic constitutive law (a limit of the Fokker-Planck model), to account for an aligned
fibrous network. We find that propulsion in fibre-laden fluids is drastically different from

Newtonian fluids, supporting the requirement to investigate fibrous rheology.



Acknowledgments

I would like to thank Professor David Smith and Dr Rosemary Dyson for their advice,
kind support and patience throughout my doctoral studies. I would also like to thank
BBSRC and Linear Diagnostics Ltd for funding this work and supporting a research trip
to the University of Adelaide and University of Auckland, which I thank Dr Edward Green
and Dr Richard Clarke for the opportunity.

I would like to thank Dr Matt Hicks, Linear Diagnostics Ltd and The BioHub for
access to their laboratory and for help with the initial experiments undertaken.

Special thanks go to Dr Craig Holloway, Dr Meurig Gallagher, Chloe Spalding and
Ryan Davies for helpful discussions about my research, general support and making my
time at the University of Birmingham a fantastic experience. Finally, I give thanks to my
parents and my sister Kim for their constant support and encouragement, without them

I could not have achieved this much.



CONTENTS

List of Publications vi
1 Introduction 1
1.1 Active fibre suspensions . . . . . . . .. ... 1
1.2 Flow-induced alignment of elongated fibres . . . . . . . .. ... ... ... 3
1.3 Perfectly-aligned media . . . . . . . ... ..o 4
1.4 Governing equations of fibre-laden flow . . . . . . . ... ... 6
1.4.1 Particle distribution . . . . . ... ..o 7

1.4.2  Extra-stress terms . . . . . . ... Lo Lo 8

1.4.3 Orientation parameter . . . . . . . . . . ... ... .. ....... 10

1.5 Connections with perfectly-aligned media . . . . . . . .. ... ... .... 11
1.6 Summary . . . ... 14

2 Predicting orientation and linear dichroism signal of bacteriophage sus-

pensions: a simplified channel approximation 16
2.1 Introduction . . . . . . .. .. 16
2.2 Summary of equations governing fibrous fluids . . . . . .. ... .. ... 18
2.3 Solving the Fokker-Planck equation in 2D . . . . . .. ... ... ... .. 20

2.3.1 Steady channel flow . . . . . . . ... .. ... ... L. 20

2.3.2 Oscillating flow . . . . . .. .. oo 29
2.4 Solving the Fokker-Planck equation in 3D . . . . . ... ... ... ... .. 40

2.4.1 Steady channel flow . . . . . . . ... o000 41



2.4.2  Oscillating pressure gradient . . . . . . . .. ... ... ... o1
2.5 Discussion . . . . .. L 61

2.6 SUmMmMAry . ... .. 64

Predicting orientation and linear dichroism signal of suspensions: flow

in 3D rectangular channels 65
3.1 Imtroduction . . . . . . . .. 65
3.2 Summary of equations governing fibrous fluids . . . . . ... ... ... .. 66
3.3 Steady flow . . . . .. 68
3.3.1 Calculating the orientation distribution function . . . . . . . . . .. 70
3.3.2 Calculating the flow profile . . . . . . . ... ... ... ... .... 71
333 Results. . . . . .o 78
3.4 Oscillatory flow . . . . . . . .. o 82
3.4.1 Calculating orientation distribution . . . . . . . ... ... ... .. 84
3.4.2 Calculating the flow profile . . . . . . ... ... ... ... ... .. 85
343 Results. . . .. . 90
3.5 Discussion . . . . . .. 97
3.5.1  Summary ... ... 100
Viscous propulsion in active transversely isotropic media 102
4.1 Introduction . . . . . . . ..o 102
4.2  Governing equations for perfectly aligned fluids . . .. ... .. ... ... 105
4.2.1 'Transversely-isotropic stress tensor . . . . . . .. .. ... .. 106
4.2.2 Fibre evolution equation . . . . . .. . .. ... ... 107
4.2.3 Boundary conditions . . . . . .. ..o 108
4.2.4 Non-dimensionalisation . . . . . . .. .. ... .. ... ... 108
4.3 Asymptotic solution . . . . ... Lo 109
4.3.1 Stream function formulation . . . . . . .. .. o000 109

4.3.2 Perturbation expansion . . . . . . ... ... L. 111



4.3.3 Leading-order solution . . . . . . .. ... ... .. ... .. ..., 112

4.3.4 Order €% solution and mean swimming velocity . . . . . . ... ... 115
4.3.5 Mean rate of working . . . . .. ... oL 117
4.4 Results . . . . . . 118

4.4.1 Regime (i): Effect of passive fibres on mean swimming velocity and

rate of working . . . . .. ..o 118
4.4.2 Regime (ii): Active-only effects on mean swimming velocity and

rate of working . . . . . ..o 119
4.4.3 Regime (iii): Nearly-isotropic behaviour in leading order mean swim-

ming velocity and rate of working . . . . . . ... ... ... 121

4.4.4 Regime (iv): The effect of large rheological parameters on leading

order mean swimming velocity and rate of working . . . . .. ... 121

4.4.5 Orientation, velocity and stream function . . . . . . . .. ... ... 124

4.5 Discussion . . . ... 128
4.5. 1 Summary . ... ..o 132

5 Conclusion 134
5.1 Summary of results . . . . . ..o 135
5.1.1  Flow-induced alignment in thin rectangular channels . . . . .. .. 135

5.1.2  Microscopic propulsion in transversely-isotropic media . . . . . . . 139

5.2 Future work . . . . .. 141

Appendix A: The discrete Fourier transform method for solving partial
differential equations 144
A.1 Peak orientation parameter and linear dichroism signal over one time period

in oscillating flow . . . . .. ... oo 149

Appendix B: Matrix entries for the finite difference discretisation of the
fibre-laden flow problem 152

B.1 Finite difference matrix entries for steady flow of a suspension . . . . . .. 152



B.2 Matrix entries for oscillating flow of suspensions . . . . . . ... .. .. .. 153

Appendix C: Components of the Ericksen stress tensor for small amplitude

propulsion 156
C.1 Components of the stress tensor . . . . . .. .. ... ... ... .. .... 156
C.2 Eigenvalue matrix entries for O(e) swimming . . . . . ... ... ... ... 157
C.3 Governing equation for O(g?) swimming . . . . . . .. ... .. ... ... 158

List of references 159



LIST OF PUBLICATIONS

1. G. Cupples, R. J. Dyson, and D. J. Smith. Viscous propulsion in active transversely
isotropic media. J. Fluid. Mech., 812,501 — 524, 2017.

2. C.R. Holloway, G. Cupples, D.J. Smith, J.E.F. Green, R.J. Clarke, and R.J. Dyson.
Influences of transversely—isotropic rheology and translational diffusion on the sta-

bility of active suspension. Under review with Eur Phys J E, 2018.

Chapter 4 has been published as 1. The connection between suspension models and

Ericksen’s transversely-isotropic model, discussed in chapter 1 is under review as 2.



1.1

1.2

1.3

1.4

1.5

LIST OF FIGURES

A thin rectangular channel containing a fibre-laden fluid, typical of that
used by Linear Diagnostics Ltd. The light source compares light po-
larised parallel and perpendicular to the flow (z*) direction and shines
down through the channel, indicated by the arrows above the channel. . . .
Disturbance to the alignment of a bacteriophage suspension with the pres-
ence of a pathogen. (a) The undisturbed flow-induced alignment in the
flow direction. Each bacteriophage has pathogen-specific antibodies at-
tached to their surface. (b) The disturbed alignment due to the presence
of a pathogen. Multiple antibodies on multiple bacteriophage attach to
binding sites on the pathogen, causing a reduction in the alignment. . . . .
Parallel filament mesh in cervical mucus during the time of ovulation. Bar
= 10 pm. Republished with permission of Oxford University Press, from
‘Ultrastructure of the Human Periovulatory Cervical Mucus’, F. Ceric et

al, 54 (5), 2005; permission conveyed through Copyright Clearance Center,

Spermatozoa swimming through an aligned fibre-reinforced fluid. Swim-
ming occurs via a wave traversing down the tail of the cell and this waving
movement may disturb the fibres adjacent to the tail. . . . . . . . . . . ..
Depiction of particle orientation in term of angles, 6 € [0, 7] and ¢ € [0, 27),
away from the coordinate axes. The macroscopic orientation direction is

defined as the z*-direction. . . . . . . . . . . . . ..



2.1

2.2

2.3

24

2.5

The flow channel, where a parabolic flow profile is expected, containing a
fibre-laden fluid. The light polarisations are parallel and perpendicular to
the flow direction, highlighted by the arrows below the channel. The fibres

rotate in plane and their orientation is described by polar coordinates with

angle ¢ € [0,27). . . ..

Steady flow results for a fixed pressure gradient. (a) Velocity profile com-
paring the Newtonian solution (dashed black line) to the solution incorpo-
rating the suspended fibres (red line). (b) Orientation parameter S varying
across the channel; a comparison between the uniaxial equation suggested
by McLachlan [68] (solid line) and the biaxial equation (2.24) (dashed line).
(c) Probability density function ¢ for a range of Peclet numbers and for ¢

between 0 and 7. Note we do not consider ¢ from 7 to 27 as the results

are m-periodic. . . . . .. L L L

Steady flow results for a range of imposed pressure gradients. (a) Velocity
for a bacteriophage suspension (solid line) compared with the Newtonian
solution (dashed line) and (b) orientation parameter. For all figures, pres-
sure gradient values G* = 2 x 10* Pa/m (green line), G* = 4 x 10*> Pa/m
(red line), G* = 6 x 10®> Pa/m (blue line) and G* = 8 x 10®> Pa/m

(purple line) were used for comparison. Here h* = 3 x 107* m and

ny =7.33 x 1017 phage/m3. . . .. ...

Steady flow results for a range of channel width and number density. (a)

S and (b) LD. The pressure gradient is G* ~ 4.4 x 10> Pa/m. . . . . . . .

Velocity profile for oscillating flow. (a) Velocity profile changing with time
over one time period where w* = 200 rad/s. Four different y* values are
plotted: * = 0 m (green line), y* = 1 x 10~* m (red line), y* =2 x 10~* m

(blue line) and y* = 3 x 107* m (purple line). (b) Time and spatially aver-

30

aged velocity profile for a range of inlet flow rates and oscillating frequencies. 34



2.6

2.7

2.8

2.9

2.10

2.11

Depiction of Sy, and LD,,, for oscillating flow, as the imposed pressure
gradient and oscillating frequency vary. (a) Orientation parameter and (b)
linear dichroism signal. The channel width is A* = 3 x 10™* m and the
number density is n}; = 7.33 x 10" phage/m>. . . . .. ... ... ... ..
Depiction of g},mk and Epeak, for oscillating flow, as the imposed pressure
gradient and oscillating frequency vary. (a) Orientation parameter and (b)
linear dichroism signal. The channel width is A* = 3 x 107 m and the
number density is nj = 7.33 x 10'7 phage/m>. . . . ... ... ...
Oscillating flow results for a range of channel width and particle number
density. (a) And (c) S4 and (b) and (d) LDg,. The pressure gradient
is G* = 4.4 x 10® Pa/m throughout and the oscillating frequency is w* =
10 rad/s in (a) and (b) and w* =200 rad/s in (c¢) and (d). . ... ... ..
Oscillating flow results for a range of channel width and particle number
density. (a) And (c¢) Spear and (b) and (d) LD,eqr. The pressure gradient
is G* = 4.4 x 10° Pa/m throughout and the oscillating frequency is w* =
10 rad/s in (a) and (b) and w* =200 rad/s in (c) and (d). . .. ... ...
(a) gpeak and (b) Epeak changing with w* for a range of channel widths.
For both figures the following channel widths are plotted: h* = 2.5x107* m
(green line), h* = 3 x 107* m (red line), A* = 3.5 x 107 m (blue line),
h* =4 x 10" m (purple line) . . . . ... ... .. ... ... . ......
A fibrous fluid bound between two walls. The fibres are aligned according to
an imposed pressure gradient. (a) Flow channel where G* is the pressure
gradient and x* is the flow direction. The light polarisation directions
are parallel and perpendicular to the flow direction and it is assumed the
light source shines down onto the xz*—y* plane. (b) The orientation of
bacteriophage can be given as angles 6 € [0, 7| and ¢ € [0, 27) away from

the coordinate axes. . . . . . . . . .



2.12 Numerical convergence of the moments of 1 for an increasing number of

2.13

2.14

2.15

2.16

2.17

modes N. (a) (p?p3) and (b) (p? + p3). Convergence is obtained for N = 10. 47

Convergence of the time and spatially averaged Newtonian velocity u* for

increasing steps in z*. The number of gridpoints for convergence to 0.01%

of the value of w* is Z =150. . . . . . . . . . ..

Results for the flow profile of a suspension of bacteriophage in a channel
with two walls in 3D orientation space. (a) Velocity profile (red) in compar-
ison with the Newtonian velocity profile (dashed line), (b) orientation pa-
rameter S changing across the channel, where equation (1.20) (dashed line)

is compared with equation (1.21). The parameters used are given in table

2.1: G* =4.4x10% Pa/m, h* =3 x 107* m, and n}; = 7.33 x 10'" phage/m?. 49

Velocity and orientation parameter for varying pressure gradient and parti-
cle number density. (a) Velocity profile, and (b) orientation parameter. For
all results, the following pressure gradients are used: G* = 2 x 10% Pa/m
(green line), G* = 4 x 10* Pa/m (red line), G* = 6 x 10°> Pa/m (blue
line), G* = 8 x 10* Pa/m (purple line). The coloured lines represent
n% = 1 x 10" phage/m? and the black dashed line next to each result

signifies the same pressure gradient for n = 1 x 10'® phage/m?. The

channel depth remains as A* =3 x 10~ m. . . . . . . ... ... ... ...

Orientation parameter and linear dichroism signal for a range of number

density and channel depth. (a) S and (b) LD. The pressure gradient is

G* = 4.4 x 10 Pa/m throughout. . . . . ... ... ... ... ... . ...

The limit of the degree of orientation as the channel depth A* and pressure
gradient G* increase. Each line represents a different pressure gradient:

G* = 4 x 10* Pa/m (green line), G* = 1 x 10* Pa/m (red line), G* =

5 x 10* Pa/m (blue line) and G* = 1 x 10° Pa/m (purple line). . . . . . . .



2.18

2.19

2.20

2.21

2.22

Convergence of the finite difference method with increasing time steps 7.
The number of steps for z has been set as Z = 150. Convergence to 0.01%
of the value of u* was achieved for T'=3200. . . . . . . . .. .. ... ...
Velocity and orientation parameter over five oscillations. (a) Velocity pro-
file and (b) orientation parameter. Four different z* values are presented:
z* = 0 m (green line), z* =1 x 107* m (red line), z* = 2 x 107 m (blue
line) and 2* =3 x 1072 m (purple line). . . . . . .. ... ... .. .....
Velocity, averaged over space and time, and linear dichroism signal, aver-
aged over time, for a range of inlet pressure gradient and oscillating fre-

quency. (a) u*q, and (b) LDg,. The channel depth and number density

remain the same, h* = 3x107* m and n}; = 7.33 x 10'7 phage/m?® respectively. 58

Saw changing with channel depth and oscillating frequency. (a) S,, chang-
ing with channel width for multiple oscillating frequencies: w* = 1 rad/s
(green line), w* = 10 rad/s (red line), w* = 20 rad/s (blue line) and
w* = 40 rad/s (purple line). (b) S,, changing with oscillating frequency
for multiple h* values: h* = 2.5 x 107* m (green line), A* = 3 x 107* m
(red line), h* = 3.5 x 107* m (blue line), h* = 4 x 10~* m (purple line).
The pressure gradient is G* = 4.4 x 10® Pa/m and the number density is
nf = 7.33 x 10'7 phage/m? throughout. . . . . .. .. ... ... ... ...
Orientation parameter and linear dichroism signal for a range of particle
number density and channel depth. (a) and (c) S,, and (b) and (d) LD,,.
The pressure gradient is G* = 4.4 x 10*> Pa/m and the oscillating frequency

is w* = 10 rad/s for (a) and (b) and w* = 200 rad/s for (c) and (d).

60



3.1

3.2

3.3

3.4

3.5

3.6

Schematic of the flow of a fibre-laden fluid, with a distribution of orienta-
tion, in a thin rectangular channel. (a) Rectangular channel of width 2W*
and depth 2h* and the x*—axis is the molecular orientation axis. The linear
dichroism signal compares absorption of light parallel and perpendicular to
the flow direction, highlighted by the arrows to the left of the channel. (b)
The orientation angles § € [0, 7] and ¢ € [0,27) away from the coordinate
axis describe the orientation of the fibres. . . . . . . .. .. ... ...
Convergence of the spatially averaged velocity u* for an increasing number
of steps in y* and z*. The grid points where convergence is achieved are
Y=150and Z =120. . . . . . . . ..
Initial results for (a) velocity profile, (b) orientation parameter and (c)
linear dichroism signal. The parameters used are as in table 3.1. . . . . . .
(a) The orientation parameter calculated at different points across the chan-
nel width: y* = 1 x 1073 m (blue line), y* = 0.9 x 1073 m (orange line),
y* = 0.45x 1073 m (green line) and y* = 0 m (pink line). (b) A comparison
between the width averaged orientation parameter calculated in the cur-
rent chapter (red line), the definition used by McLachlan et. al [68] (black
dashed line) and the orientation parameter calculated in section 2.4.1 of
chapter 2 for a channel bound only by two walls (blue line). . . ... ...
(a) S and (b) LD changing with increasing pressure gradient G* for three
different particle number densities: n% = 1 x 10'® phage/m? (red line),

n; = 1 x 10’7 phage/m? (green line) and n; = 1 x 10'® phage/m? (black

Results for varying channel dimensions. (a) S for a range of channel width
and depth, (b) S changing with increasing channel depth h* for multiple
small channel width values: W* & 0.5 x 1072 m (black line), W* ~ 0.6 x
1073 m (blue line), W* ~ 0.7 x 107 m (red line) and W* ~ 0.8 x 1073 m

(green line). . . . . . ...

81

83



3.7 Convergence of the oscillating ADI scheme for (a) gridpoints Y and Z for
T = 1000, where the convergence of the scheme is achieved for Y = 150
and = 120. (b) Time steps 17" for Y = 120 and Z = 150; convergence is
achieved for T'=2000. . . . . . . . . . . . . .

3.8 Velocity profile evolving over one time period. The length of the period is

T, and each figure shows different stages of the cycle: (a) t = ¢, the start

of the oscillation, (b) t =ty +1,/4, (¢c) t =to+1,/2 and (d) t =t, + 31,/4. 91

3.9 Orientation parameter S, averaged over one half of the time period, through
the cross-sectional face of the rectangular channel, or the y*—2z* plane. . . .

3.10 Orientation parameter S through the cross-section of the rectangular chan-
nel for a range of channel depth, oscillating frequency and pressure gradient.
Throughout the results, W* = 2x 107 m and n} = 1 x 10'® phage/m?. (a)
h* =2x107* m, w* = 10 rad/s and G* = 2x10° Pa/m. (b) h* = 2x10™* m,
w* =200 rad/s and G* = 8 x10% Pa/m. (c¢) h* =2x 107 m, w* = 10 rad/s
and G* = 8 x 10®> Pa/m. (d) h* =2 x 107? m, w* = 200 rad/s and G* =
8 x 10% Pa/m. (e) h* = 4x 107" m, w* = 10 rad/s and G* = 8 x 103 Pa/m.
(f) h* =4 x 107* m, w* =200 rad/s and G* =8 x 10* Pa/m. . .. .. ..

3.11 Linear dichroism signal for multiple pressure gradient and channel depth
values, calculated for small and large oscillating frequencies. Here, W* =
2 x 107 m and n} = 1 x 10" phage/m?. The solid lines represent h* =
2 x 10~* m and the dashed lines represent h* = 4 x 10~ m. The values of
G* are: G* = 2 x 10° Pa/m (blue lines), G* = 6 x 10? Pa/m (orange lines),
G* = 8 x 10® Pa/m (green lines) and G* = 1 x 10* Pa/m (pink lines). (a)
w*=10rad/s, (b) w* =200rad/s. . . .. . ...

92



3.12 Depth-averaged orientation parameter S, for a range of channel width,

4.1

4.2

4.3

4.4

number density and oscillating frequency, where G* = 8 x 10° Pa/m. We
plot two oscillating frequencies: w* = 10 rad/s (solid line) and w* =
200 rad/s (dashed line), and two different number densities: n} = 1 x
10'" phage/m? (purple line) and nj = 1 x 10'® phage/m?® (blue line).
The channel width and depth vary as follows: (a) W* = 0.5 x 107® m
and h* =2 x 1072 m, (b) W* =2 x 107> m and h* = 2 x 107* m (c)
W*=05x10"2mand h* =4 x 107" m and (d) W* = 2 x 1073 m and

R*=4x107"m. . ...

Parallel filament mesh in cervical mucus during the time of ovulation. Bar
= 10 pm. Republished with permission of Oxford University Press, from
‘Ultrastructure of the Human Periovulatory Cervical Mucus’, F. Ceric et

al, 54 (5), 2005; permission conveyed through Copyright Clearance Center,

A schematic of Taylor’s swimming sheet in a Newtonian fluid. Working in
a frame of reference in which the sheet is stationary, b* is the amplitude,
A* = 27 /k* is the wavelength and k* is the wavenumber. The flow at

infinity in the z*-direction is U*. A travelling wave traverses the sheet

with speed ¢* = w*/k* where w* is the angular velocity. . . . . ... .. ..

Regimes of interest in parameter space. (i) The plane pu; = 0 is the passive
transversely-isotropic regime, (ii) the dashed line represents the active-only
regime where s = g = 0, (iii) the quarter cylinder is the nearly-isotropic

regime where neither ps nor us are large and (iv) the remaining region is

the fully active and transversely-isotropic regime. . . . . . . . . . ... ..

A schematic showing the initial uniform orientation angle ¢ and the small

perturbation away from this angle, 6. . . . . . . ... ...

109



4.5

4.6

4.7

4.8

4.9

Mean rate of working by the swimmer in a transversely-isotropic fluid where
w1 = 0. (a) Depicts mean rate of working for varying s and pg. This result
is identical for all initial angles ¢. (b) Depicts how mean rate of working
changes for increasing yi for a range of yi3 and set o values; p1o = 0 (green
line), po = 300 (red line), e = 600 (blue line) and pe = 900 (black line).

Mean swimming velocity versus the initial orientation ¢, where py = s =
0. (a) and (b) depict small positive and negative p; values: 0 (green line),
+0.1 (red line), =1 (blue line) and 5 (black line). (c) and (d) depict larger
w1 values; 0 (green line), £300 (red line), £600 (blue line), £900 (black

line), where the arrows denote increasing fiq. . . . . . . . . . ... ... ..

Mean rate of working versus the initial orientation ¢, where uy, = us = 0.
(a) and (b) depict small positive and negative p; values: 0 (green line),
+0.1 (red line), £1 (blue line) and £5 (black line). (c) and (d) depict
larger gy values; 0 (green line), 300 (red line), £600 (blue line), £900

(black line), where the arrows denote increasing p7. . . . . . . . . . .. ..

Mean swimming velocity versus ¢ where parameters py, po and ps take
values up to 5. (a) and (b) show p; = 40.1, (¢) and (d) show pu; = +1
and (e) and (f) show pu; = +5. Two choices are taken for ps: pg = 0 (blue

line) and p3 = 1 (black line). For each of these, two different p5 values are

taken: po = 0 (solid line) and po = 1 (dashed line). . . . . ... ... ...

Mean rate of working versus ¢ where parameters u1, po and us take values
up to 5. (a) and (b) show p; = £0.1, (¢) and (d) show py = £1 and (e)
and (f) show p; = £5. Two choices are taken for psz: pz = 0 (blue line) and

ps = 1 (black line). For each of these, two different s values are taken:

p2 = 0 (solid line) and py =1 (dashed line). . . ... ... ... ... ...

. 119



4.10 Mean swimming velocity versus ¢ where at least one of uy, o and pug
are much larger than one. (a) and (c) depict positive p; values and (b)
and (d) depict negative p; values. The values p; takes are 0 (green line),
+300 (red line), £600 (blue line) and +900 (black line). In (a) and (b),
pe = 900, p3 = 0 and in (c) and (d), g2 = 0, pug = 900, where the arrows
denote increasing fi1. . . . . . ... Lo

4.11 Mean rate of working versus ¢ where at least one of 1, p2 and p3 are much
larger than one. (a) and (c) depict positive uy values and (b) and (d) depict
negative p; values. The values p; takes are 0 green line), £300 (red line),

+600 (blue line) and +£900 (black line). In (a) and (b), pe = 900, uz = 0

126

and in (c) and (d), g = 0, pg = 900, where the arrows denote increasing p;.127

4.12 Fibre angle, ¢ + €6, in passive and active regimes: (a) the passive regime
(u1 = 0, uo = pz = 5) and (b) the active-only regime (u; = 5, us = ps =
0). In each graph t = 0, ¢ = 0.2 and the initial orientation angle is ¢ = 0.

4.13 Velocity field in passive and active regimes: (a) passive regime (3 =
0, w2 = pg = 5) (b) active-only regime (3 = 5, us = pg = 0). In each
graph t = 0 and the initial orientation angleis ¢ =0. . . . . .. ... ...

4.14 Instantaneous streamlines in the four regimes considered: (a) passive regime
(b1 =0, 2 = pz = 5), (b) active-only regime (u1 = 5, u2 = pz = 0), (c)
nearly-isotropic regime (u; = pus = 1, up = 0) and (d) regime where at
least one of the parameters is much larger than one (u; = ps = 3 = 900).

In each graph ¢ = 0 and the initial orientation angleis ¢ =0. . . . . . . ..

5.1 Fluorescence image of flow channel under 10x magnification. The bacte-
riophage in solution have dye molecules and salmonella specific antibodies
attached to their surface. (a) A sample of bacteriophage, (b) a sample

containing salmonella. . . . . . . . ...

. 128



Al

A2

A3

Peak Linear dichroism signal, over one time period, for a range of inlet
pressure gradient and oscillating frequency. The channel depth and number

density remain the same, h* = 3 x 107* m and n}; = 7.33 x 10'" phage/m?

respectively. . . . ..o

Peak orientation parameter, over one time period, changing with channel
depth and oscillating frequency. (a) Spear changing with channel width for
multiple oscillating frequencies: w* = 1 rad/s (green line), w* = 10 rad/s
(red line), w* = 20 rad/s (blue line) and w* = 40 rad/s (purple line). (b)
S changing with oscillating frequency for multiple h* values: h* = 2.5 x

10~* m (green line), h* = 3x10~* m (red line), h* = 3.5x10™* m (blue line),

h* = 4x10~* m (purple line). The pressure gradient is G* = 4.4x 103 Pa/m

and the number density is n}, = 7.33 x 10'” phage/m® throughout. . . . . .

Peak orientation parameter and linear dichroism signal, over one time pe-
riod, for a range of particle number density and channel depth. (a) and (c)
Spear and (b) and (d) LD eqr. The pressure gradient is G* = 4.4x 10° Pa/m

and the oscillating frequency is w* = 10 rad/s for (a) and (b) and w* =

200 rad/s for (¢c) and (d).. . . . . . ...

149



2.1

3.1

3.2

3.3

LIST OF TABLES

List of parameters used, their units and their values. Parameters a*, b*,

T, p*, K and D) are kept the same, all others are subject to change . . .

Summary of parameter values discussed in chapter 2. Parameters a*, b*,
T p*, Ki and D are unchanged throughout the results, all others are
subject to variation. . . . . . . ...
The orientation parameter, averaged over the depth and centre third of the
channel, compared for both a time average (S,,) and the peak value over
a period (_peak) for the results displayed in figure 3.11. Throughout these
results, n}; = 1 x 10'® phage/m® and W* =2x 103 m. . . . ... ... ..
The orientation parameter, averaged over the depth and centre third of the
channel, compared for both a time average (S,,) and the peak value over

a period (Speqr) for the results displayed in figure 3.12. Throughout these

results, G* = 8 x 10® Pa/m and n; = 1 x 10'7 phage/m®. . . . . .. .. ..

27

95



GLOSSARY OF TERMS

Antibody A protein which can combat harmful pathogens and viruses. They are typ-
ically y-shaped and have a unique shape which recognises and binds to a specific

pathogen.
Bacteriophage A virus that infects a bacterium and replicates within it.

Chromatography The process of separating components of a mixture based on their
structural characteristics and binding affinity. The mixture is dissolved in a ‘mobile
phase’ and passed across a structure, such as a column, containing a different ma-
terial (the ‘stationary phase’). The interaction of the mixture with the stationary

phase causes its components to pass through the structure at varying speeds.

Flagellum Hair-like filamentous protein structures, attached to a cell surface, whose

primary function is locomotion.

Linear Dichroism Spectroscopy A spectroscopic method measuring the differential
absorbance by a sample of two light sources with orthogonal polarisation. One light
source is polarised parallel to the preferred direction of the sample and the other is

polarised perpendicular to this direction.

Pathogen A biological compound that is an infectious agent; they cause disease or illness

in their host. Pathogens can be certain types of bacteria, viruses, fungi or parasites.

Spectroscopy Study of the interaction of light with all forms of matter.



CHAPTER 1

INTRODUCTION

Many biological fluids are complex and fibrous, and so their properties differ from New-
tonian fluids. Moreover, their alignment may confer important functional properties in
the flow direction; it is therefore important to understand how the presence and align-
ment of these fibres can affect the rheology. In this thesis we investigate two biological
applications: an industrial problem aimed at optimising the detection of pathogens via
flow-aligned bacteriophage, and an adaptation of Taylor’s swimming sheet, biologically
relevant to the efficiency of spermatozoa swimming through fibre-reinforced cervical mu-
cus. Investigating fibre-reinforced viscous materials has a wide range of other industrial
[37, 38] and physical applications; these include the mechanical behaviour of collagen gel,

the growth of plant cell walls and bacterial suspensions [22, 31, 40].

1.1 Active fibre suspensions

Suspensions of micro-organisms exhibiting self-propulsion can be termed active; these sus-
pensions display collective behaviour [41, 48, 82, 88] and, as seen more recently, superflu-
idity [59]. Modelling these suspensions is an area of significant interest, with connections
to viscoelastic fluids [65], liquid crystals [58] and transversely-isotropic fluids [21, 22, 40].
Pedley & Kessler’s [76] model for active suspensions of motile algae has been utilised and

adapted for a variety of problems; the original work by Batchelor [2, 3] and Hinch & Leal
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Figure 1.1: A thin rectangular channel containing a fibre-laden fluid, typical of that
used by Linear Diagnostics Ltd. The light source compares light polarised parallel and
perpendicular to the flow (z*) direction and shines down through the channel, indicated
by the arrows above the channel.

[35] introduced the bulk stresses associated with elongated particles in flow. Examples
include, but are not limited to, a stability analysis of isotropic and aligned particle sus-
pensions [82], the stability of suspensions under an imposed flow [25, 41], variations in the
effective viscosity of a fluid [81] and suspensions of artificial particles used to transport
non-motile cells [19]. Further, by linking active and transversely-isotropic fluids [39], these
suspension models can be used to construct a multiphase model of extracellular matrix
[21]. For detailed review see [34, 54, 83] and for a review of work relating to artificial
suspensions see [75].

Externally forced flows of particle suspensions have been examined in detail; the en-
hancement of fluid stresses due to a suspension of particles can be calculated for an
imposed simple shear [45, 55|, time-dependent shear flows [36], turbulent channel flow
[63, 66, 69] and constricted channels [47]. Pressure-driven channel flow, where a Newto-
nian flow profile is assumed and wall accumulation is investigated, has also been under-
taken [25]. Taylor dispersion of bottom-heavy swimming micro-organisms is considered
by [33], uniform density and bottom-heavy spherical squirmers [42] and particle collisions

[97] have also been considered.
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Figure 1.2: Disturbance to the alignment of a bacteriophage suspension with the pres-
ence of a pathogen. (a) The undisturbed flow-induced alignment in the flow direction.
Each bacteriophage has pathogen-specific antibodies attached to their surface. (b) The
disturbed alignment due to the presence of a pathogen. Multiple antibodies on multi-
ple bacteriophage attach to binding sites on the pathogen, causing a reduction in the
alignment.

1.2 Flow-induced alignment of elongated fibres

The work in chapters 2 and 3 is motivated by the aim to improve a novel technology to
detect pathogens in small quantities of water or biological fluids, for example urine. The
prototype device, developed by Linear Diagnostics Ltd, aims to achieve this by measuring
disturbance to the flow-induced alignment of rod-shaped bacteriophage in thin rectangular
channels via linear dichroism spectroscopy (figure 1.1).

We attach pathogen-specific antibodies to the surface of M13 bacteriophage and sus-
pend the bacteriophage in the fluid sample to be tested. The suspended bacteriophage
align according to the stress applied to the material (figure 1.2a); the direction and de-
gree of alignment is inferred through a difference in absorption of light polarised parallel
and orthogonal to the flow direction. Different antibodies attach to binding sites which
are pathogen specific; if this pathogen of interest is present, a number of these antibodies
attach to the binding sites causing clumping around the pathogen. The bacteriophage are
much smaller than the pathogen (for example, E.coli are approximately 2 pum in length in
comparison to M13 with length 800 nm, or 0.8 ym) and so as demonstrated in figure 1.2b,

and the alignment is disrupted. This has been witnessed experimentally, via fluorescence



imaging (discussed in chapter 5), and by the observed drop in signal from the prototype
handheld device.

Linear Diagnostics Ltd aim to exploit this disruption, resulting in a reduced linear
dichroism signal, to detect pathogens in biological samples. There are multiple methods
to induce alignment in flow cells; current suggestions for a pumping mechanism include a
peristaltic pump, where the top face of a section of the channel is flexible and undergoes a
peristaltic motion, and an oscillating pump, which forces the fluid through thin tubes and
into the channel. The flow induced by the oscillating pump is assumed steady through
the channel.

Linear dichroism spectroscopy is defined as the difference between absorption of light
polarised parallel and perpendicular to the flow direction, or molecular orientation axis,
and relies on the sample being either intrinsically oriented or oriented during experi-
ment [7, 71]. Experimental orientation has previously been achieved via Couette flow
[7], electric or magnetic fields, compressed gels or thin polymer films [72]. Linear dichro-
ism spectroscopy can provide information on the molecular structure and composition of
complex compounds such as DNA strands [7], haemoglobin [23] or the structure of the
membranes in photosynthesising cells [29]; these compounds may be too large or irregular
for other methods. Chapters 2 and 3 examine the shear-induced alignment from pressure
driven flow through thin rectangular channels; since pathogen induced disruption to this
alignment underpins this technology, the key challenge is to improve the signal to noise

ratio to maximise sensitivity.

1.3 Perfectly-aligned media

Many biological fluids in which cells and organisms swim are fibre reinforced, and so it
is instructive to model propulsion in such fluids. The study in chapter 4 is motivated by
the fibrous nature of many biological media, for example cervical mucus encountered by

spermatozoa in many internally-fertilising species, or active suspensions of elongated cells.



Figure 1.3: Parallel filament mesh in cervical mucus during the time of ovulation. Bar
= 10 pm. Republished with permission of Oxford University Press, from ‘Ultrastructure
of the Human Periovulatory Cervical Mucus’, F. Ceric et al, 54 (5), 2005; permission
conveyed through Copyright Clearance Center, Inc.

Cervical mucus consists of a glycofilament-mucin structure, which during ovulation forms
parallel networks (figure 1.3), due to hormonally-induced variations in hydration; sperm
migration occurs through the spaces between this glycofilament structure and along the
direction of the glycofilaments [8, 14]. To understand how these effects modify viscous
propulsion, we extend Taylor’s classical model of small-amplitude zero-Reynolds-number
propulsion of a ‘swimming sheet’ via the transversely-isotropic fluid model of Ericksen,
which is linear in strain rate and possesses a distinguished direction. We model the fluid
as a Newtonian fluid with a suspension of elongated particles that have a uniform initial
alignment; we expect the motion of the tail to disrupt the alignment of the fibres adjacent
to the tail, depicted in figure 1.4; Ericksen’s evolution equation [24] is used to determine
the impact of a swimming sheet on the fibre orientation. This model is a simplified version
of cervical mucus, neglecting other particles and potential viscoelastic behaviour of the
mucus; this simplification enables a determination of the key impacts the glycofiliments
have on microscopic propulsion.

In the current chapter we introduce the governing equations associated with active
suspensions. The Navier-Stokes and continuity equations are first introduced, followed by
the Fokker-Planck equation governing the distribution of particle orientation in section

1.4.1. Next, the extra-stress terms related to the moments of this distribution are intro-



Figure 1.4: Spermatozoa swimming through an aligned fibre-reinforced fluid. Swimming
occurs via a wave traversing down the tail of the cell and this waving movement may
disturb the fibres adjacent to the tail.

duced in section 1.4.2 and the orientation parameter, and its relation to linear dichroism
signal, is defined in section 1.4.3. Finally, the link between the particle suspension equa-
tions discussed by Pedley & Kessler [76] and the transversely-isotropic model of Ericksen

[24] is established in section 1.5.

1.4 Governing equations of fibre-laden flow

In this section we define the equations governing the flow and orientation of a suspension
of fibres. The fluid equations, along with extra stress terms, are introduced and coupled
with a Fokker-Planck equation describing the orientation distribution in a fluid.

The dimensional Navier-Stokes and incompressibility equations are

p* ((‘(391; + (u”- V*)u*) =V".o", (1.1)

where p* is density, u*(x*,t*) is the velocity vector, t* is time, * represents coordinates

*

in Cartesian space, o* is the stress tensor and V* is differentiation in Cartesian space.
The asterisk notation represents dimensional variables. For Newtonian fluids, the stress
tensor o* is given by

o' =-P"I+2u"e", (1.3)
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Figure 1.5: Depiction of particle orientation in term of angles, 6 € [0, 7] and ¢ € [0, 27),
away from the coordinate axes. The macroscopic orientation direction is defined as the
x*-direction.

where P* is the pressure, I is the identity matrix, p* is the viscosity and e* = (V*u* +
V*u*T) /2 is the rate of strain tensor.

When particles are suspended in a fluid, they impact the stresses on both the fluid and
themselves. These extra stresses are accounted for by altering the stress tensor associated
with the fluid. To describe the evolution of particles, we introduce the probability density
function ¢ (p, x*, t*), describing the likelihood a particle at point * and ¢* has orientation

p. This probability density function is governed by the Fokker-Planck equation [39, 76, 81].

1.4.1 Particle distribution

To predict the linear dichroism signal in the channel, we must determine the efficacy of
fibre orientation in flow. The Fokker-Planck equation is used to understand the evolu-
tion of fibre orientation distribution [68, 76, 80] and can also be modified to investigate
collective behaviour [25, 34]. Consider a suspension of particles, dilute enough to ensure
particle-particle interactions are negligible [68]. Further, assume the suspension is spa-
tially homogeneous, then the suspension configuration can be described by the probability

density function ¢ (x*, p,t*), satisfying the Fokker-Planck equation,

oY

* _ *v72
i+ V- (Q°0) = D}V, (L1.4)



where V,, represents differentiation in p-space and D; is the rotational diffusion constant.

In 3D, the orientation vector p can be described in Cartesian space by
p = (sinf cos ¢, sin O sin ¢, cos 0), (1.5)

where 6 € [0,7] and ¢ € [0,27) are angles away from the coordinate axes, depicted in

figure 1.5. The evolution of director p is given by
Q" = (I —pp) - (we"+w") p, (1.6)

where w* = (V*u* — V*u*?)/2 is the vorticity tensor and ag = (72 —1)/(r? +1) describes
how slender the body is [39]. The distribution function has two conditions, periodicity

and the normalisation condition,

/Swdp: 1, (1.7)

where s is the surface of the unit sphere.

1.4.2 Extra-stress terms

Particle rotations and stresslets arise from the interaction between a fluid and a suspension
of particles; the fluid transports and rotates the particles and the resulting stresses impact
the fluid flow. This coupled process can be described using the Fokker-Planck equation
(1.4) and via the extra stress terms associated with the particle distribution. Following

Pedley & Kessler [76], the enhanced stress tensor for a suspension of particles is
oc'=0;+o0o,+op+07, (1.8)

where o7 is the Newtonian contribution (equation (1.3)), o7, is the extra stress due to
particle rotation, o} represents the interaction of the particles with the fluid and o is

the contribution from active swimming [39].



The contribution from particle rotation is

* * * I
op =24 D, / (pp - g) ¥ dp, (1.9)

S

where ® is the volume fraction of particles, which is expected to be small in the dilute
regime and «,. is a parameter determined from the aspect ratio of the suspended fibres.

The stresslets arising from the interaction of suspended particles with the fluid are

U*p=4u*®[a2e*:/ppppwdp+as (e*-/ppwdp+/ppwdp-e*)
’ ’ ’ (1.10)
+a4e*+a5Ie*:/pp¢dp],

where a; (1 = 2...5) are constants related to the aspect ratio of the particle. Finally, the

contribution from active swimming is derived from the Oseen tensor [39] as,

o= | (p - g) b dp. (1.11)

where oy describes the stresslet strength; this term can be either positive or negative,
describing ‘puller’ or ‘pusher’ behaviour respectively [81]. Each parameter («a;, i =

2,...,5, a,) can be represented in terms of ellipsoidal integrals [44] as

(1.12)

L (,_L 6(rt — 1)
oy = —— _ Q) = .
> ’ 27”2]2 + (7”2 + 1)2L2



The integrals Iy, I, L1 and Ly are given in terms of the aspect ratio r by

o0 2r r?(2r? — 5+ 3v)
I, = d\ = 1.13
1 / T e )
2 2 9,2
_ (r*+1) I\ — (r*+1)(r*+2—3r 7)7 (1.14)
0 7“2—1-)\3/2 (1+ X)? 2(r2 —1)2
00 2 2 2 1 — 4 2 _ 1
0 7-2 + )\ 3/2 1+ )\)3 4(712 _ 2)2
:/0 ,’,.2+)\ 3/2 +)\)2 d)\zll_QLh (116)

where
B cosh™tr
L r(r2 —1)1/2

1.4.3 Orientation parameter

Linear dichroism spectroscopy relies on a sample being oriented; to calculate the predicted
signal, an orientation parameter is introduced to describe the degree of order in the
system. This spectroscopic method measures the difference in absorbance of light parallel

and perpendicular to a flow direction or a fixed orientation axis [71],

where A and A, are the absorbance parallel and perpendicular to the flow direction
respectively. The absorbance of a sample depends upon the degree to which it is oriented
in each direction and so, assuming z* is the molecular orientation axis and the light
source is perpendicular to the z* — y* plane, the orientation distribution of fibres whose
orientation is given by (1.5) is

S = (pz) — (pj) (1.18)

where (-) denotes an orientation distribution average,

= /S.wdp_ (1.19)



For a 3D suspension this is equivalent to
S = (sin® f cos® @) — (sin® fsin” @). (1.20)

Note that this varies from the definition in [68], who define the degree of orientation of a

system as

S = % (3/(:082 Os 1 dp — 1) : (1.21)

where

s = arccos(|sin cos ¢|).

This description of the degree of orientation relates to uniaxial samples such as planar
membranes in which 1 = ¢(0,,t*) [29, 71], rather than fibrous fluids which have a biaxial
orientation distribution ¥ = (60, ¢,t*). While this formulation is correct, the use of
equation (1.21) in [68], and for predicting alignment in thin channel flow, is therefore
inappropriate.

A specific case of the model described here is when the suspended fibres have a pre-
ferred direction; in this case we can link the model of Pedley & Kessler with Ericksen’s

transversely-isotropic model [39].

1.5 Connections with perfectly-aligned media

Certain biological fluids have a preferred orientation, this fluid can be modelled via the
transversely-isotropic model; a specific case of the active suspension model where the
fluid has a single preferred direction [39]. One example is fibrous cervical mucus; the
glycofilament-mucin structure forms parallel networks due to hormonally induced changes
in the hydration of the mucus. Other applications of perfectly aligned media include
the mechanical behaviour of collagen gel, the growth of plant cell walls, suspensions of
biomolecules and a multiphase model of extracellular matrix [21, 22, 31, 40).

With this simplification we may derive Ericksen’s transversely isotropic fluid model

11



[24]. Consider a distribution function W(x*, p,t*) satisfying the Smoluchowski equation
[82],
ov

o T Vo (XU)+V, - (QV) =D, VoV + DV, (1.22)

where €2 is equation (1.6), X = Vip + u for swimming velocity V5, D is spatial diffusion
and V, is differentiation in Cartesian space.

Consider a uniformly distributed, perfectly aligned fluid where particle diffusion is
neglected (D, = D = 0) and the swimming velocity of the particles is zero (V; = 0) [39].

The probability density function can be written as
U =4(p-—a), (1.23)

where a = (p) is the local particle director; all particles have the same uniform alignment
described by a [39, 82]. Tt is no longer necessary to consider a distribution of orientation,
but we instead derive equations governing the evolution of the average particle direction.

To do this, multiply the conservation equation (1.22) by p, then integrate over p to obtain

ov
/pg dp + /pr (ul)dp + /pr - (Q¥)dp = 0. (1.24)
Using integration by parts, the third term can be written as

/pr-(Q\Il)dp: [p~Q\IfL—/Q\IJdp

S S

_ _/ Q0 dp (1.25)
= —ao(e- (p) —e: (ppp)) —w - (p).

Since U is the delta function, (ppp) = (p)(p)(p) = aaa and so (1.24) becomes

p%_‘fder/PVm(u\lf)dp—w'azoéo(e'a_e‘aaa)‘ (1.26)
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To deal with the remaining two terms, rewrite both as

8\1!_8 op
pﬁ—a@‘l’)—‘l’g,

pV, (u¥)=pUV, - u+pu- -V, V¥

(1.27)

(1.28)

hence (1.26) becomes

/ dp+ u-V,)a /\I/(u~Vm)pdp—w-a:a0(e-a—e:aaa). (1.29)

s

Since p is a coordinate, it has no time or spatial dependence, hence the remaining integrals

are zero and we obtain the kinematic condition of Ericksen [24],

g—?+(u V.)a—-—w-a=quoe-a—e:aaa). (1.30)

The governing equations are identical to (1.1) and (1.2); however, upon setting the

rotational diffusion constant to zero (D} = 0), the stress tensor is given by
o' =—p'I+2n'e" + pjaa + psaaaa e +2u;5(aa - € + e - aa) (1.31)
where
=t (14 20ay), py=njar,  py =4 das, iy = 2udag, (1.32)
and where the pressure has been modified as

o

pt =P+ % — 4 dasaa : e*. (1.33)

The parameters can be interpreted as viscosity-like terms: setting pj = p5 = pi = 0,

the stress tensor for an incompressible Newtonian fluid remains, with ‘matrix viscosity’
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p* [40]. The term with pf has no dependence on velocity, suggesting that u} relates to
a tension in the fibre direction [22]. This term can also be related to the stresslet-type
active behaviour of fibres in a perfectly aligned active fluid [39] and so this quantity is
referred to as the active parameter. For a simple fluid with 2D deformations in the plane
of fibres, the viscosity associated with extensional flow parallel to the fibre direction is
p = p"+ (u3 + 4p3)/2, the viscosity associated with the flow orthogonal to the fibre
direction is ] = p* and the viscosity of shear flow in the fibre direction is p} = p* + p5
[22]. Since u} only has an impact on extensional viscosity parallel to the fibre direction,
pyf, it is termed the anisotropic extensional viscosity. The parameter pj distinguishes
p' from p} and so is labelled the anisotropic shear viscosity; this parameter represents
the difference between shear viscosities parallel and perpendicular to the fibre direction
[22, 31, 40].

Thus, we can link models of suspensions of elongated particles to the transversely-
isotropic model for a perfectly aligned fluid. Ericksen’s model will form the basis for the

study of chapter 4.

1.6 Summary

In this chapter, the coupled flow and distribution equations describing flows of particle
suspensions are introduced, along with the degree of orientation of a fibre-laden fluid. This
consists of the Navier-Stokes equations (1.1), along with the Newtonian stress tensor (1.3)
and extra stress terms (1.9)-(1.11), the continuity equation (1.2) and the Fokker-Planck
equation (1.4). The degree of orientation S (equation (1.20)) is found by calculating
the difference between the proportion of particles oriented parallel and perpendicular to
the molecular orientation axis, as an average over orientation space. Finally, section 1.5
discussed the link between active and transversely-isotropic fluids, highlighting a specific
case of Pedley & Kessler’s [76] active suspension model where the particles are perfectly

aligned.
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This model, along with appropriate boundary conditions, is used to examine a simple
2D channel and a rectangular channel bounded by two walls in chapter 2. Both 2D and 3D
distribution equations are coupled to a flow problem; the 3D distribution produces a lower
degree of orientation due to the particles rotating out of the plane, highlighting the need
to consider the full 3D model. The particle suspension consists of passive bacteriophage
and so we neglect active terms defined in (1.11) (i.e. a; = 0). In chapter 3 this is extended
to a 3D rectangular channel, in line with the flow set-up used by Linear Diagnostics Ltd.
In both chapters, the bacteriophage used have a large aspect ratio, and so g will be
close or equal to one for our analysis. The fluid velocity, degree of orientation and linear
dichroism signal are calculated while varying parameters such as inlet pressure gradient,
number density of particles, oscillating frequency and the dimensions of the channel. We
find that increasing the pressure gradient increases the orientation and hence the signal,
while increasing the oscillating frequency has the opposite effect. Increasing the channel
depth is seen to increase the orientation of the system, however this result is reversed
for rapid oscillations; the results for oscillating flow are in general smaller than those for
steady flow, leading to a discussion into the feasibility and effectiveness of this system.

Finally, chapter 4 investigates a conceptual model of propulsion at low Reynolds num-
bers in complex fluids. This is a departure from previous work, however remains within
the theme of fibre-laden fluids for medical applications. Here we consider a fluid with
a preferred alignment and hence utilise the transversely-isotropic model, described in
section 1.5 and [39]. The energetic costs of swimming are significantly altered by all rheo-
logical parameters and the initial fibre angle. A passive fluid produces an enhanced mean
rate of working and has no impact on the mean swimming velocity, whereas an active
fluid dramatically changes the mean rate of working, swimming velocity, streamlines and
flow field; fibres aligned with the swimming direction increase the energetic demands of
the sheet. The constant fibre stress may also result in a reversal of the mean swimming
velocity and a negative mean rate of working, if sufficiently large relative to the other

rheological parameters.

15



CHAPTER 2

PREDICTING ORIENTATION AND LINEAR
DICHROISM SIGNAL OF BACTERIOPHAGE
SUSPENSIONS: A SIMPLIFIED CHANNEL
APPROXIMATION

This chapter investigates a simplified version of the industrial problem of interest; the
flow-induced alignment of bacteriophage in thin rectangular channels. This work is in
collaboration with Linear Diagnostics Ltd, who aim to increase the signal to noise ratio
produced by samples, aligned by flow through thin channels, in a handheld device. We
consider a fluid bound by two walls and investigate the alignment and signal in steady

and oscillatory flows.

2.1 Introduction

We consider the shear-induced alignment of suspensions of elongated fibres in thin chan-
nels; the alignment induced by the flow is integral to detecting a linear dichroism signal,
useful for determining the components and structure of complex fluids. Previous work in
this area includes suspensions of dumbbells in a two-dimensional start-up plane Poiseuille
flow using a mixed finite-difference/spectral method [60]. A spectral method has also been
utilised to investigate short particle suspensions in recirculating flows [13]. The coupled

flow dynamics and orientation distribution are solved for a suspension of elongated fibres
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in a parallel plate channel using an iterative approach, a method also used in the work
by Chiba et al. [12]. This work considers extra stress terms consisting of a fourth order
orientation tensor only; we include all extra stress terms for fibres without self-motility
described by Pedley & Kessler [76], and detailed in section 1.4 of chapter 1. Further,
pressure-driven channel flow, assuming a Newtonian flow profile and incorporating wall
accumulation [25, 33] and a 2D flow calculation in constricted channels [47] have been
considered.

To develop our understanding of alignment and linear dichroism signal, a suspension of
elongated particles in thin rectangular channels is considered. An important mathematical
approach we will use in our calculations is lubrication theory, reducing the flow equations
to consider the important hydrodynamic effects. We calculate the flow profile, orientation
parameter and expected linear dichroism signal. The Fokker-Planck equation is solved
numerically using either a Fourier transform or spherical harmonics. Spherical harmonics
are the angular solution to the Laplace equation in spherical coordinates; they can be
used to simplify complex partial differential equations and have previously been used to
model flows of suspensions of dumbbells in 3D FENE fluids [10], with a prescribed shear
rate influencing convective terms. Spherical harmonics have also been used to solve the
Fokker-Planck equation for a simple shear flow [68, 87]; this method is adapted in our
work to account for channel flow.

We begin by summarising the governing equations used for this model in section
2.2. Next we consider a 2D channel and solve the corresponding flow equations coupled
with a 2D Fokker-Planck equation. Semi-analytic expressions are calculated for steady
flow in section 2.3.1 and coupled via an iterative method. For the oscillatory problem
in section 2.3.2; a perturbation expansion in the volume fraction of fibres decouples the
equations and allows for an analytical calculation of the velocity profile. Next, the Fokker-
Planck equation is extended to consider 3D rotations; steady and oscillatory problems are
again considered in sections 2.4.1 and 2.4.2 respectively. Here the Fokker-Planck equation

is solved using spherical harmonics and the fluid equations are solved numerically for
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oscillating flow. In all cases, the velocity profile, degree of orientation and predicted

linear dichroism signal are calculated and the results are compared in section 2.5.

2.2 Summary of equations governing fibrous fluids

A summary of the equations discussed in chapter 1 are given here. The dimensional

Navier-Stokes and incompressibility equations are

a *
p* (8?* + (u”- V*)u*) =V".o", (2.1)

where p* is density, u*(x*,t*) is the velocity vector for spatial coordinate * and time ¢*,
o™ is the stress tensor and V* is differentiation in Cartesian space. The asterisk notation
represents dimensional variables.

To determine the bulk stresses in the fluid due to the particles, we define a probability
density function (0, ¢, x*,t*) satisfying the Fokker-Planck equation [68],

oY

* _ *v72
LV, (@) = DR, 23)

where p is the unit orientation vector, V,, represents differentiation in p-space and D} is

the rotational diffusion constant. The evolution of director p is given by
Q" = (I —pp) - (e’ +w") - p, (2.4)

where e* = (V*u* + V*u*") /2 is the rate of strain tensor, w* = (V*u* — V*u*?)/2 is the
vorticity tensor and ag = (r?* — 1)/(r* + 1) describes how slender the body is [39]. The

distribution function has two conditions, periodicity and the normalisation condition,

/Swdp =1, (2.5)
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where s is the unit surface of a sphere.
Following Pedley & Kessler [76], the enhanced stress tensor for a suspension of active
particles is

oc'=0;+0p+0p, (2.6)

where the Newtonian contribution is
o} =—P'I+2u"e", (2.7)

for pressure P*, identity matrix I and viscosity p*. Here, o7, is the extra stress due to

particle rotation and o} represents the interaction of the particles with the fluid, given

by

I
op= 2M*(I)D:O‘r/ (pp - g) ¥ dp, (2.8)

s

U*p=4u*<1>[aae*:/pppp¢dp+oz3 (e*-/ppwder/ppwdp-e*)

S S

)

+a4e*/¢dp+a5le*:/pp¢dp

where @ is the volume fraction and «; (i = 2...5, r) are constants related to the aspect
ratio of the particle. A term accounting for the self-motile behaviour of a suspension can
also be defined (equation (1.11) in chapter 1), however in the present study the elongated
fibres are taken to be passive M13 bacteriophage and so this term is neglected. Each
parameter (a;, i = 2,...,5, a,.) can be represented in terms of ellipsoidal integrals [2, 44],
which are detailed in equations (1.12)-(1.16) in chapter 1.

Finally, the degree of orientation of a system can be described by an orientation
parameter, S, defined as the difference in orientation parallel and perpendicular to a

molecular orientation axis (here the z*-axis),

S = (p2.) — (pl.), (2.10)
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L. /

Figure 2.1: The flow channel, where a parabolic flow profile is expected, containing a
fibre-laden fluid. The light polarisations are parallel and perpendicular to the flow direc-
tion, highlighted by the arrows below the channel. The fibres rotate in plane and their
orientation is described by polar coordinates with angle ¢ € [0, 27).

which will be defined for 2D and 3D orientation distribution functions in the relevant

sections.

2.3 Solving the Fokker-Planck equation in 2D

Due to the mathematical complexity, we initially consider both steady and oscillating flow

*

through a 2D thin rectangular channel, bounded by walls at y* = —h* and y* = h* and
with length scale L*, using a lubrication approximation (figure 2.1). It is assumed the
particles remain in plane, i.e. we consider 2D rotations in the Fokker-Planck equation. In
each case we solve the Navier-Stokes and incompressibility equations (2.1), (2.2) and the
Fokker-Planck equation (2.3), to determine the degree of orientation of the suspension,

and approximate the linear dichroism signal. The orientation parameters (2.10) and (1.21)

are compared for steady flow.

2.3.1 Steady channel flow

We assume the flow through the channel is forced by a constant pressure gradient and
hence consider a fully developed flow profile. The light source used for linear dichroism
spectroscopy compares light polarised parallel and perpendicular to the flow direction,

as shown by the arrows in figure 2.1, along with the expected parabola. The boundary
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conditions are given by no-slip conditions at the walls,

u*(z*, —h") = u*(z*,h") =0, (2.11)

v (x*, —h*) =v*(z*, h*) = 0. (2.12)

Since the width of the channel is much smaller than its length scale, § = h*/L* < 1, a
lubrication theory approximation for thin channels can be used to simplify the equations
of motion. The Fokker-Planck equation is first solved for a Newtonian flow profile which
is then used to recalculate the velocity, and the iteration is repeated until convergence is

obtained.

Non-dimensionalisation

The system is scaled against the inlet pressure gradient G* as follows,

= u, U= v, *'=—x, Yy =h'y, P'=
I p* 0 0

*

u

P. (2.13)

Substituting (2.13) into both components of the Navier-Stokes equations (2.1), retaining

leading terms (since 6 < 1), we have

oP d |2®a, [ .
a_x_@{ P /0 cos ¢ sin ¢ do
. . ] (2.14)
1440 ag/ cosz¢sin2gbwd¢+a3+a4/ bdo| | 24
0 2 0 dy
oP
9T 2.1

where Pg; = G*h*/D!u* is the Peclet number associated with pressure driven flow. The

orientation vector reduces to

p = (cos ¢, sin @) , (2.16)

21



where ¢ is the angle of the fibres with the z*—axis and is shown in figure 2.1. Finally, the
incompressibility condition, (2.2), is unchanged. From (2.15), P = P(x) (i.e. OP*/0x* =

—G*) and since we have scaled against the constant pressure gradient, (2.14) becomes

-1 d {2(1)% /%cosgzﬁsinqﬁzﬁdgb
0

2 2 d (217)
1440 az/ cos2¢sin2¢1/zd¢+a3+a4/ Gdo| | L4
0 2 0 dy
with corresponding dimensionless boundary conditions
u(—1) =u(1) = 0. (2.18)

To derive an appropriate form of the Fokker-Planck equation we scale Q" = G*h*Q/u*,
where
du

Q = (—sing,cos0)p, D= %(ao cos2¢p — 1) @ ) (2.19)

The full dimensionless model is

2
-1 d {QCI)%/ cos ¢ sin ¢ 1 do
0

(2.20)
2 2 d
140 aQ/ cos? psin? popde + 22 [ papl | 2L

0 2 0 dy

PaV, - (@) = V24, (2.21)
where €2 is given by (2.19) and the boundary conditions are
u(—1) =u(1) =0, (2.22)
2
| vdo=1 w0, = vizmy) (223)
0
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Finally, the orientation parameter (2.10) in 2D becomes

2w
S = 2/ cos> ppde — 1, (2.24)
0

Solving the Fokker-Planck equation

For a known velocity u, the probability distribution function ¥ (¢,y) can be calculated

semi-analytically. Expressing equation (2.21) in spherical polar coordinates we have

Pg du 0 .
7G d_; % [(—1 + ap(1 — 2sin® ¢)) @/J}

v

=50 (2.25)

this is rewritten as

% [8@/} Fg du (1 — oy cos 2¢)@/}] = 0. (2.26)

— +
0¢ 2 dy
After integrating equation (2.26) once,

g—z + % j—; (1 — g cos2¢) = ¢y, (2.27)

for constant ¢g. Then by defining an integrating factor

PG du

I(¢,y) = exp [7 ay /(1 — 9 €08 29) dqﬁ} = exp

Ps du Qg .

the expression for the distribution function, v, can be written as

C1 (02 [ 1(,y)do + 1)
I

6.0) , (2.29)

V(o y) =

for constants ¢; and ¢y calculated from the periodicity and normalisation conditions as

_ I(2my)—1 9 30
© [ 1(¢,y) Ao’ (2:30)
1

o = : (2.31)

2T A8, y) do
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where

Alp.y) = 2L

Once the probability density function is known, the extra stress terms (2.8) and (2.9)

(2.32)

can be calculated.

Solving the fluid flow equations with extra stress terms

For a known probability density function ¥ (¢, y), the extra stress components (equations
(2.8) and (2.9)) can be calculated and are hence known functions of y. Integration of

(2.20) gives

2 2w
—y+d = Oér/ cos ¢sin ¢ do
2.33)
2 2 d (
+ | 1440 ag/ cos? psin? pop df + O‘3+O‘4/ ol | SL
0 2 0 dy
for a constant d;. Integrating (2.33),
Vd, —7— G, (7
w = /1 ! Z@)O‘ ©) 45+ a,, (2.34)
for constant d, and where
2m s + oy
Aly) = | 1+ 49 ag/ cos? ¢sin® ¢ dep + 5 : (2.35)
0
) 20, [ .
a,(y) = P, cos ¢ sin ¢ 1 do. (2.36)
0
The no-slip conditions, (2.22) give dy = 0 and
1 Yy d 1 ar(y)
- y+ ) dy
d1 _ f 1 A(y) f 1 A(y) . (237)

1 1
o ag W

After the velocity for particle suspensions has been calculated, it can be substituted
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back into the expression for ¢, (2.29), and the above process is repeated.

Summary

The solution to the coupled problem given by equations (2.20) and (2.21) along with
boundary and normalisation conditions (2.22) and (2.23) can be found iteratively, begin-

ning with the Newtonian flow and calculating the extra stress terms, detailed here:

e Take the Newtonian velocity profile, u(’)(y) and evaluate the probability density

function ¢ (¢, ).

e The extra stress terms, and hence the updated velocity u(l)(y), can be calculated

from (@ (¢, y).

e This velocity can then be used to calculate the updated probability density function
VW (0,y).

e Repeat the above steps where for a given iteration step we have,

(e, y) = f(d,y,u™), "V (y) = gly, ™),

where f and g are functions given by equations (2.29) and (2.34) respectively.

e The iteration terminates when

[Jul™tt) —u®]] <7,

for some tolerance 7.

We require an absolute tolerance of 7 = 10~® in our numerical calculation.
Due to the no-slip conditions, the flow profile will be up-down symmetric; the bottom
half of the profile (—1 < y < 0) will mirror the top half (0 <y < 1). Hence the problem

is solved only for the bottom half of the channel. In this section, numerical error due
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to the integrating factor, (2.28), being very small is avoided, since the Peclet number is
positive in this region. The solution can then be mapped onto the top half of the channel.
The ¢-integrals are computed numerically using the trapezium rule and the y-integrals

are computed using the mid-point method.

Results

Dimensionless scalings are calculated from data provided by Linear Diagnostics Ltd. to
aid in plotting results. The depth of the channel is 2h* = 6 x 10~* m. The volume fraction
can be written as ® = Vn¥, where V* = 4ma*b*?/3 is the volume of one particle and
n} is the particle number density. The bacteriophage in suspension have principal axis
a* = 800 nm and minor axes b* = ¢* = 6 nm, and hence volume V} &~ 1.21 x 1072! m3.
To calculate the number density of phage, we use the formula n}; = C*Ny/M*, with
phage concentration C* = 0.02 g/litre and molecular mass M* ~ 1.64 x 107 g/mol. The
resulting number density is n}; & 7.33 x 10'” phage/m?, which provides a volume fraction
d~1.11 x 107°.

To determine how dilute the suspension is, the definition of a semi-dilute suspension is
verified; a semi-dilute suspension satisfies nja** > 1 and n}a*?b* < 1. When nja*® > 1,
a particle may interact with any other fibre in suspension at any point in time [86]. Using
the values n} ~ 7.33 x 107 phage/m® and a* = 800 nm, n%a*® = 0.3753 < 1 and so we
are not in the semi-dilute regime.

Next, the Peclet number P; = G*h*/D}p* is calculated. Following [68], the dimen-
sional diffusion coefficient D is

. kT

=5 2.38
" 8mpra*b*iF, ( )
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Table 2.1: List of parameters used, their units and their values. Parameters a*, b*,
T+ p*, K} and D are kept the same, all others are subject to change

Parameter Description Units Value
a* Particle length m 8 x 1077
b* Particle width m 6 x 107
T Temperature (water) K 295
w Viscosity (water) Pa s 9.5 x 1074
K Boltzmann constant | Kg m?/K s? | 1.38 x 10723
D Diffusion coefficient S 40.65
h* Channel half-depth m 3x 1074
n; Number density phage/m3 | 7.33 x 10'7
G* Pressure gradient Pa/m 4.4 x 103
) Volume fraction - 1.11 x 107°
Pg Peclet number - 34.17

where k% is the Boltzmann constant, 7™ is temperature and

Art — 1
= 2=l (2.39)
w2 [ 2]
77
F, = ! (2.40)

r/31n(r +vr2 — 1)

See also [11, 76, 81]. Assuming the bacteriophage are suspended in water, we use the
known viscosity at 22°C (= 295K), u* = 9.5 x 107* Pa s. Hence the diffusion coefficient
is Df ~ 40.65 s™'. Using the fixed pressure gradient G* ~ 4.4 x 10®> Pa/m, provided by
Linear Diagnostics Ltd, the dimensionless Peclet number is P &~ 34.17; advection slightly
dominates diffusion.

To calculate the linear dichroism signal, the orientation is integrated over the channel

depth, dependent on the number of phage in the sample,

®p ook oo h*
e*mins

*
NA —h*

LD = S dy*, (2.41)
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where N is the Avagadro constant (= 6 x 10?3 phage/mol), m? is the molecular weight
and €* is the extinction coefficient (m?/mol), which is a measure of the absorption of light
through the sample. We use an extinction coefficient of 0.38 m?/g at 269 nm [1, 30, 70]
and the molecular weight of bacteriophage (provided by Linear Diagnostics) m} ~ 2 X

107 g/mol.

Spatial averages are used at times to simplify presentation of results, using the formula

f_%/_ dy. (2.42)

1

Figure 2.2 shows the results for the flow profile, orientation parameter and probability
density function for the specific pressure gradient G* ~ 4.4 x 10> Pa/m. The dashed line
in figure 2.2a represents the Newtonian solution and the red line depicts the flow profile
with extra stress terms included. For this volume fraction of phage (® = 1.11 x 1079), the
reduction in the velocity profile from the Newtonian case is small. We see, as expected,
that the bacteriophage prefer to orient with an angle slightly off ¢ = 0, in line with the
flow direction (figure 2.2c). Comparison can be made between the orientation parameter
described in McLachlan et al. [68] (equation (1.21)) and equation (1.20); these results can
be seen in figure 2.2b, where the dashed line represents equation (1.20). The expression
proposed by [68] initially ranges from 0.25 to 0.65 and our orientation parameter ranges
from 0 at the centre of the channel to 0.6 at the walls. Due to zero shear at the centre of
the channel, no alignment is predicted, hence it can be seen that the orientation parameter
for uniaxial systems does not adequately capture the behaviour of these pressure-driven
flows. Finally, the linear dichroism signal is 8.9 x 1075,

Figure 2.3 compares the flow profile and orientation parameter for a range of inlet
pressure gradients. As the pressure gradient increases, the velocity through the channel
increases (figure 2.3a), as expected. Mirroring the results seen in figure 2.2a, the decrease
in velocity due to the fibres is small and predominantly in the centre of the channel. The

orientation parameter also increases with the flow rate (figure 2.3b), however this only
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Figure 2.2: Steady flow results for a fixed pressure gradient. (a) Velocity profile comparing
the Newtonian solution (dashed black line) to the solution incorporating the suspended
fibres (red line). (b) Orientation parameter S varying across the channel; a comparison
between the uniaxial equation suggested by McLachlan [68] (solid line) and the biaxial
equation (2.24) (dashed line). (c¢) Probability density function ¢ for a range of Peclet
numbers and for ¢ between 0 and 7. Note we do not consider ¢ from 7 to 27 as the
results are m-periodic.

occurs away from the centre of the channel. The linear dichroism signal increases with
the pressure gradient, from 6.3 x 1075 to 1.1 x 1074,

Finally, the impact of varying channel width and particle number density is considered.
Figure 2.4 depicts how the spatially averaged orientation parameter and linear dichroism
signal vary with channel dimension and number density. Increasing the channel width
increases the orientation parameter (figure 2.4a) and the number density has little impact.
Similarly, increasing the channel width increases the signal, however the number density
now has a much larger impact; increasing the linear dichroism signal with increasing value

(figure 2.4b).

2.3.2 Oscillating flow

To reduce the volume of sample needed, an oscillating system has been proposed; theo-
retically the fluid is contained within a channel of much smaller volume, where it can be
oscillated back and forth in front of light sensors. To explore the potential to generate
a signal in this system, consider a pressure gradient which oscillates in time. Since the
suspension is assumed to be dilute, the volume fraction is small and so we consider a

perturbation in terms of this parameter.
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Figure 2.3: Steady flow results for a range of imposed pressure gradients. (a) Velocity for
a bacteriophage suspension (solid line) compared with the Newtonian solution (dashed
line) and (b) orientation parameter. For all figures, pressure gradient values G* = 2 X
10® Pa/m (green line), G* = 4 x 10®> Pa/m (red line), G* = 6 x 10* Pa/m (blue line) and
G* = 8 x 10® Pa/m (purple line) were used for comparison. Here h* = 3 x 107* m and
n’ = 7.33 x 10'7 phage/m3.
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Figure 2.4: Steady flow results for a range of channel width and number density. (a) S
and (b) LD. The pressure gradient is G* &~ 4.4 x 10* Pa/m.
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Recall the dimensional Navier-Stokes, continuity and Fokker-Planck equations given
by equations (2.1), with stress terms (2.7), (2.8) and (2.9), (2.2) and (2.3), with (2.4),
respectively. The equations are non-dimensionalised the same way as in equation (2.13),

along with scaling the time as

= — (2.43)

for oscillating frequency w*.

Perturbation Expansion

We introduce a perturbation from the Newtonian case, uy by expanding about the small

volume fraction ® (see section 2.3.1),

uuyn(y,t) + Pu(z,y,t), (2.44)
v R +P vy (z,y,t), (2.45)
P~ Py(z,t)+ @ Pi(x,y,t), (2.46)
PN (r,t) + Qi (2,y,1). (2.47)

Substituting (2.44)-(2.47) into the dimensionless Navier-Stokes, continuity and Fokker-

Planck equations, we have at leading order

2 8uN 8PN 82UN

=" T A (2.48)
Oy 1 OUy 0 1 Py
5t = 2F; oy g (1T a0cos20)dw) + 5o (2.49)

where a® = w*h*?p* /u* is the Womersley parameter and Pe = w* /D7 is the Peclet number

related to oscillating flow. The boundary conditions are

UN<—1,t) :UN(l,t) = 0, (250)

wN do = 17 wN(Oa Y, t) = wN<27T7y7t)' (251)
0
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The two equations are decoupled and equation (2.48) is the Newtonian equation for uni-

directional unsteady flow, which is first solved analytically.

Calculating the velocity profile

Following [74], assume an oscillating pressure gradient and velocity profile, i.e.

oP : ,
DN~ et = afy)e” (252
Substituting expressions (2.52) into equation (2.48) reduces the problem to an ordinary

differential equation in u,

io?u = —1+ ji; : (2.53)
=0, an=o. (254)

We make the substitution
u=1u+ ai?’ (2.55)

to remove the pressure gradient from equation (2.53), hence obtaining

d?4
i = d_yg , (2.56)
. . v
u(—1) =a(1) = e (2.57)
Equation (2.56) has the general solution
= Acosh(Via?y) + Bsinh(Via?y). (2.58)

From the boundary conditions (2.57), B = 0 and @ can be written as

1 cosh(Via?y)

i cosh(m) ' (2.59)

=

32



Remembering that @ = 4 + i/a? and uy = te, the leading order velocity is

(2.60)

Uy = - —_—
102

e [ cosh(vVia? y) 4
cosh(via?) .

Fokker-Planck equation

Now the velocity has been obtained, the Fokker-Planck equation (2.49) can be solved.

Substituting (2.60) into the leading order Fokker-Planck equation we have

Oy Py sinh(Via2y)e' I 1 Py
51~ | 2Pevint com(vian) | B9 (1 T C0es 20+ 5p G (261)

where R[-] represents the real part. To solve this non-linear, second order partial differen-
tial equation we use a Fourier transform to obtain an initial value problem which is then
solved via the built in Matlab functions ‘ode15s” and ‘fft’.

Introduce the truncated Fourier transform

M

Un(dt) = Y W(t)e™?, (2.62)
k=—M

Wilt) = o / (@, t)e do. (2.63)

Next, substitute (2.62) into (2.61), utilising the exponential notation of sine and cosine,

then consider modes of €** to obtain a system of ordinary differential equations

2

Pe

U, =ik D [\Ifk - %(\I/k,2 + \Ifk+2)] — (2.64)
where —L < k < L, ¥, = d¥,,/ dt, and

D=

(2.65)

Pg sinh(Via2 y)e'
2Pevia? cosh(Via?) |

From the periodicity condition and the properties of Fourier transforms, the system of
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Figure 2.5: Velocity profile for oscillating flow. (a) Velocity profile changing with time
over one time period where w* = 200 rad/s. Four different * values are plotted: y* = 0 m
(green line), y* = 1 x 107* m (red line), y* = 2 x 107* m (blue line) and y* =3 x 10~* m
(purple line). (b) Time and spatially averaged velocity profile for a range of inlet flow
rates and oscillating frequencies.

equations are re-derived for 1 < 57 < 2L+ 1, by shifting the first L entries along by 2L+ 1.

Assuming the fibres are initially uniformly distributed, i.e. ¥y (®,y,0) = 1/27, and
taking the fast Fourier transform (‘fft’) of this condition in Matlab, the ordinary differen-
tial equation solver ‘ode15s’ is used to solve the system W; (equation (2.64)). Once this
solution has been found, the inverse fast Fourier transform ( “ifft’) can be applied to obtain
the required solution (¢, y,t). For reference, an in-depth description of how we exploited
the ‘fft’/*ifft’ functions in Matlab, including reassigning indices, has been detailed for the

less complex advection-diffusion equation, with constant coefficients, in Appendix A.

Results

Comparisons can be made between steady and oscillating flow by spatially averaged re-
sults; this definition is given in (2.42). Currently, the prototype handheld device provides a
mean reading and so we calculate the time-average orientation parameter (S,,) in line with

this method; if absorption measurements can be taken quickly enough, the peak orienta-

tion in the channel will be recorded and so we compare time average with the peak over one
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time period (Speqr). For oscillating flow, the Womersley number o = p*h**w* /u* ~ 18.95,
taking the density of water as p* = 1 x 10* Kg/m? and w* = 200 rad/s.

Figure 2.5a depicts how the velocity changes with time over one time period. At
the wall, the velocity is zero, due to the no-slip condition, and the absolute value of the
velocity increases moving away from the walls to the centre of the channel. Note that only
positive values of y* are shown, since the flow is symmetric, and that the velocity changes
sign close to midway through the time period. Figure 2.5b depicts how the time and
spatially averaged velocity profile changes with oscillating frequency w* and inlet pressure
gradient G*. The absolute value of the velocity increases for larger pressure gradients and
smaller oscillating frequencies.

Time and spatial averages of the orientation parameter (figure 2.6a) and linear dichro-
ism signal (figure 2.6b) have been considered for varying imposed pressure gradient and
oscillating frequency. As the pressure gradient increases, both the orientation parameter
and linear dichroism signal increase. Decreasing the oscillating frequency has a similar
impact on both results. The results for a time averaged signal, in figure 2.6, can be com-
pared with the peak orientation parameter or linear dichroism signal over an oscillation
(figure 2.7). In both sub-plots, the trends of the results are identical, however §peak is
larger than S,, in general; the same is seen for the linear dichroism signal.

Finally, figure 2.8 compares the averaged orientation parameter and linear dichroism
signal for a range of channel width and number density, for two different values of w*.
For small values of w*, the orientation parameter (figure 2.8a) and linear dichroism signal
(figure 2.8b) are similar to the steady problem (figure 2.4), though their values are reduced.
As before, increasing the width of the channel increases the orientation parameter, and the
number density impacts the linear dichroism signal only. In contrast, when w* = 200 rad/s
(figures 2.8c and d), the relationship between h* and S,, switches; increasing the channel
width decreases the degree of orientation in the system. The linear dichroism signal is
affected significantly more by the number density than the orientation parameter, showing

an increase with increasing number density regardless of the choice of w*. As with changes
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Figure 2.6: Depiction of Sy, and LD,,, for oscillating flow, as the imposed pres-
sure gradient and oscillating frequency vary. (a) Orientation parameter and (b) linear
dichroism signal. The channel width is h* = 3 x 107 m and the number density is
n’ = 7.33 x 107 phage/m3.
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Figure 2.7: Depiction of gpeak and Epeak, for oscillating flow, as the imposed pres-
sure gradient and oscillating frequency vary. (a) Orientation parameter and (b) linear
dichroism signal. The channel width is h* = 3 x 107* m and the number density is
nk = 7.33 x 10'7 phage/m3.
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Figure 2.8: Oscillating flow results for a range of channel width and particle number
density. (a) And (c) S, and (b) and (d) LD,,. The pressure gradient is G* = 4.4 X
10® Pa/m throughout and the oscillating frequency is w* = 10 rad/s in (a) and (b) and
w* =200 rad/s in (c) and (d).
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Figure 2.9: Oscillating flow results for a range of channel width and particle number
density. (a) And (¢) Spear and (b) and (d) LDpew. The pressure gradient is G* =
4.4 x 10® Pa/m throughout and the oscillating frequency is w* = 10 rad/s in (a) and (b)
and w* = 200 rad/s in (c) and (d).
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Figure 2.10: (a) gpeak and (b) Epeak changing with w* for a range of channel widths.
For both figures the following channel widths are plotted: h* = 2.5 x 107% m (green line),
h* =3 x 107* m (red line), h* = 3.5 x 10~* m (blue line), h* = 4 x 10~* m (purple line)
in oscillating frequency and pressure gradient, we compare the peak values (*peqr) Over
an oscillation with the average; the corresponding results in general are larger in figure
2.9 than figure 2.8.

To investigate at which oscillating frequencies this change occurs, gpeak and ﬁpeak are
calculated, for multiple channel depth values, as the oscillating frequency increases (figure
2.10). Figure 2.10a shows gpeak for multiple channel depths and increasing oscillating
frequency; by w* & 32 rad/s, increasing h* decreases the orientation parameter. The
same can be seen for the linear dichroism signal in figure 2.10b. The values obtained for
the orientation parameter and linear dichroism signal in the oscillating flow case are much
smaller than those in the steady case, with the decrease in the orientation parameter being

much more rapid in the oscillatory case.

Summary

The 2D coupled flow and distribution problem has been solved for flow in thin rectangular
channels. Results for the flow profile and degree of orientation S have been calculated

and can be summarised as follows:
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e Increasing the pressure gradient G* increases the orientation parameter Sg, in both

steady and oscillatory flows.

e The number density n has only a small impact to decrease S,, in steady flow via

the velocity; the overall effect of increasing number density is to increase signal.

e Increasing the channel height h* increases S and LD, for steady flow and slow
oscillations. For oscillating frequencies greater than w* ~ 30 rad/s, this relationship

reverses.

e The velocity and alignment for steady flow are in general larger than for oscillating

flow for a given G*,n); and h*.

e For the peak values gpeak and Epeak, the trends were in general the same as Sg,

and LD,,, however the peak values are larger.

This simplified 2D channel provides an introduction to suspensions of elongated particles
in channel flow. There are restrictions in the range of parameter space that can be
explored, due to the integrating factor (2.28), and the predicted linear dichroism signal
does not capture particles rotating out of the plane. Hence, to explore 3D rotations and
more accurately predict the maximum attainable orientation, we consider a simple 3D

channel, and incorporate the 3D Fokker-Planck equation.

2.4 Solving the Fokker-Planck equation in 3D

Next, consider the flow of a bacteriophage suspension in a 3D channel, bounded by walls
at z* = —h* and 2* = h*, with length scale L* (figure 2.11). The light source used for
linear dichroism spectroscopy propagates between the channel walls and compares light
polarised parallel and perpendicular to the flow direction, as shown by the arrows in figure
2.11. In contrast to section 2.3, to more accurately describe the orientation distribution

in the channel, the 3D rotation effects of the Fokker-Planck equation are instead coupled
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Figure 2.11: A fibrous fluid bound between two walls. The fibres are aligned according
to an imposed pressure gradient. (a) Flow channel where G* is the pressure gradient and
x* is the flow direction. The light polarisation directions are parallel and perpendicular
to the flow direction and it is assumed the light source shines down onto the z*—y* plane.
(b) The orientation of bacteriophage can be given as angles § € [0, 7] and ¢ € [0,2m)
away from the coordinate axes.

to the flow equations for the system, similar to those described in section 2.3; we again

solve steady and oscillatory flow problems.

2.4.1 Steady channel flow

The boundary conditions are given by the no-slip conditions

U*(ZE*,y*, _h*) — U*(.T*,y*, h*) — 0,
oyt =) = vt (2t Yt hY) = 0, (2.66)

w*<x*’y*’ _h*) — ,u)>|<('z,>k’y>k7 h*) — O.

We now assume the walls are infinite in the z*— and y*— directions and scale our variables

in a similar manner to (2.13),

*

u

*h*Q ) *h*Q * Jy*
= G * * = G * w, P* = GTpa
H H K (2.67)
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By neglecting O(4) terms or smaller, the dimensionless Navier-Stokes equations are,

oP d | 20,
— = /plpgwdp+ 1+ 4% az/p?piwdp
ox dz P J, s
(2.68)
as [ 2 2 ag|) du
+ 9 /S(P1 +p3)¢dp—i— 2]) dz}’

oP d | 2®a, Qs du
a_y = &{ B, /Sp2p3wdp+4<1> |:062 /Splpngl/fdp-i- 7/81011?2?/”14 @}7 (2.69)
oP
97 o 2.70
0z ( )

Due to the walls being infinite in y, we expect the orientation distribution about ¢ to be
symmetric, i.e. ¢ € [0,7] is equivalent to ¢ € [—m,0]; this would also mean (0, ¢) =

(0, —¢) is an even function. Considering the integrals in equation (2.69),

/pgpgwdp :/ / sin” # cos 0 sin ¢ 1) df do, (2.71)
s —m JO
/plpgpg Ydp = % / / sin® 6 cos? f sin 2¢ 1) df do, (2.72)
s —7m JO
1 s s
/plpg Ydp = 5 / sin® @ sin 2¢ 1) df dg. (2.73)
s - J0

Each integral contains an odd function of ¢ and so will integrate to zero, hence equation
(2.69) can be rewritten as 9P/0y = 0 and so P = P(x) and equations (2.68)-(2.70) reduce

to

2¢
_1:d—{ ar//sm 6 cos 6 cos pp df dog

- (1 + 40 {042 / / sin® # cos? 0 cos® ¢ df dg (2.74)

/ / sin® @ cos® ¢ + cos® 0)1) sin 0 df dg + })i:},

where the pressure gradient has been scaled to minus one. This equation is solved and

re-dimensionalised before being used in the Fokker-Planck equation.
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Solving the Fokker-Planck equation

To investigate 3D orientation of bacteriophage, first express the unit orientation vector p

as

p = (sin 6 cos ¢, sin f sin ¢, cos 0), (2.75)

for 6 € [0, 7] and ¢ € [0,27). The particles in the flow are small enough that each particle
at a point in space will experience an approximately linear flow, and hence a constant
shear rate 4*. Following [5, 87], assuming g = 1 and analysing the steady state, the

Fokker-Planck equation reduces to

FAW) = POW), (2.76)

where Py = 4*/6D7 is the Peclet number and

Rl 1 0%
()= =275 (sme %) perir (2.77)
Q) = % % (sin2 HCOSHw) — 8% (sin2 ¢w) . (2.78)

The Fokker-Planck equation (2.76) is solved using Spherical Harmonics [5, 68, 87]. We
discretise the spatial part of the orientation distribution using spherical harmonics, the

angular solution to Laplace’s equation on a sphere, which take the form

P(0,p) = Z (Af P (cos 0) cos(me) + AT, P (cos 0) sin(ma)) (2.79)

where P’" are the associated Legendre polynomials. This is substituted into equation
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(2.76), where I" and 2 are given by

A(P(cos ) cos(me)) = —n(n + 1) P (cos 0) cos(ma), (2.80)
A(P(cos ) sin(me)) = —n(n + 1) P (cos ) sin(mae), (2.81)
m+2 n+2
Q(P"(cos ) cos(me)) Z Z an P (cos 0) sin(mg), m >0, (2.82)
mp+2m iizn :
Q(P(cos 0) sin(ma)) Z Z an ¥ P (cos 0) cos(me), m > 0. (2.83)

p=m—2 qg=n—2

The first two results stem from the definition of a spherical harmonic. The other two
are a linear combination of spherical harmonics, where there are seven non-zero constants

ap?, reproduced from [5, 87] as follows

%ff:4@f§§$iﬁﬂgli>®w 25
= 4(25 %g;ﬁi;(&i?fg;f —)m>!’ 25
= T T >
==, (2.87)
= 1(25& ;r)f;?l 1)’ (259
mom+2 _ (04 3)(1+ dmo) (2.90)

Gt = 4on )20+ 3)°

Substituting (2.80)-(2.83) into (2.76), equating coefficients of sine and cosine terms,

. . m m
we derive a system of equations for Af’, and A7,

ala + - qu — P, Z Z amPAT (2.91)

n=0 m=0

ala+1) + Yyr _p, Z Z P AT (2.92)

n=0 m=0
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for integer N, ¢ = 0,2,...,N and p = 0,2,...,n. Here, A), = 1/47 to satisfy the
normalisation condition, and we have A? = 0 for all n. Due to particle symmetry, if n
or m are odd then Af, = AT, = 0.

Equations (2.91) and (2.92) are solved numerically by setting up a matrix of equations
Ax = b for operator matrix A and right hand side vector b. The vector b is a vector of
zeros with one entry, by = 1/4m, to satisfy the normalisation condition. The vector @ has
length N/2(N/2+ 3) + 2, where the first N/4(N/2+ 3) + 1 entries are the Af, terms and

the second N/4(N/2 + 3) + 1 are A7, terms,
T = (A807 A827 AgQ? R AéVN7 A(l)Ov A(1)27 R AiVN)T‘ (293)

The operator matrix has dimensions (N/2(N/2+3) +2) x (N/2(N/2+3) +2). To select
appropriate matrix entries, define ¢ = 25 and p = 2i such that for j = 1,2,..., N/2
and 7 = 1,2,...,j, the Aj, and A}, entries are given by z(j(j + 1)/2 + i + 1) and
(N/A(N/2+3)+14j(j+1)/2+1i+ 1) respectively.

The operator matrix can be divided into four sections

B

C
~ (2.94)
D B
The top left and bottom right sections of the matrix, given by matrices B and B, are
formed from the first terms in equations (2.91) and (2.92) respectively. Here, B and B
are diagonal matrices with entries —7(27 + 1)/3, with the m = 0 entries set to zero in

B. The top right and bottom left sections, matrices C and D = —C' contain entries for

the summation term in equations (2.91) and (2.92) respectively. Both matrices are given

m?p

na entries which can be set up in a matrix M. To do this, introduce

by the non-zero a
two new indices n = 2l and m = 2k, where [ = 1,2,...,N/2 and k = 1,2,...,l. The

non-zero entries for the coefficients can be calculated and stored in a (N/4(N/2 + 3) +
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1) x (N/4(N/2 4+ 3) + 1) matrix M,

00 00 20 N0
a/O’O a/2’0 a2’0 ... ... a/N7O
00 00 20 N0
a072 a272 0/272 .o .. D aN’2
M = : : , (2.95)
ON ON 2N N,N
AN Ay Ao -+ --- ANy

which when multiplied by the Peclet number gives the two required matrices C' = —P\M
and D = Py\M. Again the corresponding A, entries are set to zero.
The system of equations is solved using backslash in Matlab, resulting in a vector of

AP, values which can be used to construct ¢ from equation (2.79).

Incorporating extra stress terms

The Newtonian problem is taken to initialise the iteration. Then, once the probability
density function is known, the velocity can be solved semi-analytically. This calculation

is identical to the calculation in section 2.3, with resulting velocity

[P di—Z— & (2) -
u= /_1 6 dz, (2.96)

where

A(z) =144 [ag / / sin® 0 cos? 0 cos® ¢ df dg
0 (2.97)

+%/ /(SiHQQCOSZ(b—i-COSQH)wSiHQded(b—F% ,
- JO
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2<I)a7n

/ / sin” # cos 6 cos ¢ 1 df do, (2.98)

G,(z) =

dz + [* arz dz
dy = [aatgde+ [ . (2.99)

f—l m dz

The #— and ¢— integrals are computed numerically using the left-hand rule and the z-
integrals are computed using the mid-point method. The solution is calculated iteratively,

as described in section 2.3.1.

Numerical Convergence

() (b)

0.086 1 0.803
0.0841 0.801
2 2
(Pir3)  0.082- (p1 + p3)
0.799
0.08 1
0.797
0.078 6 10 14 2 6 10 14
N N

Figure 2.12: Numerical convergence of the moments of ¢ for an increasing number of
modes N. (a) (p¥ps) and (b) (p? + p3). Convergence is obtained for N = 10.

To optimise the efficiency of the above processes, the convergence of the spherical
harmonic solution and the finite difference approximation are investigated. To examine
the accuracy of the spherical harmonics solution, consider how the moments of 1) change

for increasing modes N. Figure 2.12 depicts the moments associated with the extra stress
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Figure 2.13: Convergence of the time and spatially averaged Newtonian velocity u* for
increasing steps in z*. The number of gridpoints for convergence to 0.01% of the value of
u* is Z = 150.

terms,

(P + p3) (2 / / Pt + p3¢sinddo de
: (2.100)

= / / (sin? @ cos® ¢ + cos? 0) ¢ sin 6 A dop,
—m J0

(pip3)( //p1p§¢sin9d0d¢:/ / sin® @ cos? @ cos* pp dfde.  (2.101)
- JO0

Both (p?+ p2) and (p?p3) are averaged over the channel, and their change with increasing
N is shown in figures 2.12a and 2.12b respectively. Once N = 10 the value of these
moments do not change, hence this is our choice for all numerical calculations.

Similarly, we investigate the convergence of the finite difference approximation. We
solve the Newtonian flow equations and average the velocity; figure 2.13 depicts how the
average changes when increasing the number of steps Z. The difference between the
average calculated at Z = 150 and Z = 200 is 0.01% of the value itself, hence we take

7 = 150 in our calculations.
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Figure 2.14: Results for the flow profile of a suspension of bacteriophage in a channel
with two walls in 3D orientation space. (a) Velocity profile (red) in comparison with
the Newtonian velocity profile (dashed line), (b) orientation parameter S changing across
the channel, where equation (1.20) (dashed line) is compared with equation (1.21). The
parameters used are given in table 2.1: G* = 4.4 x 10®> Pa/m, h* = 3 x 107* m, and
nk = 7.33 x 10’7 phage/m?.

Results

The parameter values used initially are the same as those in table 2.1. First we see how the
velocity and orientation parameter change in z* (figure 2.14). The reduction in velocity
due to the phage, depicted by the red line in figure 2.14a, is almost unseen. Figure 2.14b
shows the orientation parameter S larger close to the walls and dropping to zero in the
centre of the channel for both the dashed and solid lines. However, we can see that the
version of the orientation parameter used in [68] does not predict as large a degree of
orientation; both the 2D and 3D versions of this equation differ from (1.20).

Next we consider how the number density and inlet pressure gradient influence the
velocity and orientation parameter (figure 2.15). The larger number density at each
pressure gradient is shown by the black dashed line; increasing the number density of
phage has no noticeable impact on the fluid velocity or orientation parameter. Increasing
the pressure gradient increases the velocity profile and hence the orientation parameter
away from the centre of the channel.

The orientation parameter and linear dichroism signal are calculated for a range of
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Figure 2.15: Velocity and orientation parameter for varying pressure gradient and particle
number density. (a) Velocity profile, and (b) orientation parameter. For all results, the
following pressure gradients are used: G* = 2 x 10® Pa/m (green line), G* = 4 x 10* Pa/m
(red line), G* = 6 x 10° Pa/m (blue line), G* = 8 x 10 Pa/m (purple line). The coloured
lines represent nf; = 1 x 10'7 phage/m® and the black dashed line next to each result
signifies the same pressure gradient for ny = 1 x 10'® phage/m*. The channel depth
remains as h* =3 x 107 m.

number density and channel width in figure 2.16 where the orientation parameter is av-
eraged over the channel width. The orientation parameter increases with the channel
width, while the number density, as expected, has little impact (figure 2.16a). The linear
dichroism signal however behaves differently (figure 2.16b); here the number density is
having a more drastic effect, while increasing with the channel width as before.

Finally, we investigate the ability for the model to predict a maximum orientation
parameter by varying the channel depth and pressure gradient (figure 2.17), the two
parameters which have the largest impact. As seen in other results, the orientation
parameter increases as both the channel depth and pressure gradient increase; however
in figure 2.17 we see that S tends towards S = 0.74 for a channel depth greater than

h* ~ 4 x 107% m and pressure gradient greater than G* ~ 5 x 10? Pa/m.
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Figure 2.16: Orientation parameter and linear dichroism signal for a range of number
density and channel depth. (a) S and (b) LD. The pressure gradient is G* = 4.4 x
10® Pa/m throughout.

2.4.2 Oscillating pressure gradient

Next we reconsider the theoretical oscillatory system, coupled this time with the 3D
Fokker-Planck equation. The equations governing the problem remain as (2.1), (2.2) and
(2.3), however the pressure gradient now takes an exponential form

oP*
ox*

= G exp(iw™t"). (2.102)

The other variables are non-dimensionalised as in equations (2.67); the continuity

equation (2.2) is unchanged and the Navier-Stokes equations (2.1) reduce to

ou
2 - = R
o’ = exp(it) + s {

+ (1 + 4P {aQ / / sin® 0 cos? 0 cos® ¢ df do (2.103)

/ / sin? f cos? ¢ + cos® §)1psin 0 df de + ]) ;h:}

As in the steady case, we iterate between the equation for v and u* to obtain a

2®q,

/ / sin’ # cos 6 cos ¢ 1) d do

solution.
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Figure 2.17: The limit of the degree of orientation as the channel depth A* and pressure
gradient G* increase. Each line represents a different pressure gradient: G* = 4x103 Pa/m
(green line), G* = 1 x 10* Pa/m (red line), G* = 5 x 10* Pa/m (blue line) and G* =
1 x 10° Pa/m (purple line).

Solving the Fokker-Planck equation

Again following [5, 87|, assuming oy = 1 and including time derivatives, the Fokker-Planck
equation is
00~ 1AW~ BOOW), (2.104)
where t* = 7/(6D}), P\(t) = 4*/6D; is the Peclet number and A(¢)) and Q(¢) are given
by (2.77) and (2.78) respectively. The numerical solution in [68] is adapted to account
for a time dependent Peclet number P, then solved for each point in z*. The method is
detailed below.
The Fokker-Planck equation (2.104) is discretised using Spherical Harmonics [5, 68,

87]; assume the solution takes the form

»(0,p,t) = Z (AG ()P (cos ) cos(me) + AT (¢) P (cos 0) sin(me)) . (2.105)

This is substituted into equation (2.104), where I' and 2 are given by (2.80)-(2.83).

Substituting (2.80)-(2.83) into (2.104), equating coefficients of sine and cosine terms,
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we derive a system of odes for Af’, and A7,

dA? qlqg+1 Nz p A
Mo ) Y3 anpan, 2100
n=0 m=0
dAp + 1 N n
4, _ _%qu LMY amra, (2.107)
n=0 m=0

for integer N, ¢ = 0,2,...,N and p = 0,2,...,n. Here, AJ,(t) = 1/4rm to satisfy the
normalisation condition.

The ordinary differential equations (2.106) and (2.107) are solved numerically using
‘ode45 in Matlab, by constructing an operator matrix identical to (2.94). The solution
can then be reconstructed using the spherical harmonic substitution (2.105). Once the
velocity is known, the new Peclet number can be calculated by calculating the shear rate

4 = Ou*/0z*, which can be used to calculate 1)(, ¢,t*; z*) and its moments.

Incorporating extra stress terms

The Newtonian flow is first calculated and the Fokker-Planck equation is solved. From
here, the moments of ¥ (0, ¢, t*, z*) are calculated and the updated flow equations can be
solved numerically using a finite difference scheme.

Firstly we seek a solution to the Newtonian equation,

ou 0%
2 — it
oo =e + 5.7 (2.108)
u(—1,t) = u(l,t) =0, u(z,0) =0. (2.109)

Discretising, using an implicit finite difference scheme, we have

n+1 n n+l n+1 n+1
2 T Wi () Wi 2u; "+ uy
v 2 ’
t Az

(2.110)

wheret=1,2,...,Z, n=1,2,...,T represent the steps in z and ¢ respectively and ¢ has
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been shifted by 7/2 to account for the initial condition. Rearranging,

2At At At j(pnyx
n+1 n+1 nt+1y _ i(th+Z n
(1 + O42A2,2) N N (uiy + i) = 2 (+5) 1 (O (2.111)

the left hand side matrix of coefficients and right hand side vector, Au = b, can be
constructed and solved at each time step to update the velocity. The left hand side

matrix is the tri-diagonal Z x Z matrix

1 0 0 ... ... ... 0
Co Co Co 0 ... ... 0
0 Cy, Co Co 0 ... 0
A= ¢ o o ] (2.112)
0
o ... ... 0 C, Cy C,
0 0 0 1

where C,, = C, = —r,/Az and Cy = 1 + 2r,/Az, for r, = At/(a?Az) and the first
and last rows enforce the boundary conditions. The right hand side vector entries are
b = ' + ei<tn+%)At/ o?, where b = b = 0 are set to satisfy the boundary conditions.
The matrix equation is solved at each time step using backslash in Matlab where the fluid
is assumed to be initially at rest.

For the suspension model, a similar approach is taken. Due to the extra complexity,

an upwind discretisation is needed to adequately account for single derivatives. Equation
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(2.34) becomes,

n+1 n n+l n+1 n+1
o2t U i(img) | gntt o gnr Vi 2u; Uiy
At ‘ i Az2
n+1 n+1
nt+lY% Ui n+1
dA] =—x= when dA7 >0 (2.113)
+ )
ultt gt
dAPT =t when dAMT <0

where

A(z,t) =14 4P [0@/ / sin® 0 cos? 0 cos® p 1 df dg
e (2.114)
%/ /(Sin29COSQ¢+COS29)¢Sin9d9d¢+%

2(I>ozr
a(z,t)

/ / sin? 6 cos @ cos ¢ 1p dO d, (2.115)

and dA = 0A/0z are known functions of z and t. The left hand side matrix is the tri-

diagonal matrix (2.112), but the entries now vary depending on the sign of dA. When

dA? > 0,
Coliyn) = —r, (ﬁi ) , (2.116)
Colin) =141 (2;5 - dA?) , (2.117)
Cu(i,n) = —XZ (2.118)
and when dA? <0
Culi,n) = —— AL, (2.119)
Az
Coliyn) =147, (2;15 + dA?) , (2.120)

Clisn) = — (ﬁz ) (2.121)
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Figure 2.18: Convergence of the finite difference method with increasing time steps 7.
The number of steps for z has been set as Z = 150. Convergence to 0.01% of the value of
u* was achieved for T' = 3200.

These values are stored in a Z x T matrix and, at each point in time, the associated vectors
are chosen from C,, Cy and C, to form the entries of the tri-diagonal matrix. The right
hand side vector is now given by b' = ul' + ei(thrg)At/ a? + arAt/a?, with equivalent

boundary conditions. The solution method for the Newtonian problem is repeated here.

Numerical convergence

We consider the convergence of the numerical methods to optimise the computational
efficiency and accuracy. The convergence of the spherical harmonic scheme is unchanged
from the steady case, i.e. N = 10, and the step size for z* is kept as Z = 150. Figure 2.18
shows how the time and spatially averaged velocity changes with increasing time step and

shows convergence to within 0.01% at 7" = 3200.

Results

We use the parameter values defined in table 2.1 and o? ~ 18.95 for w* = 200 rad/s.
Results for velocity, orientation parameter and linear dichroism signal are explored for a
range of particle number density, inlet pressure gradient, oscillating frequency and channel

depth. Again, spatial and temporal averages, averaging over one half of a time period,
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Figure 2.19: Velocity and orientation parameter over five oscillations. (a) Velocity profile
and (b) orientation parameter. Four different z* values are presented: z* = 0 m (green
line), z* =1 x 107* m (red line), z* = 2 x 1072 m (blue line) and 2* = 3 x 1073 m (purple
line).

and the peak values over a time period are considered. The results for gpeak and Epeak
have been presented in appendix A.1.

First, figure 2.19 depicts the results for velocity and orientation parameter, calculated
using the values provided by Linear Diagnostics Ltd. Since the system starts from rest,
five oscillations are plotted to understand how these profiles develop. The velocity profile
is shown in figure 2.19a, for a range of z* values. Close to the walls the velocity is zero,
and increases sharply towards the centre of the channel. We see that as the oscillations
develop the velocity moves to oscillate about u* = 0. Figure 2.19b depicts the orientation
parameter, varying with time over five oscillations, for a range of z* values in the top
half of the channel. It appears to take the form of two Fourier modes, and as we move
closer to the channel walls the shear rate, and hence the orientation parameter, increases.
To check when the results become pseudo-steady, i.e. the results no longer vary between
oscillations, the orientation parameter and velocity, averaged over space, were compared in
successive time periods. We find the difference between the seventh and eighth oscillations

to be small enough that convergence has been achieved. Continuing from this, all time
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Figure 2.20: Velocity, averaged over space and time, and linear dichroism signal, averaged
over time, for a range of inlet pressure gradient and oscillating frequency. (a) u*,, and
(b) LD,,. The channel depth and number density remain the same, h* = 3 x 10~* m and
n} = 7.33 x 10" phage/m? respectively.

averages are taken in the eighth oscillation to describe the long-time behaviour of the
results.

Next, the velocity profile and expected linear dichroism signal are compared for a range
of pressure gradient and oscillating frequency (figure 2.20). As the oscillating frequency
increases, the absolute value of the velocity decreases (figure 2.20a), in turn decreasing
the linear dichroism signal (figure 2.20b). In contrast, increasing the pressure gradient
increases both the velocity and signal at approximately the same rate. The peak linear
dichroism signal over an oscillation has been plotted for a range of oscillating frequency
and pressure gradient (figure A.1) and, as seen in section 2.3.2, the peak values are larger
in general than the corresponding averages.

Based on the results in section 2.3, we investigate how the relationship between S,
and channel depth changes as oscillating effects begin to dominate the flow (figure 2.21).
Firstly, S,, is plotted as the channel depth increases for a number of oscillating frequencies
(figure 2.21a). We find that as the oscillating frequency increases, the dependence reverses;
for small w*, the orientation increases as the channel depth increases, whereas when
w* > 30 rad/s the relationship swaps and h* also has a diminished impact. This is

highlighted by figure 2.21b, where S,, is plotted against w* for a range of h* values.
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Figure 2.21: S,, changing with channel depth and oscillating frequency. (a) S,, changing
with channel width for multiple oscillating frequencies: w* = 1 rad/s (green line), w* =
10 rad/s (red line), w* = 20 rad/s (blue line) and w* = 40 rad/s (purple line). (b) S,
changing with oscillating frequency for multiple h* values: h* = 2.5 x 107* m (green
line), h* = 3 x 107* m (red line), h* = 3.5 x 107% m (blue line), h* = 4 x 107* m
(purple line). The pressure gradient is G* = 4.4 x 10®> Pa/m and the number density is
nk = 7.33 x 107 phage/m? throughout.

Finally we investigate how the orientation parameter and expected linear dichroism
signal change with number density and channel depth (figure 2.22), for small and large
oscillating frequencies. When w* is small (figure 2.22a and b) increasing the channel depth
increases the orientation parameter, with the number density forcing a small decrease;
increasing number density has a much larger impact to increase the signal. However,
when w* = 200 rad/s (figure 2.22¢ and d), the relationship switches so that increasing
the channel width decreases both the orientation parameter and linear dichroism signal,
agreeing with the results in the previous section (figure 2.16). For comparison, the same
results plotted with the peak orientation parameter and linear dichroism signal (?ka and

Epeak respectively) in figure A.3; these results are larger in comparison to the equivalent

plot in figure 2.22.
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Figure 2.22: Orientation parameter and linear dichroism signal for a range of particle
number density and channel depth. (a) and (c) Sg, and (b) and (d) LDg,. The pressure
gradient is G* = 4.4 x 10 Pa/m and the oscillating frequency is w* = 10 rad/s for (a)
and (b) and w* = 200 rad/s for (c¢) and (d).
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2.5 Discussion

A suspension of bacteriophage in a thin rectangular channel has been modelled by coupling
the flow equations to an equation describing the distribution of bacteriophage orientation.
The bacteriophage were initially able to rotate in 2D, where lubrication theory, a pertur-
bation expansion and numerical methods have been used to approximate the flow. Steady
and oscillatory flows have been considered, introducing a perturbation expansion in the
particle volume fraction for oscillatory flow. This was then extended so the bacterio-
phage had a full range of rotation described by the 3D Fokker-Planck equation; spherical
harmonics were utilised to obtain a solution for the distribution of fibre orientation. The
steady flow profile was solved semi-analytically and the oscillating flow used a fully numer-
ical finite difference approach. The velocity, orientation parameter and linear dichroism
signal are compared for a range of pressure gradient, oscillating frequency, channel depth
and number density. Results have been plotted in dimensional quantities where possible.

The steady flow profile shows only a small deviation from the Newtonian case. When
the velocity reaches its maximum at the centre of the channel, the shear rate is zero, and
so we have zero alignment. This also increases, along with the shear rate, close to the
channel walls, as seen throughout the results. The bacteriophage prefer to align in the
flow direction due to the induced shear rate, represented by the peak in the probability
density function value close to ¢ = 0. Increasing the particle number density slightly
decreases the velocity, due to an enhanced apparent viscosity, and finally, increasing the
pressure gradient increases the velocity as expected, since the force on the fluid is greater.

The orientation parameter mainly displays comparable results; however no changes
result from varying the number density. Particle-particle interactions are neglected in
this study and so changing the number of particles should not change their alignment
more than a slight reduction in the shear rate. An increase in the pressure gradient
increases the Peclet number Py = 4*/D?, and so flow effects dominate diffusive effects to
increase the degree of orientation. Increasing the depth of the channel increases the shear

rate produced (the shear rate 4 = Ou*/0z* scales as G*h*/p*) which in turn increases
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the orientation parameter. To maintain the pressure gradient in a larger channel, the flow
rate must increase, leading to a larger shear rate and alignment.

The impact of number density on linear dichroism signal is more striking than the
other parameters; increasing the number density decisively increases the signal. Having a
greater number of particles in a sample means that a larger number will be aligned, even
though the proportion which aligns is unchanged; this increases the absorption of light
and the signal produced. The signal exhibits the same characteristics as the orientation
parameter when the channel depth and pressure gradient are varied.

For the oscillatory case, increasing the oscillating frequency decreases the magnitude
of all results. The oscillating frequency describes how quickly the flow direction changes,
increasing this means the fibres are forced to change direction quicker and hence do not
achieve as large a velocity or alignment. Since the variation from the Newtonian flow is
small for varying number density, this reinforced the approach of a perturbation expansion
in the volume fraction. However, when incorporating 3D rotation, this expansion was not
used. Here, the flow takes a while to settle into a pseudo-steady state; the initial oscillation
causes unrest in the system which takes time to dampen. When the oscillations are slow,
all results in the steady case are mirrored by the oscillating flow results. However, when
the oscillations become more rapid, the relationship between orientation parameter and
channel depth reverses, a result mirrored by the linear dichroism signal. The inertial effects
are dominating the orientation when w* is large. For slow oscillations (w* & 10 rad/s),
the spatially averaged orientation parameter does not differ much from that produced
in steady flow (S,, ~ 0.1 — 0.2 for oscillating and S ~ 0.3 for steady). The oscillating
system may be practical if the oscillations are slow; the orientation rapidly decreases as
the oscillations increase, reducing the signal comparative to steady flow.

To further predict the feasibility of the oscillating system, the time-averaged orienta-
tion parameter and linear dichroism signal were compared with the peak over an oscilla-
tion. In general the peak values were larger than the time-averaged values, an unsurprising

result given the oscillating nature of the flow. If the light absorption can be measured at
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quick enough speeds, it would be possible to detect the maximum signal, resulting in a
larger signal than would be acquired by averaging over multiple time steps.

In general, the results presented from the 2D Fokker-Planck equation agreed with those
for the 3D equation, though the magnitude of the results was reduced for 3D rotations.
This agreement is mirrored by the comparison between 2D and 3D FENE models for
suspensions of dumbbells [10]. For 3D tumbling, a lower degree of alignment is seen
in general as the fibres may be rotating out of the plane in which the signal is taken;
since this is not taken into account in the 2D model, it is beneficial to consider the full
Fokker-Planck equation, even with the simplification of ap = 1 (o = 0.9999 for M13
bacteriophage). The 3D model predicts a maximum degree of orientation of S = 0.74,
corresponding to a channel depth around h* ~ 4 x 1073 m and pressure gradient around
G* ~ 5 x 10* Pa/m; increasing the values above this would have no benefit to the system.
Further, as h* becomes larger, the possibility of light scattering and hence signal noise
increases. We have shown that the orientation parameter used in [68] does not capture
all features of the orientation of the system, as it would for flat membranes where the
distribution is dependent on fibre movements in one plane only.

We predict that an increase in the pressure gradient will increase the signal produced
in general. Further, we believe a deeper channel may result in a stronger signal for
steady flow; an increased number of phage are between the light source and the detector,
allowing for more absorption. We also predict that increasing the number density of
the phage would increase the apparent viscosity of the fluid-phage composite, in turn
reducing the velocity, with the impact on the signal to be determined. Finally, increasing
the oscillating frequency is creating more disturbances in the channel and hence would
reduce the overall signal produced. This work provides a platform to consider flow through
a thin 3D channel, enabling a more accurate prediction of the flow profile and degree of
orientation. The flow channel of interest is a thin rectangular channel, the width and
depth of the channel are comparable and so all their contributions should be included.

The solutions obtained could also be used to predict orientation speeds of bacteriophage
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at different inlet pressure gradients or an investigation into the collective behaviour of
these fibres in flow. Experimentally verifying the maximum degree of alignment would be
of interest, along with comparing alignment in different flow set-ups with our predictions.
A peristaltic pumping mechanism may be of interest to recirculate the sample, as an
alternative to an oscillating pump. Finally, a consideration for light scattering must be

made; a higher proportion of phage may increase the noise and hence decrease the signal.

2.6 Summary

The key findings in this chapter are summarised here:

e Oscillating flow achieves weaker but still useful alignment for slow oscillations, in-

creasing the oscillating frequency further reduces the alignment.

e For steady flow, the model predicts a maximum achievable degree of orientation

S ~ 0.74.

e Increasing the channel width and pressure gradient increases the orientation in

steady flow and for slow oscillations.

e Oscillating flow will optimise differently, the orientation has a non-monotonic re-

sponse to h*, depending on the size of w*.

e The peak orientation parameter and linear dichrosim signal over one oscillation is
larger in general than the time averaged version; rapid signal detection may provide

a larger signal as opposed to averaging multiple measurements.

e Incorporating 3D rotations slightly decreased the degree of orientation due to par-
ticles rotating out of plane, however the results in general displayed the same be-

haviour.

In the following chapter, a full 3D channel is coupled with the 3D Fokker-Planck equation.
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CHAPTER 3

PREDICTING ORIENTATION AND LINEAR
DICHROISM SIGNAL OF SUSPENSIONS: FLOW
IN 3D RECTANGULAR CHANNELS

This chapter extends the work in chapter 2 to solve the coupled problem for a full 3D
channel. The 3D flow equations are coupled with a 3D Fokker-Planck equation to predict
alignment and signal in thin rectangular channels. As before, this is relevant to the

industrial problem associated with Linear Diagnostics Ltd.

3.1 Introduction

The shear-induced orientation of a suspension of passive bacteriophage is considered for
thin 3D rectangular channels in this chapter. Linear Diagnostics Ltd aim to optimise
the signal to noise ratio produced by the alignment of bacteriophage suspensions in these
thin rectangular channels. Currently, the fluid is recirculated either by a pump or via the
peristaltic motion of a section of the channel. In comparison with chapter 2, where flow
through a thin channel bound by two walls is modelled, we investigate flows of suspensions
in thin rectangular channels where only the flow direction is assumed infinite. Previous
work into 3D suspensions has included modelling pulp fibres in 3D turbulent flow [17]
and 3D FENE models of dumbbell suspensions [10]; these works consider an imposed

flow and calculate the impact on the particles. Here we iteratively couple the fluid and
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particle equations which has been done for 2D suspensions in [12] and where all stress
terms associated with particle suspensions are included in chapter 2.

The 3D flow channel in this chapter introduces a degree of mathematical complexity;
the problem is now dealt with numerically, using either a finite difference approxima-
tion or an alternating direction implicit (ADI) method for time-dependent flows. The
enhancement to the stress tensor, described by Pedley & Kessler [76], is again used here
and the Fokker-Planck equation is used to determine the degree of orientation in the
system. We use spherical harmonics to solve the Fokker-Planck equation, following the
method of [68, 87|, and couple the flow and orientation distribution equations iteratively
for both steady and oscillatory flows. This study is the first to solve the coupled flow and
distribution equations for a suspension of elongated particles in 3D channel flow.

The chapter is organised as follows: the Navier-Stokes and Fokker-Planck equations,
along with all related equations, are summarised in section 3.2. The steady problem is
discussed in section 3.3; the numerical solution for 3D Newtonian flow and for a fibre
suspension are presented and results are displayed for a range of parameter values. The
theoretical oscillatory problem is then presented in section 3.4, where an ADI method
is utilised to solve the flow problem. Finally, results are discussed and compared with

chapter 2 in section 3.5.

3.2 Summary of equations governing fibrous fluids

A summary of the equations discussed in chapter 1 are given here. The dimensional

Navier-Stokes and incompressibility equations are

8 *
p* ((,;{ + (u* - V*)u*) — V.ot (3.1)
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where p* is density, u*(x*,t*) is the velocity vector for spatial coordinate * and time t*,
o is the stress tensor and V* is differentiation in Cartesian space. The asterisk notation
represents dimensional variables.

To determine the bulk stresses in the fluid due to the particles, we define a probability
density function (0, ¢, *, t*) satisfying the Fokker-Planck equation [68],

o

pre + Vp - () = DiV2Y, (3.3)

where p is the unit orientation vector, V,, represents differentiation in p-space and D; is

the rotational diffusion constant. The evolution of director p is given by
Q" = (I —pp)- (e +w") p, (3.4)

where e* = (V*u* + V*u*?) /2 is the rate of strain tensor, w* = (V*u* — V*u*")/2 is the
vorticity tensor and ag = (r?* — 1)/(r* + 1) describes how slender the body is [39]. The

distribution function has two conditions, periodicity and the normalisation condition,

/S bdp = 1, (3.5)

where s is the unit surface of a sphere.
Following Pedley & Kessler [76], the enhanced stress tensor for a suspension of particles
is

o' =0;+0op+0op, (3.6)

where the Newtonian contribution is
o;=—P'I+2u"e", (3.7)

for pressure P*, identity matrix I and viscosity p*. Here, o7, is the extra stress due to

particle rotation and o} represents the interaction of the particles with the fluid, given
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* * * I
op =2u (IDDTaT/ (pp — g) Y dp, (3.8)

S

U}‘a—4u*<1>[aze*:/ppppwdp+oa3 (e*-/ppwdp+/ppwdp~e*)

S S S

Y

+a4e*/wdp+a5Ie*:/ppwdp

S

where @ is the volume fraction and «; (i = 2...5, ) are constants related to the aspect
ratio of the particle. A term accounting for the self-motile behaviour of a suspension can
also be defined (equation (1.11) in chapter 1), however in the present study the elongated
fibres are taken to be passive M13 bacteriophage and so this term is neglected. Each
parameter (a;, i = 2,...,5, a;) can be represented in terms of ellipsoidal integrals [2, 44],
which are detailed in equations (1.12)-(1.16) in chapter 1.

Finally, the degree of orientation of a system can be described by an orientation

parameter, S, calculated as

S =(p2.) — (p}.),

= (sin? f cos® ¢) — (sin® #sin’ ¢).

(3.10)

It is assumed that x* is the macroscopic orientation axis, or flow direction, and the linear
dichroism light source is directed down through the channel; thus the polarisation is
parallel and perpendicular to the z*~direction and lies in the z*—y* plane (figure 3.1a). A
distribution of the fibre orientation is expected and their orientation can be described by

orientation angles away from the coordinate axis, shown in figure 3.1b.

3.3 Steady flow

Consider a 3D rectangular channel of width 2W*, depth 2h* and length scale L*, where

h*, W* <« L*. The axis origin is at the centre of the channel and it is assumed that the
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Figure 3.1: Schematic of the flow of a fibre-laden fluid, with a distribution of orientation,
in a thin rectangular channel. (a) Rectangular channel of width 2W* and depth 2h*
and the z*—axis is the molecular orientation axis. The linear dichroism signal compares
absorption of light parallel and perpendicular to the flow direction, highlighted by the
arrows to the left of the channel. (b) The orientation angles # € [0, 7] and ¢ € [0, 27)
away from the coordinate axis describe the orientation of the fibres.

flow direction induced by a constant pressure gradient, or molecular orientation axis, is

the z*-direction (figure 3.1a). The boundary conditions are given by no slip at the walls,

u*(x*’ —W*7Z*> — u*(x*’W*’Z*) — 0’ u*(‘r*7y*, _h*) — u*(x*7y*,h*) — 0’
v (at, =W 2F) = ot (af, W, 2%) =0, v* (¥, Yy, —h) = oz, Yt hY) =0, (3.11)

w*(x*7 _W*)Z*) — w*(gj*’W*’Z*) — 07 w*(x*7y*7 _h*) — w*<x*7y*7h*) — 0'

Since the width and depth of the channel are comparable and much smaller than
the length scale, we use a lubrication approximation, by introducing the dimensionless
parameter 6 = h*/L* < 1 to allow in depth analysis of the significant hydrodynamic
interactions.

The problem is solved using an iterative approach, initially taking the Newtonian flow
profile and using this to calculate the orientation distribution. After this, the moments of
1 can be calculated and used to solve the Navier-Stokes equations with extra stress terms;
the above process is repeated until convergence is achieved. We begin by discussing the

solution to the Fokker-Planck equation.
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3.3.1 Calculating the orientation distribution function

With a known velocity, initially the Newtonian solution, the orientation distribution of
the bacteriophage can be calculated by considering each point in the cross-section of the
channel; the particles in the flow are small enough that each particle at a point in space
will experience an approximately linear flow, and hence a constant shear rate 3*. This
method follows exactly from Chapter 2 and is summarised here.

To investigate 3D orientation of bacteriophage, first express the unit orientation vector

p as
p = (sin 6 cos ¢, sin @ sin ¢, cos ), (3.12)

for § € [0, 7] and ¢ € [0, 27), angles away from the coordinate axis (figure 3.1b). Following
[5, 87], assuming ap = 1 and investigating steady state behaviour, the Fokker-Planck

equation reduces to

FAW) = POW), (3.13)

where Py, = 4*/6D} is the Peclet number and

1 9 (. 0 1
A) = 50 90 (sm@ %) + 5020 962 (3.14)
Q) = % % (sin” 6 cos G 1)) — §—¢ (sin® 9 0) . (3.15)

The Fokker-Planck equation (3.13) is spatially discretised via Spherical Harmonics

[5, 68, 87]. Assume the solution takes the form
N
V0, ¢) = Z (Af P (cos 6) cos(me) + AT, P(cos 8) sin(me)) (3.16)

where P are the associated Legendre polynomials. By substituting (3.16) into equation
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(3.13), I" and 2 are given by

A(P(cos ) cos(me)) = —n(n + 1) P (cos 0) cos(ma), (3.17)
A(P(cos ) sin(me)) = —n(n + 1) P (cos ) sin(mae), (3.18)
m—+2 n+2
Q(P"(cos ) cos(me)) Z Z an P (cos 0) sin(mg), m >0, (3.19)
mp+2m iizn :
Q(P(cos 0) sin(ma)) Z Z an ¥ P (cos 0) cos(me), m > 0. (3.20)

p=m—2 qg=n—2

The first two results stem from the definition of a spherical harmonic, i.e. the solution to
the spherical part of Laplace’s equation on a sphere; the other two are a linear combination
of spherical harmonics where there are seven non-zero constants a;"?, reproduced from

[5, 87] and given in section 2.4 of chapter 2. The resulting system of equations for A,

and AT, found by equating coefficients of sine and cosine, are

ala + - A{;q - —PAZZ amPAT (3.21)

n=0 m=0

Q( =P, Z Z amPAR, (3.22)

n=0 m=0

for integer N, ¢ = 0,2,...,N and p = 0,2,...,n. Here, A), = 1/47 to satisfy the
normalisation condition, and we have A? = 0 for all n. Due to particle symmetry, if n
or m are odd then Af}, = A, =0

Equations (3.21) and (3.22) are solved numerically by setting up a matrix of equations
and using the direct solver backslash in Matlab. This method is detailed in section 2.4 of

chapter 2 and so is not repeated here.

3.3.2 Calculating the flow profile

With a known orientation distribution ¥(6, ¢, y*, 2*), the extra stress terms in the Navier-

Stokes equations, and hence the velocity, can be calculated. To begin with, the equations
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are non-dimensionalised and a lubrication approximation is used to simplify the fluid
equations. The matrix equation and numerical methods are discussed for Newtonian and

fibre-laden flows.

Non-dimensionalisation

We scale equations (3.1) and (3.2) against the imposed pressure gradient G* as follows,

. G*h*2 i} 5G*h*2 i} 5G*h*2
u = u, v o= v, = w,

]éf w gh (3.23)
* P.

T =<7, y =h'y, zz*=h%z, P*= 5

Upon scaling the system, neglecting terms O(§) and smaller, the continuity equation is

unchanged and the Navier-Stokes equations reduce to

0 « « ou
-l=5 {1+4<I> [az/sp?pgw dp+73/s(p?+p§)w dp+74} } oM
9 Qs ou

+4P |ay | pip2p3y dp + > p2p3t) dp 9

0 « o ou 3.24
+ 5 {1+4<I> [az/sp?piwdp+§/s(p?+p§)¢dp+74}}a (3:24)

«Q ou
+40 [042 /P%pzp:ﬂ? dp + 73 /p2p3"¢ dp] %>

20w, (O 0
Po (@/Splpﬂb dp + @/Splp:ﬂb dp> )

where the y— and z—components of the dimensionless Navier-Stokes equations suggest
P = P(x) and so the pressure gradient reduces to —1. In comparison with chapter 2, the
distribution is not necessarily symmetric in y and so all moments of ¢ are retained. The

boundary conditions are now given by

U(JI,—W,Z) = U(l’, W7Z) = 07 U(l‘,y7—1) = u(x7y71) = 07 (325)
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where W = W*/h*. This is solved numerically using a finite difference scheme.

Numerical method

To solve the fluid problem we construct a matrix equation by employing a finite difference
scheme to discretise spatial derivatives. We begin by solving the problem for steady

Newtonian flow,
OPu  0*u

1=
8y2+822

(3.26)

The equation is discretised as

1 1 1 1
—1=-2 (A_y2 -+ A_Z2) Uy 5 -+ A_y2 (ui+1,j -+ ui*l,j) -+ A_Z2 (umH -+ ui,jfl) y (327)

for step sizes Ay and Az and where ¢ = 1,2,...,Y represent spatial gridpoints in y and
j=1,2,...7 represent gridpoints in z.

We express equation (3.27) in a matrix system Awu = b, where wu is the vector
T
u = (Ul,la Up,2y -+ ULz, U215+ Ujgy oo UY1y - - Uyz) 5 (328)

and by constructing a sparse Y Z x Y Z matrix,

I 0 0 0
B C B 0 0
0 B C B 0
A= | o | (3.29)
0
0 0 B C B
0 0 0 I

Here, B, C, I and 0 are Z x Z matrices arranged in the Y x Y matrix (3.29); I is the
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identity matrix, 0 is a matrix of zeros,

1 0 0 0
0O r, O 0
B-| ' ' ' ' , (3.30)
0 0o 7, 0
0 0 0 1
where 7, = 1/Ay?, and
1 0 0 0
r, —2r 7T, 0 0
0O r, =2r nr,
C = , (3.31)
0
0o ... 0O r, —2r r,
0 0 0 1

for r, = 1/Az? and r = (1/Ay? + 1/Az?). The right hand side vector consists of minus
one entries, where the corresponding no-slip boundary conditions are set to zero, i.e.
entries ¢ = 1, Y and j = 1, Z. This system is solved using the direct solver backslash in
Matlab and the resulting vector is reshaped to obtain a Y x Z matrix for the velocity u.

From here, the velocity is re-dimensionalised and the shear rate can be calculated at each

¥ = \/(ZZ)Q + (g:)Q (3.32)

Once the Newtonian profile has been established, the Fokker-Planck equation can be

point in y* and z* as

solved via the methods discussed in chapter 2 and briefly described in section 3.3. The

resulting orientation distribution ¥(0, ¢, y*, z*) and its moments are then used to solve
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equation (3.24). Equation (3.24) is discretised using a finite difference scheme,

. .
Gij=5, "+ forGi;>o H; j=2—cm=% for H; ;>0
—1 = FZ J— +
7]
ot e o
Gi,j%y” for G; ;<0 Hm’% for H; ;<0
(3.33)
Lyt 2uij + Uiy o s 2uij + Uij—1
7’7 17
J Ay? / Az?
yop, Yt T iyt T Uit Ui
i,
/ 4AyAz ’

where the second order derivatives are discretised via second order central differences, an

upwind scheme has been used to treat first order derivatives and

2¢q,. [ 0O 0
P20 (0 [ apt 3 [ ap) (334)
0 2 9 a3 2 2
G =49 a_y ay [ pipyy dp + ? (p1 +p2)1/1 dp
" . o (3.35)
+ 49 s {042 /P%pﬂ?s%b dp + > /p2p3¢ dp} ;
0 «
H =40 {0@ /p?pﬁw dp + 73 /(p? +p3) dp}
o . . (3.36)
+ 4 M {042 /P%pﬂ?:ﬂﬂ dp + — /P2p3¢ dp} ;
Yy s 2 Js
8] (8]
J=1+4% {042 /p?piw dp + 73 /(p? +p3)Y dp + 741 : (3.37)
(@] (8]
K =1+4% {0@ /pfpﬁw dp + 73 /(pf +p3)Y dp + 74} : (3.38)
o
L =89 {Oéz /P%pﬂ??ﬂp dp + 73 /pzp?ﬂ/} dp} : (3.39)
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The operator matrix A takes on a similar form to (3.29),

1
B,
0

0
Cs
B;

0 0
D, 0 0
C; D; 0

0
0 By, Cy_; Dy,
0 0 1

(3.40)

However, the matrices B;, C; and D; change with each step in y and take on a more

complex form:

0 0

0

(w,0)
Ei,Q CLQ — L2

0

0 Ey C%Y —Eyz 0

B; =
0 0 FEiz
0 0
1 0 0
cy oY ot o
0,w 0,0 0,e
0o % Y % o
C; =
0,w
0 0o %
0 0
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0,0
iy,

0

— Lz

0

0
0,e
Cl(,Zjl

1

, (3.41)

, (3.42)



and

0 0 0 0
— L2 O~(’6270) ELQ 0 0

(2

0 —Ey C5Y B 0

D, = : : . (3.43)
0
0 v e 0 —Eiz, C’i(fz’o_)l Eiz 1
0 0 0 0

The various matrix entries are given by expressions relating to (3.34)-(3.39) and depend
upon the sign of G and H at each point in space; for brevity they are detailed in appendix
B.1. The right hand side vector is now given by b = —1 — F'| where F is restructured in
the same way as the velocity, and the matrix system is solved using backslash in Matlab.

The above process is repeated until the solution converges, the iterative process is as

follows:

e Calculate the Newtonian velocity profile, u(?)(y, z), re-dimensionalise and evaluate

the probability density function ¥ (6, ¢, y*, 2*).

e The moments of 1?0 (6, ¢,y*, z*), and hence the updated velocity u*)(y, z), can be
calculated from (6, ¢, y*, 2*).

e The dimensional velocity u*(l)(y*, z*) can then be used to calculate the probability

density function ™M (6, ¢, y*, 2*).

e Repeat the above steps where, for a given iteration step, we have

W0, ¢, y%, ) = f(0,0,y7, 2", ™), u"V(y,2) = gly, 2, ™),

where f and g are the numerical solutions to the Fokker-Planck equation and the

Navier-Stokes equations, with extra stress terms, respectively.
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Figure 3.2: Convergence of the spatially averaged velocity u* for an increasing number

of steps in y* and z*. The grid points where convergence is achieved are ¥ = 150 and
Z =120.

e The iteration terminates when

||u(n+1) . u(n)H <7

, for some tolerance 7.

We require an absolute tolerance of 7 = 10~® in our numerical calculation.

Numerical convergence

As in chapter 2, we know that N = 10 ensures convergence of the solution to the Fokker-
Planck equation, so it remains to check the finite difference approximation for the number
of steps Y and Z. Figure 3.2 shows the spatially averaged velocity u* for increasing

gridpoints Y and Z; the results agree to within 0.01% at Y = 150 and Z = 120.

3.3.3 Results

The velocity, orientation and linear dichroism signal are compared for a range of particle

number density, channel dimensions and pressure gradient. Initially, the parameters pro-
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Table 3.1: Summary of parameter values discussed in chapter 2. Parameters a*, b*,
T+ p*, Kj; and D} are unchanged throughout the results, all others are subject to vari-
ation.

Parameter Description Units Value
a* Particle length m 8 x 1077
b* Particle width m 6 x 107
T Temperature (water) K 295
w* Viscosity (water) Pa s 9.5 x 1071
K3 Boltzmann constant | Kg m?/K s? | 1.38 x 10723
Dr Diffusion coefficient st 40.65
h* Channel half-depth m 3 x 1074
w Channel half-width m 1x1073
n Number density phage/m3 | 7.33 x 10'7
G* Pressure gradient Pa/m 4.4 x 103
d Volume fraction - 1.11 x 107
e Peclet number - 34.17

vided by Linear Diagnostics Ltd. are used; these parameters are detailed in the results
section of section 2.3 and summarised in table 3.1. The notation = represents the spatial

average for steady flow, given by equation (2.42),

1 W* h*
- = Cdy* Az 44
AW B /W* /h* y oz (3.44)

and the linear dichroism signal is assumed proportional to the particle number density

and obtained by integrating over the channel depth,

Hoo ok ook h*
eming

LD =

Sdz", (3.45)

for extinction coefficient €*, molecular weight m}, and Avagadro constant N}.
Figure 3.3 depicts the velocity profile, orientation parameter and linear dichroism
signal through the cross section of the channel where G* ~ 4.4x103 Pa/m, h* = 3x10~* m,

W* =1x 1073 m and n}j ~ 7.33 x 10'7 phage/m3. The velocity increases from zero at
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the channel walls to a maximum in the centre (figure 3.3a), corresponding to a minimum
in the orientation parameter (figure 3.3b). The linear dichroism signal is highest near the
channel walls and drops off towards the centre (figure 3.3c); there is an increase in the
centre of the channel however, where a larger contribution from the orientation parameter
comes from near the walls at z* = —h* and 2* = h*.

The orientation parameter is plotted against z* for multiple points across the channel
width in figure 3.4a and compared to the results for the 3D channel bound by two walls
(chapter 2), and those produced from (1.21), in figure 3.4b. Towards the centre of the
channel, the pink line in figure 3.4a matches the blue line in figure 3.4b, i.e. the simplified
channel matches the behaviour in the centre of the full 3D channel. As we move away from
the centre, the orientation parameter is increasing; at the wall the relationship between
S and the channel depth inverts so that the alignment is at its highest at z* = 0. When
comparing the simplified channel to the full 3D approximation, we take the average of S
across the channel width and compare it to the calculation in section 2.4.1 of chapter 2.
The red line in figure 3.4b, showing the width-averaged orientation parameter calculated
in the current chapter, does not reach zero at the centre of the channel; in comparison,
the simplified approximation, shown by the blue line, predicts no alignment at the centre
of the channel. The range of results is also smaller in the current work, with the average
over the depth being S ~ 0.33 as opposed to S ~ 0.27 for the simplified channel. We
compare the 2D and 3D orientation parameter with equation (1.21) (black dashed line);
the profile calculated from (1.21) is similar to S (black dashed and red lines respectively),
however equation (1.21) still predicts a lower degree of orientation across the channel.

Next we consider how the pressure gradient G* and particle number density n); impact
the spatially averaged orientation parameter S and linear dichroism signal LD. In figure
3.5a we see that increasing the pressure gradient increases S, though the increase is not
linear. The number density is only having a very small impact to decrease the orientation
parameter, seen in the magnified section; when n = 1 x 10'® phage/m? the difference

is more prominent than for the smaller values. However, due to the linear relationship
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Figure 3.3: Initial results for (a) velocity profile, (b) orientation parameter and (c) linear
dichroism signal. The parameters used are as in table 3.1.

81



0.57

0.44

0.31

0.29

0.11

| (=)

3 —15 0 15 3 ;
x1074 x1074
2* (m) 2* (m)

Figure 3.4: (a) The orientation parameter calculated at different points across the channel
width: y* =1 x 107® m (blue line), y* = 0.9 x 1073 m (orange line), y* = 0.45 x 107> m
(green line) and y* = 0 m (pink line). (b) A comparison between the width averaged
orientation parameter calculated in the current chapter (red line), the definition used by
McLachlan et. al [68] (black dashed line) and the orientation parameter calculated in
section 2.4.1 of chapter 2 for a channel bound only by two walls (blue line).

between number density and linear dichroism signal, increasing the number density has a
much more drastic impact (figure 3.5b).

Finally, the channel dimensions were varied and the orientation parameter was calcu-
lated. Figure 3.6a depicts S varying with channel width and depth; increasing the channel
depth increases S as expected, however increasing the width appears to only impact the
results when W* is small. This has been shown in figure 3.6b, where S is compared for
increasing channel width and multiple values of small W*. When the width is small,
increasing it increases the degree of orientation in the channel; as the width increases

however, its impact becomes less prominent.

3.4 Oscillatory flow

Next, consider an oscillatory flow system. Theoretically, the fluid is not recirculated but
contained within a smaller channel and moves back and forth in front of light sensors.

This system has been proposed by Linear Diagnostics Ltd to reduce the volume of the
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Figure 3.5: (a) S and (b) LD changing with increasing pressure gradient G* for three dif-
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Figure 3.6: Results for varying channel dimensions. (a) S for a range of channel width and
depth, (b) S changing with increasing channel depth h* for multiple small channel width
values: W* ~ 0.5x 1073 m (black line), W* 2 0.6 x 103 m (blue line), W* ~ 0.7x 107% m
(red line) and W* & 0.8 x 1072 m (green line).
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sample needed and so we seek to determine the feasibility and effectiveness of producing

a signal via oscillating flow. Here we redefine the pressure gradient as,

gi* = G" exp(iw*t"), (3.46)

for oscillating frequency w*. The Fokker-Planck and flow equations are coupled iteratively;

the velocity is re-dimensionalised before substitution into the Fokker-Planck equation.

3.4.1 Calculating orientation distribution

Following [87], the Fokker-Planck equation for constant shear rate is

00 _ Law) - P, (3.47)

ar 6

where Py = 4*/6D} is the Peclet number, t* = 7/6D} and A and 2 are given by (3.14)
and (3.15) respectively.

We assume at each point in the channel the flow is approximately linear, and so the

shear rate is constant. Hence, the Fokker-Planck equation (3.47) is solved for each point

in the cross-sectional face of the channel. Discretise the orientation distribution function

spatially in the basis of spherical harmonics,

Y(0,0,t) => Y (A, ()P (cos 0) cos(me) + AT, (t) P (cos 0) sin(m)) . (3.48)

n=0 m=0

This is substituted into equation (3.47), where A and €2 are given by (3.17)-(3.20).

Substituting (3.17)-(3.20) into (3.47), equating coefficients of sine and cosine terms,
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the resulting system of odes for A, and AT, i

dAp
= gt - Dar — p ZZampA’f‘n, (3.49)
n=0 m=0
dA?
= G + b+ Pt ZZ amp AT, (3.50)
n=0 m=0

for integer N, ¢ = 0,2,...,N and p = 0,2,...,n. Here, AJ,(t) = 1/4rm to satisfy the
normalisation condition, A}, = 0 for all n and A", = A?", = 0 for odd n, m.

The ODEs (3.49) and (3.50) are solved numerically using ‘ode45” in Matlab; the equa-
tions are first written in a matrix system, described for solving the steady Fokker-Planck
equation in section 2.4 of chapter 2. The solution can then be reconstructed via (3.48)
and the moments of (0, ¢,t*;y*, z*) can be calculated. From here, the Navier-Stokes

equations with extra stress terms can be solved numerically.

3.4.2 Calculating the flow profile

We solve the Navier-Stokes equations (3.1), along with extra stress terms (3.7)-(3.9), and
the continuity equation (3.2) for oscillating pressure gradient (3.46).

The dimensional scalings used for steady flow (equation (3.23)) are used here, and
the time is scaled against the oscillating frequency, t* = t/w*. Scaling equations (3.1)

and (3.2), retaining terms larger than O(9), the continuity equation is unchanged and the

85



dimensionless Navier-Stokes equations become

042@——@( (it>+2<l>ar 0
or ~ P

0
e @ /Sp1p2¢ dp + 9 /Sp1p3¢ dp)

0 ou
—i-@ {1—1—4(1)[042/8 p%@/)dp+—/p1+p2)@/)dp+ ]}

Ay
+4d {ag/pﬂbp:aw dp + —/pﬂ?zﬂ/f p 92 ) (3.51)
0 ou
o [ (1 +H49 | pgl/Jder— p1+p3¢dp+ e
0z s 0z
8
+4® | ay p1p2p3w dp + 2 p2p31/1 dp
The no-slip conditions are
U(.CE, _W7 z, t) = U(ﬂ?,W, Zat) = 07 U,(.T,y, _Lt) = U(ZL’, Y, 17t) = 07
'U(f]?,-W,Z,t) :’U(l',W, Zat) :Oa U(l’,y,-l,t) :U<£L',y,1,t) :07 (352)

w(z, —W,z,t) = w(a:,W,z,t) =0, w(z,y,—1,t) =u(z,y,1,t) =0,

where W = W*/h* and it is assumed the system is initially at rest, accounted for by

altering the dimensionless pressure gradient to OP/0x = exp(i(t + 7/2)).

Numerical method

We solve for the velocity using an ADI method; this method splits each discretised time
step in half and solves implicitly for one spatial variable in each time step [18]. Mixed
derivatives are treated explicitly throughout this section. We begin with the Newtonian
equation,

5 Ou Pu  u

ou _ _i(t+3) ou
o? T e +8 +022 (3.53)
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Discretising the above and splitting into two half-time steps we have

n+1/2 n n+1/2 n+1/2 n+1/2
oWiy T U i(tn /241 Uiy —2u;; "+ u g
vy R N
t/ y (3.54)
n n n
Ujljq — 2Ui; Uy
Az2 ’
n+l _ , n+l/2 n+1/2 o n+1/2 n+1/2
o Wi i i(erigr) | Wiy — 2y Ui
Y R Ay?
/ ! +1 +1 +1 (3.55)
n n n
L Yige T 2u; Uiy
Az? ’

The first half time step is implicit in y and is solved for each point in z, the second half

n+1/2

time step uses the solution to the first equation, u,; '~, as the explicit velocity and is

solved implicitly in z and explicitly in y. Rearranging each of the above we have

At N At .

a?Ay2 ) 2a2Ay?
At itn+1/2+1 At n
=5 (1 G ) (350
At

n n
202N 22 (uz',j+1 + uz’,j—l))

At At
n+1 n+1 n+1
(1 + oﬂAz2> Ui — 22 22 (ui,j—i-l + ui,j—l)

At i tn+1+£ At n+1/2
~ e (1 ) o
At n+1/2 n+1/2
202 Ay? (Uz‘+1,j Uy ),
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which are both solved via a matrix equation. All matrices in this method are sparse

tridiagonal matrices; the operator matrix for the first time step is

1 0 0 ... ... ... 0
Co Co Co 0 ... ... O
0 C, Cp Co O

A — e (3.58)
0
0O ... ... 0 C, Cy C.
0 0 0 1

where C,, = C. = —At/(2a?Ay?) and Cy = 1 + At/(a?Ay?). For the matrix equation
Awu = b, the right hand side vector b is given by the right hand side of equation (3.56),
where the first and last entries are zero, satisfying the boundary conditions. This is solved
using the direct solver backslash in Matlab for each j = 2,...,Z — 1, and the boundary

_n+1/2

1/2
N 2= u; , '~ = 0 are enforced afterwards.

conditions u?

The second half time step follows a similar method. Since the boundary conditions
for y and z are the no-slip conditions, the operator matrices are the same, however the
entries for the second time step are now given by C,, = C. = —At/(2a?Az?) and Cy =
1+ At/(a?Az?) and the right hand side vector is given by the right hand side of equation
(3.57) with equivalent boundary conditions. This is solved for each i =2,...,Y — 1 and

both the above steps are completed to update the velocity at time step t"*!.

Once the velocity is known, the new Peclet number can be calculated by evaluat-

ing the shear rate 4* = \/(0u*/0y*)? + (u*/0z*)?, which can be used to calculate
»(0, ¢, t*;y*, 2*) and its moments as functions of y, z and ¢, and the velocity incorpo-

rating extra stress terms can be determined. Discretising equation (3.51) and splitting
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into two half-time steps we have

n+1/2  ntl/2
n+1/2 n n1/2 U - U nt1/2
agui,j — Uy ei(tn+1/2+g) +Fn+1/2 n i, Ay for G777 /7>0
_ i
At/2 N n+1/2 “?—:rllf un]fl/2 n+1/2
G ij ’A—y’ for Gi,j <0

n

Hn M for H™ .>0 u™ 2u + U
Az hy= n Yi,j+1 5,j—1
+ + K A22 (3.59)

n _“i,j+1 1,J n
Hm Az for ;<0

n+1/2 n+1/2
n+1/2 Uiprj — 2u;
Ay?

n n n
n Wit1,j+1 i1 1~ Ui jo1 T Uig i

&Y 4AyAz ’

n+1/2
+ U

+J;

+ L

n+1/2
un+1 ., ntl/2 ”+1/2 Yij "%

i, j . i(¢n+1/24 7 %,J Ay
QQ%:ez(t +2)_’_ij|-1_’_

At/Q vJ nt1/2  nt1/2
+1 2 uz uz j
(;n 2 Uiy M g Gl %<0

7.7 Ay

n+1/2
1.4
==J for G?jlpz()

+1 n+1 un+1
n i,j—1 n+1 n+1 n+1 n+1
ij Az for H >0 —2ui i

n+1 Yij+1
+ + K N (3.60)

+1 n+1

n+1 IS, n+1
H; e for H 1 <0

n+1/2 n+1/2
n+1/2 Uivrj — 2u;
Ay?

n+1/2 n+1/2 n+1/2 n+1/2
nt/2 Wit o1 — Y11 — Wiprgo1 T U1

bi AAyAz ’

n+1/2
+ U

+J;;

+L

where the coefficients F' — L are known expressions given by (3.34)-(3.39), but are now
also time dependent. The operator matrices and right hand side vectors at each half-
time step are now dependent on the sign of G and H; all other factors of the method
are unchanged. The coefficients of the operator matrices and right hand side vectors are

given in appendix B.2.
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Figure 3.7: Convergence of the oscillating ADI scheme for (a) gridpoints Y and Z for
T = 1000, where the convergence of the scheme is achieved for Y = 150 and = 120. (b)
Time steps T for Y = 120 and Z = 150; convergence is achieved for T' = 2000.

Numerical convergence

From chapter 2 and the numerical convergence study in section 3.3.2 we have that N = 10
for the number of modes in the spherical harmonics discretisation and Y = 150, Z = 120
in the finite difference scheme. We check the convergence of the finite difference scheme
for steps Y and Z in figure 3.7a and find the convergence matches section 3.3.2 (figure
3.2). We then consider a variety of time steps T" (figure 3.7b) where Y = 150 and Z = 120
were used for these calculations. The difference between values at 7' = 2000 and 7" = 4000

is ~ 0.01% and so we take T' = 2000 in our calculations.

3.4.3 Results

A small sample of parameter space has been selected and the velocity, orientation param-
eter and linear dichroism signal have been calculated. The initial parameters used are
detailed in chapter 2 (and summarised in table 3.1). Here we start with w* = 10 rad/s,
resulting in a? ~ 0.94 for the density of water p* = 1 x 10 Kg/m®. We consider changes
in the channel width and depth, pressure gradient, particle number density and the oscil-

lating frequency; the results are plotted in dimensional quantities where possible.

90



u™ (m/s)
u* (m/s)

—0.1 —0.1+
0.2 —0.2
* \O\//ﬁ?ioﬂ * >\0\/0/ ><31074
" (m) 37, . 2" (m) 375 \
%103 Y (m) %1073 Y (m)
(c) (d)
0.2 0.2+

0.1 0.1+

u” (m/s)
u” (m/s)
|

—0.1

—0.2_ —0.2

-3 \//\3 \ —3>\0\/‘/\3 Z

2* (m) 3 0 x10~ Z* (m) 3 0 x10~
x10-3 y* (m) X103 y" (m)

Figure 3.8: Velocity profile evolving over one time period. The length of the period is 7,
and each figure shows different stages of the cycle: (a) t = to, the start of the oscillation,
(b) t =to+T,/4, (¢c) t =to+T,/2 and (d) t = to + 3T, /4.

The computational walltime for this problem was large and hence a smaller range
of parameter space has been considered. The numerical solution was parallelised using
‘parfor’in Matlab by splitting the solution to the Fokker-Planck equation, solved at each
point in space, across five cores. For this process, the runtime varied between 33 and 69
hours, depending on the number of iterations needed for the solution to converge. To allow
comparison between the channel dimensions, pressure gradient, particle number density
and oscillating frequency, we calculated results for 41 different sets of parameter space
and consider both a time averaged orientation parameter S,, and the peak orientation
parameter over a time period Speqar, where = is the spatial average (equation (3.44)).

The initial results for the velocity and orientation are depicted in figures 3.8 and
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Figure 3.9: Orientation parameter S, averaged over one half of the time period, through
the cross-sectional face of the rectangular channel, or the y*—2* plane.

3.9 respectively. Since the flow oscillates, it is instructive to examine how the velocity
varies over time. Figure 3.8a shows the velocity close to the start of the period, and the
following figures are displayed for each quarter of a time period. The velocity increases to
a maximum a quarter of the way through a period (figure 3.8b), and reaches a minimum
three quarters of the way through (figure 3.8d); during this time, the profile retraces
its path, reaching zero half way through the time period (figure 3.8¢c). The orientation
parameter has been averaged over one half of the time period, to avoid cancellation, and
plotted over the cross-section of the rectangular channel in figure 3.9. The orientation
parameter increases towards the channel walls, where the shear rate is highest, and drops
to zero at the centre of the channel.

Next we investigate how the orientation parameter varies with channel depth, oscillat-
ing frequency and pressure gradient. Figures 3.10a, ¢ and e show results for w* = 10 rad/s
and figures 3.10b, d and f show results for w* = 200 rad/s; in all cases there is a reduction
in the degree of orientation from the steady case as the oscillating frequency is increased.
Increasing the pressure gradient increases the value of the orientation parameter in gen-
eral, and reduces the area where S reaches a minimum (figures 3.10a and c); increasing the
channel depth further increases the orientation parameter for small oscillations (compar-
atively figures 3.10c and e), however the opposite occurs when w* is large (figures 3.10f).
Here, the orientation parameter appears to decrease slightly in the centre of the channel
with increasing h*.

Further, consider the linear dichroism signal for a range of channel width and pressure
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Figure 3.10: Orientation parameter S through the cross-section of the rectangular channel
for a range of channel depth, oscillating frequency and pressure gradient. Throughout the
results, W* = 2x 1073 m and n}, = 1 x 10'® phage/m?. (a) h* =2x107* m, w* = 10 rad/s
and G* =2 x 10® Pa/m. (b) h* =2 x 107* m, w* = 200 rad/s and G* = 8 x 10* Pa/m.
(c) h* =2 x 107" m, w* = 10 rad/s and G* = 8 x 10®> Pa/m. (d) h* = 2 x 107* m,
w* = 200 rad/s and G* = 8 x 10* Pa/m. (e) h* = 4 x 107* m, w* = 10 rad/s and
G* =8 x 10° Pa/m. (f) h* =4 x 107 m, w* = 200 rad/s and G* = 8 x 10% Pa/m.
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gradient (figure 3.11). The channel width and number density of particles are fixed
as W* = 2 x 107® m and nj = 1 x 10'® phage/m® and the linear dichroism signal
is averaged over half a time period. Two values of oscillating frequency are plotted,
w* =10 rad/s (figure 3.11a) and w* = 200 rad/s (figure 3.11b). As the pressure gradient
increases, the linear dichroism signal increases, however the rate of increase is lower as the
pressure gradient becomes larger. For a small oscillating frequency, the signal increases
with increasing channel depth; when a large oscillating frequency is instead used, the
relationship of the signal with h* is reversed and its impact is reduced. The signal is
smaller in general in figure 3.11b than in figure 3.11a due to a larger oscillating frequency.
Since only a small parameter range has been investigated, the full extent of the relationship
with A* and w* is currently unknown.

The light source shines through the centre portion of the channel and so we average the
orientation parameter over the depth and centre third of the channel, for the parameters
depicted in figure 3.11, summarised in table 3.2; the average orientation parameter and the
peak orientation parameter are calculated and compared. It can be seen that increasing h*
for w* = 10 rad/s increases the orientation parameter and decreases it for w* = 200 rad/s.
Further, the alignment is reduced by increasing the oscillating frequency and is increased
by increasing the pressure gradient, as seen previously. The averaged results are lower
than the peak orientation; the difference is seen less as the oscillating frequency increases
since the orientation parameter is smaller.

Finally we investigate how the depth averaged orientation parameter, gfw changes
with particle number density (figure 3.12). We plot S., rather than the linear dichroism
signal, due to the linear relationship between the signal and the number density; the
results would be less comparable as they would appear an order of magnitude apart.
To enable comparison we neglect this relationship and look instead at how the total
alignment, averaged over the channel depth, changes with these parameters. Increasing
the oscillating frequency from w* = 10 rad/s to w* = 200 rad/s drastically decreases the

alignment in the system, seen in all four figures in 3.12. The number density is having
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Table 3.2: The orientation parameter, averaged over the depth and centre third of the

channel, compared for both a time average (S,) and the peak value over a period (Spea)
for the results displayed in figure 3.11. Throughout these results, n = 1 x 10'® phage/m?

and W* =2 x 1072 m.

W G* h* Sav | Speak
2 x 107* | 0.086 | 0.117
4% 10741 0.151 | 0.201
6 10° | 2% 10~* | 0.236 | 0.308
10 4 x107* ] 0.318 | 0.398
2% 107*{ 0.280 | 0.359
4 %1071 0.362 | 0.444
2 x 107* | 0.314 | 0.395
4 x107% ] 0.396 | 0.478
2% 107*{ 0.014 | 0.018
4 % 10=* | 0.007 | 0.009
6 10° | 2% 10~* | 0.079 | 0.100
200 4 x 107 ] 0.041 | 0.053
2 x 107*{ 0.110 | 0.139
4 x107* ] 0.059 | 0.074
2x107* [ 0.138 | 0.172
4 x 1071 0.075 | 0.093

2 x 103

8 x 103

1x 104

2 x 103

8 x 103

1 x 10*

Figure 3.11: Linear dichroism signal for multiple pressure gradient and channel depth
values, calculated for small and large oscillating frequencies. Here, W* = 2 x 1073 m
and n; = 1 x 10 phage/m3. The solid lines represent h* = 2 x 107* m and the dashed
lines represent h* = 4 x 107* m. The values of G* are: G* = 2 x 10® Pa/m (blue lines),
G* = 6x10° Pa/m (orange lines), G* = 8 x 10* Pa/m (green lines) and G* = 1x10* Pa/m
(pink lines). (a) w* = 10 rad/s, (b) w* = 200 rad/s.
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Table 3.3: The orientation parameter, averaged over the depth and centre third o_f the
channel, compared for both a time average (S,,) and the peak value over a period (Spear)
for the results displayed in figure 3.12. Throughout these results, G* = 8 x 10° Pa/m and

n’ =1 x 10" phage/m3.

w* w h* Sav | Speak
05« 10-8 | 2X 10710279 0.360

10 4x107* | 0.363 | 0.454
5y 10-8 | 2> 107*]0.251 | 0.359
4x107* | 0.363 | 0.444

05« 108 | 2X 10710121 ] 0.151

900 4107 0.081 | 0.099
2x107* | 0.111 | 0.139
4% 107* | 0.057 | 0.074

2x 1073

a very limited effect on the depth-averaged orientation parameter; when the oscillations
are slow we can see a slight decrease by increasing the number density, however this is
not seen for larger oscillating frequencies. Figures 3.12a and b show h* = 2 x 10~* m and
figures 3.12c and d show h* = 4 x 10~* m; for all other parameters, increasing the channel
depth increases the depth-averaged orientation parameter, a characteristic mirrored in
previous results of this section. The channel width increases the orientation parameter
overall, by decreasing the space in which the alignment is at a minimum.

For the results in figure 3.12 the orientation parameter, averaged over the depth and
centre third of the channel, is summarised in table 3.3; here the orientation parameter
is only calculated for n}; = 1 x 10" phage/m? since the number density has minimal
impact on S. For both the average and peak orientation parameters, when w* is large,
the orientation parameter decreases with increasing h*. Further, increasing the channel
width W* decreases the orientation parameter due to the minimum occurring for a larger

portion of the channel. Finally, we note again that the values of Sg, are smaller than

Speak .
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3.5 Discussion

In this chapter we have modelled steady and oscillatory flows of suspensions of passive
M13 bacteriophage in thin rectangular channels; the channel is assumed to be much
longer than its depth and width, enabling a simplification via lubrication theory. The
steady flow problem was solved by discretising the spatial variables using a finite differ-
ence approximation then expressing the resulting equations in sparse matrix form. The
oscillating problem was solved in a similar manner using an ADI method to simplify time
discretisation. The flow was iteratively coupled with the Fokker-Planck equation, where
the orientation distribution is calculated at each point in the cross-sectional face of the
channel using spherical harmonics. This method reduces the Fokker-Planck equation to
a system of equations that were solved numerically either by setting up a matrix system
or using an ODE solver.

The 3D oscillatory problem was computationally expensive and so a smaller range
of parameter space was considered to highlight the key characteristics of the flow and
orientation. The solution for each set of parameters was split across five cores and the
walltime varied from 33 to 69 hours, depending on the number of iterations required. In
future, to explore a larger parameter space we would need to utilise high performance
computer clusters such as BlueBEAR or HPC Midlands+. Changes in channel width,
depth, pressure gradient, particle number density and oscillating frequency have been
plotted and compared for both cases and the simplified channel solution in chapter 2 was
compared with current work.

In both steady and oscillatory flows, increasing the pressure gradient increases the
shear rate and hence the degree of orientation in the system. The same can be said for
increasing the channel depth, although there is an indication that for large oscillating
frequencies this relationship is reversed. As shown in the simplified channel (chapter
2), for oscillating frequencies greater than w* ~ 30 rad/s, the relationship between the
orientation parameter and the channel depth reverses. This is an important factor when

considering the use of oscillatory flow; the alignment may increase for larger oscillations
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Figure 3.12: Depth-averaged orientation parameter S, for a range of channel width,
number density and oscillating frequency, where G* = 8 x 10> Pa/m. We plot two
oscillating frequencies: w* = 10 rad/s (solid line) and w* = 200 rad/s (dashed line),
and two different number densities: nj = 1 x 10" phage/m?* (purple line) and n}, =
1 x 10'® phage/m? (blue line). The channel width and depth vary as follows: (a) W* =
05x 103 mand h* =2 x 107* m, (b) W* = 2x 1072 m and h* = 2 x 107* m (c)
W*=05x102mand h* =4 x 107" m and (d) W* =2x 1073 m and h* =4 x 10~ m.
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and a thinner channel, however it would be reduced in comparison with steady flow and
slow oscillations.

Changing the width of the channel has only a small impact on the steady flow results;
the key change is that near the walls the orientation parameter increases and so the spatial
average will increase in general. The channel width predominantly impacts the orientation
parameter when it is close in size to the channel depth, i.e. when the channel is close
to square, and here it increases S in the same way as the depth. A larger orientation
parameter is seen in the 3D model in comparison with the simplified case (section 2.4
of chapter 2); the walls increase the induced shear rate in the channel, which is key in
aligning the bacteriophage. For oscillating flow we see a slight reduction in the peak
orientation parameter due to averaging over the centre third of the channel.

The number density has a limited impact on the orientation parameter, and this effect
is further reduced when the oscillating frequency is large. Increasing the number density
of particles slightly decreases the degree of orientation, we postulate that this is due to the
particles increasing the apparent viscosity of the fluid and reducing the shear rate. Since
the particles are dilute in suspension, we do not expect interactions between particles
that could impact the overall alignment. However, due to its linear relationship with the
linear dichroism signal, the particle number density drastically increases the signal as it
increases. Care needs to be taken with this prediction since an increase in the number
of particles may result in more light diffraction and hence increased levels of noise in the
resulting signal.

In general for oscillating flow, the average over half a time period is lower than the
peak orientation parameter. The average takes into account a range of values and so we
would expect it to be smaller. It would be recommended to have a sensor that rapidly
measures absorbance to detect the maximum achieved signal rather than averaging over
multiple time points.

We highlight a key difference between the 2D and 3D channel approximations in this

chapter. The orientation at the centre of the channel was in good agreement with the
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simplified model; moving away from the centre, the walls are increasing the shear rate and
hence the alignment comparative to the work in chapter 2. In general, the characteristics
deduced from the work in the current chapter compare well with those discussed in section
2.4 of chapter 2; that work, considering fluid in 3D bound by two walls, may not accu-
rately predict the alignment in the channel. The 3D channel is a more computationally
expensive problem, and so the simplified channel provides an effective prediction of the
general behaviour of the orientation of bacteriophage and the key parameters which would
optimise the signal to noise ratio. To accurately describe the flow profile and orientation
distribution, the full channel should still be considered.

Continuing on from this study, it would be imperative to further explore parameter
space, specifically for oscillating flow. The relationship between orientation and channel
depth with large and small oscillating frequencies is of particular interest; understanding
how, and at what value of w*, this relationship changes would be imperative in determin-
ing the feasibility of oscillating flow. We believe that the oscillations reduce the alignment
in the system but may still produce useful alignment for slow oscillations. Further, it will
be beneficial to test certain conclusions experimentally; understanding how the number
density of particles affects the linear dichroism signal would aid in more accurate cal-
culations. This work provides insight into flows of passive particle suspensions in thin
rectangular channels; future work may include investigating how an active suspension be-
haves in this system, or alternatively how the flow of both passive and active suspensions

would change due to peristaltic motion.

3.5.1 Summary

The key findings in chapter 3 are summarised here:

e The pressure gradient increases the shear rate and hence the orientation parameter

in both steady and oscillatory flow.
e By increasing the depth of the channel, the alignment of the bacteriophage increases
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for steady and slow oscillatory flows.

There is an indication that the channel depth and orientation parameter have a
non-monotonic relationship, dependent on the oscillating frequency. Further inves-
tigation, considering a larger parameter space, would be necessary to confirm this

proposition.

Varying the channel width has only a small impact on all results, predominantly

seen when the channel is close to square.

The general characteristics of the full 3D model are demonstrated well by the sim-

plified channel model in section 2.4 of chapter 2.

Higher degrees of orientation are calculated in the current work compared with
chapter 2; this is due to the extra shear contribution from the walls, not accounted

for in the previous model.

101



CHAPTER 4

VISCOUS PROPULSION IN ACTIVE
TRANSVERSELY ISOTROPIC MEDIA

In this chapter, Taylor’s swimming sheet model is adapted to account for an aligned fibrous
fluid; a variation on the previous work but within the theme of fibrous fluids for biological
and medical application. We use Ericksen’s transversely-isotropic constitutive equations

to adapt Taylor’s swimming sheet model to account for an aligned fibrous structure.

4.1 Introduction

Large organisms propel themselves through a fluid by utilising the inertia of the surround-
ing fluid. For very small organisms and cells swimming at low Reynolds numbers, inertial
propulsion is not possible [26, 54]; time-reversible kinematics result in no net displacement
for the small body. G.I. Taylor’s ‘swimming sheet’ is one of the classical models of zero-
Reynolds-number swimming; time-reversal symmetry is broken by the wave direction.
These cells and organisms encounter many biological fluids with non-Newtonian prop-
erties; hence modelling swimming in such fluids is of interest. The present study is
motivated by the fibrous nature of many biological media, for example the cervical mucus
encountered by spermatozoa in many internally-fertilising species. Throughout the men-
strual cycle, the rheology of cervical mucus changes due to hormonally-induced variations

in hydration and associated changes in the glycofilament mucin structure. During ovula-
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Figure 4.1: Parallel filament mesh in cervical mucus during the time of ovulation. Bar
= 10 pm. Republished with permission of Oxford University Press, from ‘Ultrastructure
of the Human Periovulatory Cervical Mucus’, F. Ceric et al, 54 (5), 2005; permission
conveyed through Copyright Clearance Center, Inc.

tion these fibres form a parallel network (figure 4.1), and sperm migration occurs through
this glycofilament structure [8, 14]. Whilst this work differs from chapters 2 and 3, it is
of great interest to determine how Stokesian swimming is modified by the presence of an
aligned fibrous network; understanding the propulsive efficiency of spermatozoa can aid
with understanding infertility.

Taylor’s pioneering study of Stokesian swimming consists of an infinite sheet undergo-
ing waves of lateral displacement (figure 4.2). This model was formulated as the far-field
Stokes flow produced by a swimming motion given by a small amplitude sinusoidal wave,
and the associated mean rate of working was calculated as a measure of the energetic cost
of swimming. Subsequent studies included a 3D model of a waving cylindrical tail [91],
investigations into larger amplitude motion [20] and more recently the unsteady Stokes
flow problem [73].

Generalising Taylor’s model to non-Newtonian fluids has been an area of significant
interest, for a detailed review see [54]. Chaudhury [9] initially extended the model to
incorporate viscoelastic fluids; it was found that the properties of the fluid leads to an
increased steady swimming velocity for lower Reynolds numbers. This problem was re-

considered more recently by Lauga [53], who deduced that the mean swimming velocity
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in a nonlinear viscoelastic fluid is reduced relative to that in a Newtonian fluid, in certain
cases the swimming direction is reversed [27], see also [28, 93]. Velez [94] found propulsion
in shear-thinning fluids to be more efficient than in Newtonian or shear-thickening fluids.
Riley [78] modelled active propulsion with fluid-structure interaction, and in a subsequent
study deduced that for multiple travelling waves, the mean swimming velocity of the sheet
is enhanced [79]. Further to this, the effect of liquid crystals on the swimming of micro-
organisms was considered [49, 50, 51]. Steady state and start-up models for hexatic liquid
crystals were considered along with a nematic steady state model.

The waving sheet model can be adapted for peristaltic pumping mechanisms, which
have been studied in great detail. Peristaltic pumping has a wide range of applications,
including the ureter, gastro-intestinal tract, small blood vessels [89], the movement of eggs
in the fallopian tube and aiding the transport of spermatozoa though the cervical canal
[32]. There is also an opportunity to utilise these pumping designs in the devices used by
Linear Diagnostics Ltd; providing a method to recirculate a sample without it coming into
contact with the pumping mechanism. These studies have comprised an infinite sheet with
long wavelength sinusoidal waves propagating along it [85] with applications to the ureter
[61]. For detailed review of initial works see [43]. Extensions to the solution method have
encompassed finite difference approximations [89], boundary integral methods [77] and
an asymptotic expansion for arbitrary wave shapes [64]. Peristaltic pumping of complex
fluids has been a vast area of development; some examples are in viscoelastic fluids [6, 92]
and micropolar fluids [32].

A transversely-isotropic fluid exhibits a (perhaps spatially and temporally varying)
preferred direction, and has been used to model fibre-laden fluids. Previous applications
include the mechanical behaviour of collagen gel, the growth of plant root cell walls,
suspensions of biomolecules and a multiphase model of extracellular matrix [21, 22, 31,
40]. These models comprise a modified constitutive equation describing a viscous fluid
with suspended aligned fibres and an expression for the evolution of fibre orientation.

A transversely-isotropic fluid also provides a model of ‘active’ suspensions of elongated
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Figure 4.2: A schematic of Taylor’s swimming sheet in a Newtonian fluid. Working in a
frame of reference in which the sheet is stationary, b* is the amplitude, A\* = 27/k* is the
wavelength and £* is the wavenumber. The flow at infinity in the z*-direction is U*. A
travelling wave traverses the sheet with speed ¢* = w*/k* where w* is the angular velocity.

swimmers [39)].

In this chapter we consider swimming in transversely-isotropic fluids via Ericksen’s
constitutive law [24], a specific case of the active fluid model introduced in chapter 1 where
the particles are perfectly aligned. In section 4.2 we introduce the governing equations
associated with transversely-isotropic fluids. The problem is solved in section 4.3, solving
for the leading order velocity field, mean swimming velocity at next order and mean rate
of working. The dependence of these quantities on the rheological parameters is explored

in section 4.4, and discussed in section 4.5.

4.2 Governing equations for perfectly aligned fluids

The incompressibility and generalised Navier-Stokes equations are

AVARRTAN} (4.1)

a *
p* (a?* +(u*-V*)u*) - V.o (4.2)

where u* = (u*, v*) is velocity, p* is density and o* is the stress tensor. We work in a 2D
Cartesian coordinate system (z*,y*); asterisk notation represents dimensional variables.

A constitutive law is also required for o*, which we prescribe in the next section.
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4.2.1 Transversely-isotropic stress tensor

Ericksen’s model [24] consists of a stress tensor which is linear in strain rate, and depends
on a unit vector a describing the fibre orientation; this model takes the simplest form

that satisfies the required invariances,

o5 = =P 0ij + 2u"e;; + piaa; + psaaiagaer; + 2,u§(alaie;‘j + amajer,,). (4.3)

We define p* as the pressure, d;; as the Kronecker delta function and ej; = % (gZJ + ng)
as the rate-of-strain tensor [24].

By considering a simple fluid with 2D deformations in the plane of fibres [22], we
may interpret the rheological parameters as follows: by setting uj = 5 = pi = 0, the
stress tensor for an incompressible Newtonian fluid remains, with ‘matrix viscosity’ u*
[40]. The term with p} has no dependence on velocity, suggesting that pf relates to a
tension in the fibre direction [22]. This term can also be related to the stresslet-type
active behaviour of fibres in a perfectly aligned active fluid [39]. We will therefore refer
to this quantity as the active parameter. This term can be taken as a simple model
for suspensions of self-propelling microscopic bodies such as bacteria or active gels of
molecular motor proteins. The viscosity associated with extensional flow parallel to the
fibre direction is p1} = p* + (p5 + 4413) /2, the viscosity associated with the flow orthogonal
to the fibre direction is ] = p* and the viscosity of shear flow in the fibre direction is
pi = p* 4 pi [22]. Since pi only has an impact on extensional viscosity parallel to the
fibre direction, ,uﬁ, it is termed the anisotropic extensional viscosity. The parameter p
distinguishes ;% from g and so is labelled the anisotropic shear viscosity; this parameter

represents the difference between shear viscosities parallel and perpendicular to the fibre

direction [22, 31, 40].
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(i) Passive and
transversely-isotropic

(iv) Active and
pz Transversely-isotropic

7

iii) Nearly-isotropic
) I

11

(ii) Activ/e—only

Figure 4.3: Regimes of interest in parameter space. (i) The plane pu; = 0 is the passive
transversely-isotropic regime, (ii) the dashed line represents the active-only regime where
pe = pg = 0, (iii) the quarter cylinder is the nearly-isotropic regime where neither ps nor
ps are large and (iv) the remaining region is the fully active and transversely-isotropic
regime.

4.2.2 Fibre evolution equation

A fibre evolution equation describes the evolution of fibre orientation with time. We use

the form given by [31],

da
ot*

+u"-Va+la (a-V'u')la=a Vu, (4.4)

which corresponds to a specific case of Ericksen’s [24] equation in the long-fibre limit. Note
that |a| = 1 and thus the model only considers local alignment of fibres and not their
length. This gives a generalised form of Jeffery’s treatment for long ellipsoidal particles
aligning with flow [22, 44].

Since a - a = 1, the component of equation (4.4) in the a-direction is automatically

satisfied. The orthogonal component of equation (4.4) is

da
a ot +u"-Va+a - (a-Vu)a—a- - Vu| =0, (4.5)
where a is a unit vector perpendicular to a.
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4.2.3 Boundary conditions

We work in a frame of reference moving with the swimmer in the x*-direction; the hor-
izontal flow as y* — oo therefore gives the mean swimming velocity. No-slip conditions

on the sheet, representing a travelling wave with speed ¢* = w*/k*, are thus

u* =0, v"=—-wbcos(k’r® —wt*), ony" =y:=>0"sin(k'x* — w't"). (4.6)

The parameter b* is amplitude, £* is wave number, ¥ is the equation of the sheet surface

and \* = 27 /k* is wavelength. The velocity must remain bounded as y* — oc.

4.2.4 Non-dimensionalisation

The model is non-dimensionalised as follows:

u'=—u, x=— t"=— p'=wyup o=wyo. 4.7

= o P 1'p 7 (4.7)
The continuity and fibre evolution equations are unchanged. For microscopic swimmers,
the Reynolds number, Re = p*w*/k**u*, is much less than one so we neglect inertial

terms. The resulting system of partial differential equations is therefore

V-u = 0, (4.8)
V-o = 0, (4.9)
. |0Oa
a- - E+u-Va+[a-(a~Vu)]a—a~Vu = 0, (4.10)
where
Oi5 = —p5m + 261']' + Hia;a; + H20;0;Qk Q1L + 2,“/3(alaielj + amajeim)v (411)
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Figure 4.4: A schematic showing the initial uniform orientation angle ¢ and the small

perturbation away from this angle, 6.

with dimensionless groups,

H1 = /jl*y /4L2:lu_i7 M?):lu_i
prw 7

The boundary conditions (4.6) become

u=0, v=—ccos(zx—1t), ony=ys=csin(x—1),

where ¢ = k*b* < 1. Also u, v must remain bounded as y — oc.

(4.12)

(4.13)

Four regimes in parameter space, depicted in figure 4.3, will be considered in our

results: (i) a passive transversely-isotropic fluid, occurring when p; = 0, (ii) an active

fluid (1 non-zero) with us = ps = 0, (iii) a nearly-isotropic regime, where all parameters

take values up to 5, and (iv) the regime where at least one of uy, po and ps are much

larger than one. Note that p; may be positive or negative, representing active ‘puller’ or

‘pusher’ behaviour respectively [80].

4.3 Asymptotic solution

4.3.1 Stream function formulation

To determine the effect of fibres on the mean swimming velocity we consider an initially

spatially-uniform fibre angle, ¢, aligned such that a(z,y,0) = (cos ¢,sin ¢). As the sheet
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swims this alignment will evolve, initially as a small perturbation 6(x,y,t) such that

a = (cos(¢+0),sin(¢+0))

~ (cos¢ — Osin¢,sin¢g + 0 cos o), (4.14)

(see figure 4.4). The components of the stress tensor in terms of ¢ and 6 are given in
Appendix C.1. Taking the curl of equation (4.9) eliminates pressure, reducing (4.9) to
a single equation. Since the flow is incompressible, we introduce a dimensionless stream
function

transforming equation (4.9) to
(1+ %sin2 2¢ + ug) V' — | 2sin 2¢ (9 (g_;(z - %) + (%)2 - (%)2
e (4 (G0 ) (-2

020 B 020 0% B 0% +o 020 0%
ox?  Oy? oy? 0z 0xdy Oxdy (4.16)

00 Y Y oM 1{ 0% oMY
+ or (3 dxdy?: %) 0 0x20y? + 2\ 0x30y  Oxdy
ot oY 0?0  0%°0\ 0%
T cos4¢ (20 <8x38y B 8x6y3) + <8x2 B 8y2> 0xdy
o de\ on(, o o
8:70 oy? 0x20y oy Oxdy?  Ox3
B 020 [ 0%y B 0% B oMY _0
Oxdy \ dy?  Ox? Ox20y? -
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When p; = s = pg = 0, equation (4.16) reduces to the familiar biharmonic equation of

Newtonian Stokes flow. The evolution equation (4.10) becomes

90 [0y 00 0y 00 . 0 . 0%
ot L’)y or  ox 8y] +(sin7g + 5 sin20) 57
_ 0% 9 0 . 0%
+ (sin 2¢ + 0 cos 2¢) 900y + (cos” ¢ — 5 8in 2¢) 92
5% (4.17)
. . 2l 2
+9< [(cos¢ — Osin¢)? — (sin ¢ + 6 cos @)?] 9200
: : O 0
+ (cos ¢ — Osin ¢)(sin ¢ + 6 cos ¢) <8_y2 — w) ) =0.
The boundary conditions (4.13) become
oY oY :
g —r = — = — 4.1
3y 0, e ecos(zr —t) ony=esin(z —t), (4.18)

with 1 having bounded first derivatives as y — oo.

4.3.2 Perturbation expansion

To apply the boundary conditions at y = 0 rather than on the sheet, we make the small

amplitude expansion

oY , 0%
— + esin(z — t)—= 4+ ... = 0, 4.19
ol 05 (119)
2
(‘;_Zf - + esin(z — t)aaygx 0 +... = ecos(x —1t). (4.20)
y—

The velocity and fibre angle perturbations thus take the form

V(,y,tie) = etholx, y, t) + i (2, y, t) + ... (4.21)

0(z,y,t;e) = ebo(x,y,t) + 201 (x, y, 1) + ... (4.22)
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As in Taylor’s analysis, the background flow (i.e. the sheet swimming velocity) will occur

at order 2.

4.3.3 Leading-order solution

Substituting the expansions into the equations (4.16) and (4.17) and equating coefficients
of powers of ¢ yields the leading order partial differential equation. At order ¢, equation

(4.16) yields

2 920, 90
(1+ % sin? 2¢) + i3) V4o — py | 2sin 2¢ il + cos 2¢ <—“ — =

0xdy ox?  0y?
(4.23)
841/}0 sin 4¢ 841/}0 8‘%0
4 - =0
e | cosdo 0x20y? + 2 Oxoy3 030y ’
and equation (4.17)
9% + sin 2¢ 0"ty + cos® ¢ —82% + sin” ¢ —82% = (4.24)
ot Oxdy Ox? 0y? '
The boundary conditions (4.19) and (4.20) become
88—120 =0, % =cos(z —t), ony=0, (4.25)
combined with the requirement that the derivatives of ¢y are bounded as y — oc.
Equations (4.23) and (4.24) are solved with the ansatz,
o = fily)cos(x —1) + fa(y)sin(z — 1), (4.26)
o = gi(y)cos(z —1t) + g2(y) sin(z — 1), (4.27)

for some functions fi, fo, g1, go. Comparing coefficients of sine and cosine leads to a
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system of four ordinary differential equations

1
(L4 ho sin® 2¢ + pg) (1" =21 + f1) + p(cos 2¢ (g1 + g7) — 2sin2¢ g5)

(4.28)
1
b ia(h sindo (75 + f) — cos o £1) = 0
1
(1+ 1He sin? 20 + ) (f3" — 23 + f2) + i1 (cos 26 (g2 + g) + 25 2¢ g1
(4.29)
1
- M2(§ sind¢ (fi" + fi') + cosdo f3) =0,
g1 —sin2¢ fi + sin?¢ f2 — cos’¢ fo = 0, (4.30)
g2 — sin2¢ f — sin®¢ fi' + cos’¢ f1 = 0, (4.31)

where the prime notation denotes differentiation with respect to .
Substituting equations (4.30) and (4.31) into (4.28) and (4.29), the system reduces to

two ordinary differential equations for f; and fs,

1 1
(Lt s 20-4 ) (7 207+ )+ gsin 4o+ 1)

— 2sin ¢ (sin® ¢ f” — cos® gbf{)) — pg cos 4o fy

4.32
+ (cos 2¢ (cos® ¢(fy + f2) —sin® (3" + fy)) — 2sin® 26 f é/) o
+ % sindo(fy" + f3),
(1+ 3“2 sin? 2¢ + ug) (f3" — 25 + fo) + G sindo(f3" + f3)
— 2sin ¢ (sin? ¢ f3" — cos? ¢f§)) — jig cos 4o fy (433)

— i (052 (o 6(f7 + 1) — sin® 6(F{" + f1)) — 25 27 )

Ho .
2 n (! £,

113



Assuming a basis of solutions of the form

fi f
=" e, (4.34)
f2 13
reduces the problem to the linear system,
1 0 Liy L
L = where L = : (4.35)
f 0 Ly Lo

where components of L are given in Appendix C.2. Note that L;; = Lss and further that
L1 = —Ls;. For a non-trivial solution, the determinant of the matrix L must be zero,

yielding the equation

L%l + L%z =0, (4.36)
hence
L1 = £ilqo, (4.37)
and so
L
0 _ M1 ,0
f2 L12 f]_7
= Fif). (4.38)

Equation (4.36) has eight complex roots, \;, four with positive real part and four with
negative real part. Since the velocity must remain bounded as y — oo, we disregard the

positive roots. The other four form two complex conjugate pairs,

)\1 =1 + iﬁl, )\3 = 0] — iﬁl, (439)

)\2 = Q9 + iﬁg, )\4 = Qg — ’LBQ (440)
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Note that A; are known analytically, however they are not given here due to space con-
straints.

The solution form for v is thus
4
o = Z Aj(cos(z —t) + & sin(x — t))eMY, (4.41)
j=1

where ; = —i for j = 1,2 and §; =i for j = 3,4. Assuming that the constants take the

general form flj =A; +iB;j for j =1, 2, 3, 4, boundary conditions (4.25) give

B a1y — Qa3 _ _ _
A = o — o+ (B = By Ay =—Ay, Az=A, Ay=-A,
gl —a1)+62(62 A1) _
B (T A0 N
B, = 061(041—042)+51(51 ;’ B, = —B,

2((1 — ag)? + (B1 — B2)?

The fibre angle perturbation is then of the form

4
by = Z A; [()\j sin 2¢ 4 &;(—A7 sin® ¢ + cos® ¢)) cos(x — t)
j=1 (4.42)

+(&;A;sin 2¢ + )\? sin? ¢ — cos® ¢) sin(z — t)] ey,

The change in the small perturbation to the orientation, 6y, is dependent on the initial

orientation angle of the fibres along with their position.

4.3.4 Order £? solution and mean swimming velocity

The mean swimming velocity is determined by the horizontal component of the flow as y
tends to infinity. The leading-order stream function, (4.41), tends to zero and hence the

non-zero mean swimming velocity is determined at order &2

U~ e2U; = lim e2 == Oy )

4.43
lim &2 (4.43)
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We neglect the oscillatory terms to determine the leading-order term in the expansion of
mean swimming velocity, which we denote as U;. The bar notation represents an average
over one time period.

At order €2, the boundary conditions (4.19) and (4.20) become

2 2
% + sin(z — t)a 1@0 : O + sin(z — t) 0o =0, (4.44)
Y |,—o 9y |, o |,_, Yoz |,_,
and hence
0 1
Biyl =3 (a1 — B182)(1 — cos2(x — 1))

- (4.45)
—(1fy — anfhy) sin 2(z — 1)),

o1

= 0. 4.4
5 0 (4.46)

y=0

Because of the form of the boundary conditions, the ansatz is

~

= fily) + fg(y) cos2(x —t) + fg(y) sin2(z — t), (4.47)

for some functions fi, f» and fs. Substituting the solution form (4.47) into the order
2 expansion of (4.16), shown in full in Appendix C.3, and equating coefficients of non-
oscillating terms, we have

i — ), (4.48)

and hence

A

fi(y) = Ay® + By* + Cy + D. (4.49)

To ensure the velocity remains bounded as y — oo, we set A = B = 0. From the boundary

conditions (4.45) and (4.46) we find that C' = (ayay — $152)/2 and D = 0, and hence

A

Hily) = %(041042 — 1) (4.50)
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Differentiating fl (y) with respect to y, the leading-order term in the expansion of mean

swimming velocity is calculated as

U1 = %(041042 — B12). (4.51)

4.3.5 Mean rate of working

To determine how Stokesian swimming is affected by transverse isotropy, the mean rate
of working at order ¢ is investigated, i.e. the rate of working per unit area of the sheet

against viscous stress, 2WW [90]. The mean value of this quantity is given by

- 0y
27 = —8—ytagg|y:0, (4.52)

where y; is the equation of the sheet surface and o9s|,—¢ is the normal stress evaluated
on the sheet. The no-slip condition is u = 0 on the sheet and hence du/dx = 0 and, via
(4.8), Ov/0y = 0. In terms of the stream function, ooy is

0%p 0%

099 = —p + 1 sin® ¢ + (g cos ¢ sin® ¢ + puz sin 2¢) (8_1/2 — @> . (4.53)

Solving equation (4.9), using the leading-order expression for the stream function
(4.41), determines pressure. Noting that cos?(x —t) = 1/2, we obtain an expression for

the leading order term in the expansion of mean rate of working,

W= _1_16 [ (O‘%OQ — a1(B1 + 22)
+ay(ad — B2(261 + B2))) (8 + pa(1 4 cos 4¢) + 8us) (4.54)

+ 4(agf1 + a1 f2) e sin 4¢} :
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4.4 Results

The leading-order terms in the expansions of mean swimming velocity (4.51), mean rate
of working (4.54), fibre perturbation (4.42), velocities uy = 0 /0y, vo = —0o/Ox and
stream function (4.41), have been found analytically in terms of lengthy expressions for
o, ;. The analytical results for the mean rate of working have been recreated numerically
using finite differences and integration by the midpoint method. Each separate component
has been verified along with the full solution. The solutions agreed to within a small
degree of numerical error. For brevity we will refer to the time averages of the leading
order terms in the expressions for swimming velocity and rate of working as the mean
swimming velocity and mean rate of working respectively, and we will plot terms without
the leading 2 factors as defined by U;, W in equations (4.43) and (4.52).

We now discuss the results in more detail. Four different flow regimes are considered
(figure 4.3): (i) a passive transversely-isotropic fluid, occurring when p; = 0, (ii) an
active fluid where py = pug = 0 and py is non-zero, (iii) a nearly isotropic regime, where
all parameters take values up to 5 and (iv) the regime where at least one of s, pe and
i3 are much larger than one. A range of initial orientation angle ¢, between 0 and 27 are
considered for all regimes and the active parameter, puq, is allowed to take both positive
and negative values to account for ‘puller’ and ‘pusher’ active behaviour respectively.
Note that since the fibres have no directionality, the regime ¢ = 0 to 7 is identical to

¢ =7 to 2.

4.4.1 Regime (i): Effect of passive fibres on mean swimming
velocity and rate of working

Passive fibres exert no shear-independent force and have no self-propulsive properties,

hence the active parameter py is set to zero. In this regime the mean swimming velocity

takes on the Newtonian value, U; = 1/2, and the mean rate of working is independent of

the initial orientation angle ¢. In figure 4.5 (a), the mean rate of working is always greater
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Figure 4.5: Mean rate of working by the swimmer in a transversely-isotropic fluid where
w1 = 0. (a) Depicts mean rate of working for varying us and pg. This result is identical
for all initial angles ¢. (b) Depicts how mean rate of working changes for increasing
for a range of us and set py values; ps = 0 (green line), us = 300 (red line), us = 600
(blue line) and p5 = 900 (black line).

than or equal to the Newtonian case, W = 1; the Newtonian solution is independent of
viscosity and so the matrix viscosity p is not varied throughout. The increase in mean
rate of working is linear throughout, with p3 having a bigger impact than p,. Figure 4.5
(b) depicts the relationship between the mean rate of working and the parallel viscosity
p =14 (pu2 + 4ps)/2, where each line represents a different 11o. The increase in mean
rate of working with y is linear, apart from the case where p3 is small and g, is large,

with a large mean rate of working as o increases.

4.4.2 Regime (ii): Active-only effects on mean swimming veloc-
ity and rate of working

The active-only regime considers ps = pug = 0 with g1 non-zero. The mean swimming

velocity is considered in figure 4.6 and the mean rate of working in figure 4.7. For y; =0

we regain the Newtonian result and hence both mean swimming velocity and mean rate

of working are independent of fibre angle. For non-zero active parameter p;, the mean

swimming velocity and mean rate of working vary considerably with fibre angle. In

particular negative mean swimming velocity — i.e. reversal of swimming direction — and
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Figure 4.6: Mean swimming velocity versus the initial orientation ¢, where s = sz = 0.
(a) and (b) depict small positive and negative p; values: 0 (green line), 0.1 (red line),
+1 (blue line) and +5 (black line). (c¢) and (d) depict larger py values; 0 (green line),
+300 (red line), £600 (blue line), 900 (black line), where the arrows denote increasing
H1-
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negative mean rate of working are observed in certain regimes for large p;, with a sudden
and dramatic switch in sign close to ¢ = 37/4 (figures 4.6 (c), (d) and 4.7 (c), (d)). Note
that this can be resolved through refinement of the plotting grid and is not a discontinuity.
A change from ‘pusher’ to ‘puller’ type active behaviour (equivalent to a change in sign

of u1) is equivalent to a reflection in the line ¢ = 7/2 (37/2).

4.4.3 Regime (iii): Nearly-isotropic behaviour in leading order
mean swimming velocity and rate of working
A small perturbation away from the isotropic case is considered here; p, o and sz take
values up to 5. When p; is much smaller than one and positive (figures 4.8 (a) and
(b)) a small perturbation away from the Newtonian case is observed. As i continues to
increase, angular dependence becomes more prevalent. For the mean swimming velocity,
12 has minimal impact, while p3 reduces the range of values the background flow can take.
For the mean rate of working (figure 4.9), uo again has little impact on the results and
the effect of increasing pus is to increase the cost of swimming. When py = +5 (figures 4.9
(e) and (f)), the mean rate of working may become negative and the effect of increasing

(13 is to reduce the range of values the mean rate of working will take.

4.4.4 Regime (iv): The effect of large rheological parameters on
leading order mean swimming velocity and rate of working

The final regime is where at least one of p;, po and pusg are much larger than one. Figures
4.10 and 4.11 depict how the mean swimming velocity and mean rate of working change
with initial orientation angle, ¢. When either pus or pus are non-zero, the steep peaks
which occurred at ¢ = 37/4 (7w /4) (figure 4.6 (c)) and at ¢ = 7/4(57/4) (figure 4.6
(d)) within regime (ii) no longer appear. Further, when pus is non-zero and us = 0, the
mean swimming velocity becomes negative for certain initial orientation angles, 7.e. the
swimming direction is reversed. When ps becomes non-zero, the results collapse down

towards the Newtonian case, altered predominantly by the active parameter, ;. Similar
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Figure 4.7: Mean rate of working versus the initial orientation ¢, where s = puz = 0. (a)
and (b) depict small positive and negative p; values: 0 (green line), £0.1 (red line), £1
(blue line) and £5 (black line). (c¢) and (d) depict larger pq values; 0 (green line), £300
(red line), 600 (blue line), +£900 (black line), where the arrows denote increasing fi.
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results are seen for the mean rate of working, however for non-zero p3 (figure 4.11 (c) and

(d)) the reference value about which variations occur is significantly increased.

4.4.5 Orientation, velocity and stream function

Finally, to understand how fibre orientation and velocity are impacted by the anisotropic
fluid properties, the orientation angle (¢ + ) and velocity are considered in an active
and passive regime, and the stream function is considered in all four regimes of interest
(figures 4.12, 4.13 and 4.14 respectively). Each variable is plotted for one wavelength
of the sheet, x = 0 to 2. We focus on the case where the fibres are aligned with the
sheet, i.e. ¢ = 0 and plot results at time ¢ = 0 (i.e. the start of one oscillation period).
Supplementary movies can be found alongside the online publication of this work [16].

Considering first the fibre orientation, in all cases perturbations to the initial orienta-
tion angle are greater in the vicinity of the sheet and are displaced with the movement
of the sheet (figure 4.12). For passive rheology, the fibre reorientation is dampened very
quickly moving away from the sheet (figure 4.12 (a)). Once p; is non-zero, fibre displace-
ment appears further away from the sheet (figures 4.12 (b)) and movements propagate to
the right.

Figure 4.13 shows the velocity components in x and y. The leading-order velocity
decays quickly moving away from the sheet, evident in figure 4.13 (a); in the active-only
regime (figure 4.13 (b)) the flow decays more slowly. The velocity field shows a similar
rightward propagation to fibre angle in the active fluid case (figures 4.12 (b) and 4.13
(b)). These results are mirrored in figure 4.14, where the streamlines of the resulting flow
are displayed. In the passive regime (i), the streamlines are symmetric about = 7 with
anticlockwise flow between z = 0 and 7 and clockwise flow for x = 7 to 2. Introducing j;
distorts the streamlines and, when py = p3 = 0, the streamlines are deflected to the right
(figure 4.14(b)); introducing the other two parameters dampens this deflection (figures
4.14 (c) and (d)).

124



(a) (b)
12 127
3 8
4 4

wer wr
o—m 0

40 z ™ o o ) T ™ 37w 2

¢ ¢

o 0 T 37 2

¢ ¢

™

[MER
J|w

ol

w3

Figure 4.9: Mean rate of working versus ¢ where parameters pu, ps and ug take values
up to 5. (a) and (b) show p; = 0.1, (c) and (d) show gy = £1 and (e) and (f) show
p1 = £5. Two choices are taken for ps: p3 = 0 (blue line) and pg = 1 (black line). For
each of these, two different py values are taken: ps = 0 (solid line) and us = 1 (dashed
line).
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Figure 4.10: Mean swimming velocity versus ¢ where at least one of 1, ps and pg are
much larger than one. (a) and (c) depict positive p; values and (b) and (d) depict negative
p1 values. The values uy takes are 0 (green line), £300 (red line), 600 (blue line) and
4900 (black line). In (a) and (b), g2 =900, u3 = 0 and in (c¢) and (d), gz = 0, uz = 900,
where the arrows denote increasing ;.
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Figure 4.11: Mean rate of working versus ¢ where at least one of uy, o and pz are much
larger than one. (a) and (c) depict positive py values and (b) and (d) depict negative 1
values. The values p; takes are 0 green line), 300 (red line), £600 (blue line) and £900
(black line). In (a) and (b), uo = 900, uz = 0 and in (¢) and (d), g2 = 0, pg = 900, where
the arrows denote increasing pi;.
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Figure 4.12: Fibre angle, ¢ + €6, in passive and active regimes: (a) the passive regime
(u1 = 0, g = pg = 5) and (b) the active-only regime (u1 = 5, g = pg = 0). In each
graph t = 0, € = 0.2 and the initial orientation angle is ¢ = 0.

4.5 Discussion

The classical Taylor’s swimming sheet problem was modified to account for transverse
isotropy, modelling swimming in fibre-laden fluids or active media. Quantities of interest
were the steady background flow, which corresponds to the mean swimming velocity,
and mean rate of working. The results presented were non-dimensional; the dimensional
velocity scales with the wave speed, and the rate of working scales with the square of the
frequency, the viscosity and the wavenumber. The ratio of the mean swimming speed
to the wave speed is proportional to 1/¢2. When U, takes the maximum value found
here, such that U; ~ 40, this corresponds to swimming faster than the wave speed when
e>1/ \/U_l ~ 0.16. Note that swimming with a prescribed beat amplitude and frequency,
regardless of the rheology of the fluid, will not in general be achievable in a real biological
system.

When p; is zero, no dependence on initial orientation angle is observed and the mean
swimming velocity takes on the Newtonian value, regardless of the size of the other pa-
rameters. For non-zero p, certain initial orientation angles enable less energetically costly
but slower swimming, with lower mean rates of working and swimming velocities. The

initial angle maximising the mean swimming velocity and the mean rate of working are
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Figure 4.13: Velocity field in passive and active regimes: (a) passive regime (1 = 0, g =
ps = 5) (b) active-only regime (1 = 5, uo = 3 = 0). In each graph ¢t = 0 and the initial
orientation angle is ¢ = 0.

not in general the same. When active fibres are parallel to the swimming direction, swim-
ming is both faster and more energetically costly compared to active fibres perpendicular
to the swimming direction. The sheet utilises the surrounding environment to boost its
velocity, a result seen in [57], for point-like obstacles, and for swimming in viscoelastic
fluids near walls [15]. However, we also predict an increased swimming efficiency, a result
not seen here.

A change from ‘pusher’ to ‘puller’ behaviour (equivalent to a change in sign of ;)
equates to a reflection of the initial fibre angle in the y-axis. The activity parameter
1y allows the mean rate of working to take on negative values, suggesting that the ten-
sion/stresslet exerted by the fibres on the sheet may at times overcome the work the sheet
does on the fluid to move. For some values of p; the mean swimming velocity may be
negative, indicating a reversal of swimming direction; this change is dependent on the
uniform orientation angle ¢, a result also observed for rotated viscoelastic networks [96].
The inclusion of active behaviour dramatically changes the streamlines and flow field.

For a passive transversely-isotropic fluid, i.e. pu; = 0, increasing the magnitude of
the viscosity-like parameters increases the work the sheet must do on the fluid to swim;

the fluid becomes more difficult to move through. The mean rate of working was found

129



5 5
4 4
3 3

10 | ﬁ lf"/ ﬂ

27 0

3
:]4

o

5 5
4 4
3 3
y y
27 2
0 pe o 0 pe

r ”r

Figure 4.14: Instantaneous streamlines in the four regimes considered: (a) passive regime
(11 = 0, pe = ps = 5), (b) active-only regime (u1 = 5, g = ps = 0), (c¢) nearly-isotropic
regime (p; = pg = 1, pg = 0) and (d) regime where at least one of the parameters is much

larger than one (u; = pe = pg = 900). In each graph ¢ = 0 and the initial orientation
angle is ¢ = 0.
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to be approximately linear in the parallel viscosity py = 1 4 (p2 + 4ps)/2, with a small
additional dependence on p3. For an active isotropic fluid (g is non-zero and py = pz = 0)
we observe potentially unphysical behaviour when p; is increased sufficiently, with rapid
large variations with respect to ¢ in both mean swimming velocity and rate of working.
Note however that a large value of py with ps = p3 = 0 may not represent a physically
realistic fluid. These unphysical effects are reduced by the inclusion of p3 in particular,
and to a lesser extent uo, damping these large variations.

When the rheological parameters are all non-zero, increasing the anisotropic shear
viscosity causes the mean swimming velocity to collapse down towards the Newtonian
result, altered slightly by the active properties of the fluid. However the mean rate of
working is increased in general. The anisotropic extensional viscosity has a similar but
much smaller effect.

This study demonstrates that locomotion in active fluids is dramatically different from
locomotion in passive fluids. Our finding of zero, and indeed negative rate of working for
some angular configurations and sufficiently large values of the active parameter pu, is a
consequence of the energy input to the system by active stress. This phenomenon may be
related to superfluid behaviour recently observed in bacteria suspensions [59]. Further,
these results are suggestive that active stresses in the bulk may enhance the motion of
individual swimmers. It has long been known that some flagellated swimmers may propel
more rapidly in polymeric than Newtonian fluids [84]. An increase in the anisotropy of
the slender body drag coefficients has been proposed as one underlying mechanism [4, 62];
recently Martinez [67] demonstrated that viscosity reduction associated with high speed
flagellar rotation provides an alternative explanation. The present model does not support
a change to mean swimming speed purely through fluid anisotropy; because we analysed
only 2D propulsion with constant viscosity-like parameters we are unable to comment on
the effect of shear-thinning on rotation.

The passive region of parameter space with p; = 0 represents the anisotropic char-

acteristics of the aligned passive microstructure of cervical mucus. Key aspects which
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may be explored in future work include shear-dependent viscosity and dispersion of fibre
alignment. The active regime p; # 0 may be considered as a model of motility through
an active aligned medium, which may capture some of the essential physics of sperm
migration through ciliated epithelium in the female reproductive tract. Our predictions
could be tested experimentally by constructing an actuated membrane and studying the
dynamics of an overlying suspension of swimming bacteria or microrods.

This study has opened up a number of exciting future research directions. These
include (but are not limited to) investigating the effects of viscoelasticity [52], fibre dis-
persion [95] or the presence of walls [46]. Similarly, coupling the flagellar elastic behaviour
to the viscous fluid mechanics to determine the effect on the beat pattern [78], or a full
3D computational treatment of the problem would be of interest since tumbling and ro-
tating of the bacteriophage does not happen in only one plane. The model may also be
developed to apply to peristaltic pumping by taking into account cylindrical tube geome-
try. Peristaltic pumping is a mechanism for inducing flow in channels, which is a method
proposed to recirculate a sample in the device designed by Linear Dichroism Ltd. Tay-
lor’s swimming sheet has inspired decades of research into biological propulsion; the study
presented here shows that Taylor’s model continues to enable insight into novel areas of

active fluid mechanics.

4.5.1 Summary

A summary of the findings in the current chapter are given here:

e For a passive suspension (u; = 0), no change in the mean swimming velocity was

observed; the mean rate of working increased with both ps and pug.

e For an active suspension, certain initial orientation angles proved more efficient for
propulsion, however the sheet was seen to have a lower mean swimming velocity for

these orientation angles.
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e When the active parameter p; is large and the other two parameters are small, po-
tentially non-physical behaviour was observed; this was dampened by the inclusion

of po and ps.

e Throughout all results, the anisotropic shear viscosity had a larger impact than the

anisotropic extensional viscosity.
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CHAPTER 5

CONCLUSION

This thesis has comprised two physical examples of fibre-laden fluids, the first being a
flow device aimed at detecting pathogens in biological fluids. Bacteriophage, suspended
in a fluid sample, are recirculated in a thin rectangular channel using a pumping device;
the alignment induced from this flow leads to a specific linear dichroism signal. To effi-
ciently detect pathogens the signal to noise ratio needs to be optimised, this can be done
by increasing the alignment in the channel. The second is an investigation into micro-
scopic propulsion in aligned fibrous media, biologically relevant to spermatozoa swimming
through fibrous cervical mucus. Taylor’s classical swimming sheet model is adapted to in-
clude an aligned fibrous fluid, similar to the alignment of glycofilaments in cervical mucus
at certain stages in the menstrual cycle.

For chapters 2 and 3, models describing suspensions of fibres with a dispersion of
orientation were used. This model, originally proposed by Batchelor [2, 3] and discussed
by Hinch & Leal [35], comprised a contribution to the bulk stresses in a fluid due to sus-
pended particles. Following Pedley & Kessler [76], the flow dynamics were coupled to the
distribution of particle orientation, described by probability density function ¢ (p, z*, t*),
via a Fokker-Planck equation; the moments of ¢ were used to calculate the extra stress
terms. Previous work has consisted of prescribing a flow, typically simple shear [55, 80] or
parabolic Poiseuille flow [25], and calculating the distribution of orientation; here we have

extended upon these works by iteratively coupling the flow and distribution equations
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for more complex 3D channels and incorporated all bulk stresses associated with particle
suspensions.

By considering uniform alignment and an average particle direction @ = (p), the
work by Pedley & Kessler was linked with Ericksen’s transversely-isotropic fluid [24];
these equations are a limit of Pedley & Kessler’s model for perfectly aligned media. This
model was used in chapter 4, where we investigated propulsion through aligned cervical
mucus. A transversely-isotropic fluid has a preferred direction; the properties of the fluid
are identical normal to this preferred direction. Ericksen’s model consists of extra stress
terms, similar to those in Pedley & Kessler’s model, but instead uses an equation for
the evolution of the preferred direction. To examine propulsion through aligned media,
Taylor’s swimming sheet model was adapted to account for the extra stresses produced
from an alignment of particles. Applying Taylor’s model to non-Newtonian fluids is of
significant interest; this work provides insight into microscopic propulsion in a different
type of complex fluid, one displaying alignment and active properties. We summarise the

work undertaken in this thesis here and outline possibilities for future work.

5.1 Summary of results

5.1.1 Flow-induced alignment in thin rectangular channels

Chapters 2 and 3 sought to calculate the degree of orientation, and hence the linear
dichroism signal, of a bacteriophage suspension aligned due to the shear induced by flow
in thin rectangular channels; the length of the channel is much longer than its width and
depth. Passive M13 bacteriophage were suspended in a Newtonian fluid and so there was
no active contribution to the flow. We began with a simple approximation in chapter 2,
and improved on this to calculate and compare solutions to more accurate flow set-ups. To
calculate the degree of orientation in the system, we defined an orientation parameter S

related to the difference in alignment parallel and perpendicular to the flow direction. This
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orientation parameter, suitable for biaxial samples, differed from that used by McLachlan
et al. [68]; their definition, assuming a uniaxial sample, is not applicable to the biaxial
orientation of particles in flow channels. Throughout both chapters, the velocity, degree
of orientation and linear dichroism signal were compared for a range of parameter values

In chapter 2, we initially consider a 2D rectangular channel; the resulting flow prob-
lem, including the extra stress terms from [76], was coupled with the 2D Fokker-Planck
equation. Steady flow, forced by a constant pressure gradient, and an oscillatory problem
were considered. The steady flow equations were solved semi-analytically and coupled
iteratively, initially taking a Newtonian flow profile. For oscillatory flow, a perturbation
expansion in the volume fraction of particles reduced the flow problem to the Newtonian
case, and hence de-coupled the equations; the Fokker-Planck equation was then solved
using a Fourier transform and ODE solvers.

The results obtained using parameter values supplied by Linear Diagnostics Ltd indi-
cated that the elongated particles prefer to align in the flow direction, as expected, and
their alignment increases with increasing pressure gradient and channel depth for steady
and slow oscillations. For larger oscillations, we found that inertial effects dominate the
flow; the degree of orientation drastically reduces and the relationship with the channel
width reverses so that increasing the channel width decreases the orientation. It was
determined that this reversal occurs for oscillating frequencies larger than approximately
w* = 30 rad/s, beyond this inertial effects dominate the flow.

Linear dichroism signal is calculated by integrating the orientation over the depth
of the channel; it is defined as the difference in absorption of light polarised parallel
and perpendicular to the flow direction. We approximate the signal by calculating and
comparing the degree of orientation in these directions; however, this needs to be in the
plane in which the light source is pointing. Hence, to predict the linear dichroism signal,
we considered a 3D system where a fibre-laden fluid is bound between two walls, with
the light passing through the walls to obtain a signal. With this change we then coupled

the flow problem, similar in nature to the 2D case previously discussed, with the 3D
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Fokker-Planck equation, and dealt with steady and oscillatory problems. Steady flow is
again solved semi-analytically, however the solution to the Fokker-Planck equation now
follows McLachlan et al. [68] (and originally Strand, Kim & Karrila [87]); the distribution
function was discretised spatially via spherical harmonics, which are the solution to the
angular part of Laplace’s equation. This discretisation lead to a system of equations
that were written in matrix form and solved numerically. For oscillating flow, rather
than expanding in terms of the volume fraction, the full problem was solved numerically
via an implicit finite difference scheme. Using spherical harmonics, the Fokker-Planck
equation reduces to a system of ordinary differential equations which are solved using
inbuilt numerical solvers in Matlab. The degree of orientation was lower in comparison
to the 2D approximation in the same chapter, due to the particles rotating out of the
plane. Although the values of the variables of interest change, the general characteristics
and key parameters that would affect the signal to noise ratio are similar.

In both cases, the orientation parameter used in [68] (equation (1.21)) was compared
to the one defined in this work for steady flow. The degree of orientation predicted from
the uniaxial equation for S was lower than that predicted by equation (1.20); in the 2D
solution, the orientation parameter defined by McLachlan [68] also did not predict zero
alignment at the centre of the channel as expected. We have shown that equation (1.21)
is not an accurate prediction of the orientation in channel flow. We also found, for steady
flow, that the orientation parameter appears to have an upper limit of S ~ 0.74 when
increasing the channel depth and pressure gradient. This suggests there is a maximum
possible alignment that can be achieved in the channel.

Expanding on this work, chapter 3 considers a full 3D channel, closely aligned with
the industrial problem of a thin rectangular channel containing a fibre-laden fluid. Here,
the width of the channel is now comparable to its height, while the length scale is still
much larger. For both steady and oscillatory problems the flow was treated numerically;
a finite difference discretisation was used to solve the flow problem, with an ADI method

employed to deal with time derivatives in oscillating flow. As before, the Fokker-Planck
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equation was solved by discretising spatially in the basis of spherical harmonics then
solved at each point in the flow where the shear rate a particle experiences is assumed
approximately constant. The work in this chapter proved to be far more computationally
expensive and complex and so a smaller range of parameter space was taken, specifically
for oscillating flow.

The trend of the results generally agreed with the work in chapter 2: increasing the
pressure gradient increases the orientation, increasing the channel width for steady and
small oscillations has the same effect; for large oscillations the channel depth has an
inverse relationship with the orientation and signal. In general, oscillating flow produced
a lower degree of alignment overall. Comparisons were made between the orientation
parameter calculated in the 3D channel and the channel bound by two walls. At the
centre of the channel the two are equivalent, however closer to the walls the orientation
changes, since the shear rate in the channel is increased by including the channel width.
By averaging over the width we deduced that the orientation produced by the 3D channel
was higher than the simplified version. In general, to highlight the key parameters that
influence changes in the orientation and signal in the system, the simplified channel model
is acceptable; however, to accurately predict the degree of alignment in the channel, the

3D model discussed in chapter 3 would need to be considered.

Recommendations for Linear Diagnostics Ltd

Based on the work in chapters 2 and 3, we make the following recommendations for Linear

Diagnostics Ltd to improve the signal to noise ratio in their handheld devices:

e Increasing the inlet pressure gradient and channel depth will lead to larger shear-

induced alignment and hence a stronger signal in the steady flow case.

e Increasing the pressure gradient and channel depth beyond G* = 5 x 10* Pa/m and

h* = 3 x 10~® m will no longer improve the alignment in the system.

e Tentatively we suggest increasing the volume fraction of bacteriophage in the sample
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to increase the number of aligned particles passing under the light source. However,
care must be taken here as more particles could lead to a higher degree of light

scattering which increases the signal noise.

e The theoretical oscillatory case may be feasible if the fluid is oscillated slowly (i.e.
w* < 30 rad/s), the signal is reduced from the steady case but may still produce

useful alignment.

5.1.2 Microscopic propulsion in transversely-isotropic media

The final part of this project focussed on a different problem, inspired by reproductive
biology, and made use of the transversely-isotropic fluid model of Ericksen [24]. Sper-
matozoa must penetrate fibrous cervical mucus in many internally fertilising species; this
glycofilament-mucin structure forms parallel networks due to hormonally induced changes
in the hydration of the mucus at various stages in the menstrual cycle. The swimming
of microscopic organisms like spermatozoa cannot occur through these fluids via iner-
tial propulsion; a travelling wave traverses the tail of certain cells to aid propulsion. The
classical Taylor’s swimming sheet model, consisting of an infinite waving sheet in a Newto-
nian fluid at zero-Reynolds number, was adapted to account for aligned fibrous networks.
Alongside the fluid problem, the evolution of fibre orientation due to the waving motion
of the tail is calculated. To do this we use Ericksen’s equations for a transversely isotropic
fluid [24], which encapsulate a suspension of fibres with a preferred direction instead of
a dispersion of orientation. This model was linked to the suspension model of Pedley &
Kessler in chapter 1 and in recent work by Holloway et al. [39].

Following the outline of Taylor’s established method, we expressed the velocity in
terms of a stream function which satisfied the incompressibility condition. Inertial terms
are neglected, due to zero Reynolds number swimming associated with microorganism
propulsion, and a perturbation expansion about a small parameter ¢ is taken, equivalent

to the wavenumber multiplied by the amplitude of the sheet. We arrive at a set of partial
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differential equations accounting for the extra stress terms associated with the fibres,
which agree with those derived by Taylor when the extra viscosity parameters are set
to zero. These equations, describing the fluid velocity and fibre evolution, are solved at
leading order to deduce the mean rate of working of the sheet, and at next order, by
considering terms independent of time, to calculate the mean swimming velocity. We
considered four regions of parameter space for the dimensionless active parameter (u;),
anisotropic extensional viscosity (u2) and the anisotropic shear viscosity (u3): an active
only region (uy = 3 = 0), a passive region (u; = 0), a nearly isotropic region (p1, pp and
ps are small) and a region where the parameters are greater than order one.

We found that the behaviour of a swimming sheet in a transversely-isotropic fluid was
drastically different to Newtonian fluids. For a passive transversely-isotropic fluid, there
was no change to the mean swimming velocity and the mean rate of working was found
to increase with both the anisotropic extensional and shear viscosities; we believe this is
due to an enhancement in the apparent viscosity of the fluid increasing the difficulty of
swimming. For active fibres, i.e. those that self-propel, certain initial particle orientations
prove more beneficial for swimming than others; the mean rate of working decreases for
angles such as ¢ = 0, though this also corresponds to a decrease in the mean swimming
velocity.

For certain orientation angles and when p is sufficiently large, we found a reversal in
the swimming direction and occasionally a negative mean rate of working, this may be
due to the stresses produced by the fibre motility overcoming the work the sheet does on
the fluid. This change in swimming direction has also been noted in rotated viscoelastic
networks [96]. Throughout all results, the anisotropic shear viscosity had a far greater
impact than the anisotropic extensional viscosity, notable when the active parameter p,
was large; here we see sharp positive and negative peaks in the mean swimming velocity
and mean rate of working, which may represent unphysical behaviour, reduced more
convincingly by 3 than ps. We believe that the extra stresses due to the glycofilaments

may be acting as a selection process to choose the strongest swimming spermatozoa.
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5.2 Future work

This thesis provides many interesting options for further investigation. For fibre align-
ment in 3D thin channel flow, the assumption of uniform distribution could be reassessed;
if particles accumulate in certain areas of the channel it could alter the signal, and so a
spatially dependent fibre concentration would be useful to visualise this. It is possible
that the fibres interact and may become entangled which would actively reduce the align-
ment and linear dichroism signal; this could be accounted for by incorporating models of
entanglement discussed in [56]. Another aspect that could be considered is investigating
steady and oscillatory flows of an active suspension of particles, akin to modelling cells
such as spermatozoa or E. coli.

Experimental validation of the predictions made in chapters 2 and 3 would be integral
to improving our understanding of fibre-laden fluids in thin channels. Some experimental
work has already been undertaken to qualitatively determine the change in signal when
pathogens are added to a suspension of M13 bacteriophage. The bacteriophage were
conjugated with Anti-Salmonella IgG antibody and AlexaFluor Dye 555 molecules then
suspended in a 50mM potassium phosphate buffer. To test a fluid sample, the bacterio-
phage suspension is diluted in the fluid sample to a concentration around 0.02 g/1.

The diluted sample was tested in the AKTA pure chromatography system, a column
chromatography system which separates different compounds in a sample depending on
their structural characteristics. The column is filled with a solid or stationary phase where
different compounds have varying binding affinities with this absorbent surface, depending
on their polarity and structural characteristics. The solution to be tested is inserted into
the top of the column and the components of the sample that are more attracted to
the stationary phase will remain in the column for a longer period. At each stage, the
sample leaving the column is processed using UV light to determine the amount of each
component in the sample. The aim is to detect any unbound dye or antibody molecules
that have not been removed from the system as they could disrupt the signal and give

false positive results. The conjugation method appears to be effective, with the majority
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0.2mm ¥ 0.2mm

Figure 5.1: Fluorescence image of flow channel under 10x magnification. The bacterio-
phage in solution have dye molecules and salmonella specific antibodies attached to their
surface. (a) A sample of bacteriophage, (b) a sample containing salmonella.

of the components being M13 bacteriophage. We then subject a further diluted sample
(around one in one hundred of the 0.02 g/1 solution) to fluorescence imaging to visualise
the alignment of the bacteriophage and to understand how it changes when the anticipated
pathogen is present. Thus far we have examined the fluid on both a microscope slide, in
an attempt to image the bacteriophage, and in the flow channel itself.

When the flow channel contains a sample free from pathogens, the channel is mainly
dark (figure 5.1a), a small number of light sources can be seen from the bacteriophage in
the sample. When a concentration of salmonella is added to the fluid, the antibodies on
the surface of the bacteriophage attach to a specific pathogen and so the bacteriophage
in the sample congregate around the salmonella (figure 5.1b). It can clearly be seen that
the system is working effectively since at first the bacteriophage do not appear to bundle
together, then when salmonella are present the bacteriophage collect at the pathogen
and the resulting bundles can be seen more clearly. These bundles are not elongated
molecules that will align properly in flow and so will result in a drop in signal, which has
been detected on the prototype handheld reader. We seek to track the orientation and
any collective behaviour of bacteriophage in channel flow; to obtain a detailed image, a
camera of higher resolution is necessary. There are various other predictions that would
be beneficial to verify experimentally, including determining if the maximum degree of

alignment can be achieved and if this matches our prediction. Further, the impact of
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particle number density on the signal and noise, due to light diffraction, could be tested
experimentally; increasing the number of particles should increase the signal however the
effect on the light diffraction must be determined.

For the adaptation of Taylor’s swimming sheet, there are a number of possible research
opportunities; considering a numerical simulation of 3D geometries is one interesting
option. We could also examine motility in a suspension of active or passive particles by
coupling Taylor’s model with a Fokker-Planck equation; this would also require numerical
solution. An investigation into the effects of non-Newtonian fluids such as viscoelastic
fluids or fluids with shear dependent viscosities would aid in modelling a range of biological
fluids. Finally, the model could be extended to describe peristaltic pumping by considering
circular geometry.

Suspensions of particles in biological media occur in a variety of situations; models of
these suspensions can be used as a method to predict pathogen detection or to describe
microscopic propulsion in fibrous biological media. It is important to understand how
the flow of these suspensions varies from Newtonian fluids in order to accurately predict
how the particles impact their environment. We believe this work provides an insight into
the flow-induced alignment of particles, and how the alignment of a fluid can impact the

swimming of microorganisms.

143



APPENDIX A

THE DISCRETE FOURIER TRANSFORM
METHOD FOR SOLVING PARTTAL
DIFFERENTTAL EQUATIONS

To demonstrate the use of fast Fourier transforms to solve ordinary differential equations,

consider the advection-diffusion equation with constant coefficients,

Yt + WYy = Yau, (Al)

subject to periodic boundary conditions. To solve this, take the Fourier transform of vy,

y(zt) = Y Yi(t)e™, (A.2)
k=—L
Yi(t) = %/ﬂ Wy(x,t)e_ik"” dz, (A.3)

for integer L and where, (A.2) is the Fourier transform and (A.3) is its inverse. Substi-

tuting (A.2) into (A.1) we obtain an ordinary differential equation

dy;
d—t’“ +ikuY), = —k*Y}, (A.4)

this is solved using an integrating factor to give

Yiu(t) = Yi(0) exp(—k(iu + k)t), (A.5)
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where Y (0) is the transformed initial condition; this initial condition is expressed by

writing the integral of the inverse Fourier transform using the left hand rule,

1 2w
Y5(0) = —/ y(x,0)e ™ dx
2w Jo
M .
1 2r(j — 1) k(240 21
Nzw;y( M ’0) M (A.6)
M
1 2m(j — 1 il 2G=1)
S (U ) o)
j=1
where M = 2L + 1. Let wy = exp(=5), then
M .
1 277'(] — 1) k(jfl)
O =57 S (o) et (A
Currently, the Fourier transform contains a sum from k = —L to L, however to numerically

solve the problem in Matlab, the negative values (the first M entries) must be shifted along
toL+1,...2L.

For —L <k < —1,

w](\zlfl)(ka) _ w](\]%fl)kw]&(jfl)M

o
DR B G-

_ w}(‘i—l)ke2m'(jfl)

_ ,U-Dk
=wyy ,

2mi(j—1

Since j is an integer, e ) =1 for all j; we can add or subtract multiples of M without

altering the solution. Hence, for L +1 < k < 2L, we rewrite (A.7) as

J=1

Vil0) = 12> (w 0) W, (A.9)
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In Matlab, the notation used is

2m(y — 1

(

D DRI (1) el 0<k<M
VO(k+1) =

LM w0l M Lyl <k <L,

which can be computed numerically using the fast Fourier transform function

1

The solution is then given as

Yi(t) 0<k<L
V(k+1) =

Yion(t) L+1<k<2L,

where Y}, are given by (A.5). The initial conditions are

Vi(0) =VOo(k+1), k=0,1,...L,

Yeoaur(0)=VO(k+1), k=L+1,L+2,...2L+1.

Let I =k — M, then

E+1=1+M+1

=1+2L+2,
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then the initial condition can be written as

Yi(0)=VO(+2L+2), l=L+1—-M,. . .2L—M

=L+1-2L—1,...,2L—2L—1 (A.15)

The solution steps are taken in the following order:

V0 —— Y (0) — Yi(t) —— V. A.16
(A.14) #(0) (A.5) k(t) (A.13) ( )

Once the solution has been calculated, the inverse transform is taken to convert back to

the solution for (A.1). This is done as follows,

27(j — 1) L b
Yy (T,t) = Z Yk Z Yk . (Al?)

k=—L k=—L

To numerically evaluate (A.17), we again change the summation limits to k = 1,... M +1

by splitting the limit of integration,

y<27rj—1 ) ZYk ]1 +2Yk

S (A.18)

L+1

=3 v SO0 Sy g0k

k=—L

Consider the second sum, the limits must be k=L +1to 2L+ 1. Let =k + 2L +2 =

k+M+41,thenl=L+2,...2L+ 1.

27r _1 L+1 2L+1 ‘
y( J ) ZYk . (g 1)(k—1) + Z Yo 1( )w;/j(jfl)(lfol)

I=L+2
L+1 2L+1 (A.19)
St B v
I=L+2

TV
can be combined
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using (A.13) to write the solution in terms of V. Combining the two sums and using the

inverse fast Fourier transform, as each time step, the solution to the original problem is

9n(i— 1 2L+1 o
y (—W(?\/l ),t) = 2 VoY = Miff(V), (A-20)
k=1

This method can be applied to the more complex Fokker-Planck equation, following the

same steps and incorporating non-constant coefficients.
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A.1 Peak orientation parameter and linear dichroism
signal over one time period in oscillating flow

3
x 10 LDpeak

5 0.7

! 0.5
g .
=
<
A3
% 0.3
O

2

0.1
1
200 300

rad/s

Figure A.1: Peak Linear dichroism signal, over one time period, for a range of inlet
pressure gradient and oscillating frequency. The channel depth and number density remain
the same, h* = 3 x 107* m and n}; = 7.33 x 10'7 phage/m? respectively.
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Figure A.2: Peak orientation parameter, over one time period, changing with channel
depth and oscillating frequency. (a) Speqr changing with channel width for multiple os-
cillating frequencies: w* = 1 rad/s (green line), w* = 10 rad/s (red line), w* = 20 rad/s
(blue line) and w* = 40 rad/s (purple line). (b) S, changing with oscillating frequency
for multiple h* values: h* = 2.5 x 107* m (green line), h* = 3 x 107* m (red line),
h* = 3.5 x 107* m (blue line), h* = 4 x 10~* m (purple line). The pressure gradient is
G* = 4.4 x 10* Pa/m and the number density is nj; = 7.33 x 107 phage/m? throughout.
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Figure A.3: Peak orientation parameter and linear dichroism signal, over one time period,
for a range of particle number density and channel depth. (a) and (c) Spear and (b) and
(d) LDpea. The pressure gradient is G* = 4.4 x 10® Pa/m and the oscillating frequency

is w* = 10 rad/s for (a) and (b) and w* = 200 rad/s for (c) and (d).
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APPENDIX B

MATRIX ENTRIES FOR THE FINITE
DIFFERENCE DISCRETISATION OF THE

FIBRE-LADEN FLOW PROBLEM

B.1 Finite difference matrix entries for steady flow

of a suspension

The matrices (3.41)-(3.43) have entries in terms of (3.34)-(3.39) and are dependent on

the sign of G (equation (3.35)) and H (equation (3.36)). The coefficient for the mixed

derivatives does not change and is given by E;; = L; j/4AyAz. The other coefficients

can be summarised for each case as follows:

For Gi,j7 H@j > 0,

c00 _ o ( Jig Km‘) L Gig | Hij oo _ Jig

g Ay? Az Ay Az’ w Ay?
Cw0 _ S G, 00 _ Ky Clow) _ Kij  Hij
" Ay Ay 7 Az? 7 Az?2 Az

For GiJ >0 and Hi,j < 0,

000 _ g ( Jij Kz}j) LG Hij ote0) _ Jig
17]

Ay Az? Ay Az’ s Ay
Ci(y),o) _Jig &’ Cz‘((]"e) _ K n Hi,j, Ci(q,w) _ Ki,j.
7 Ay? Ay 7 A2 Az 7 Az?
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For GiJ’ < 0 and HZ'J' > O,

Jij . Kij Gij  Hij e Jij . Gij
C;(O,O) — _2 5] + 5] _ 5] + 5] , C/L( 70) — 5] + i 7
7 Ay?  Az? Ay Az J Ay? Ay

(B.3)
w0 Jig 00 _ Kij COw) _ Ki; Hi
BT Ry G TR G TRAT A
For GiJ, HiJ' < 0,
OZ(Q,O) _ _9 Jij N Kij\  Giy Hi,j’ 01(6'70) _ Jij L Gijj’
7 Ay? Az Ay Az 7 Ay? Ay (B.A)
J; 5 K.:. H - K. ‘
C(w 0) %J C(Oze) — ,J IvE C(O ?1)) %]
I Ay?’ I Az? * Az’ I Az?

B.2 Matrix entries for oscillating flow of suspensions

To calculate the velocity of pressure-driven flow of a suspension of elongated bacterio-
phage, we utilise an ADI method, discretising using finite differences and splitting the
time step in half. In the first half-time step, the problem is solved implicitly in y and
explicitly in z and mixed derivatives. In the second half time step, the problem is solved
implicitly in z, where the explicit terms are the solution to the first equation at the inter-
mediate time step. The matrix entries and right hand side vector depend upon the sign
of the coefficients of the single derivatives and are summarised here.

For the first time step, the coefficients of each term in equation (3.59) are given by
(3.34)-(3.39). The operator matrix is given by (3.58) and the terms are dependent on the
sign of G as follows:

For Gz;rl/z >0,

At [T G At
CO_1+ 2 - - - ) e — — 2"72)
a?Ay Ay 2 a?Ay
, (B.5)
n+1/2
O =_ At Ji,j Gn{rl/z
v a?Ay? Ay b
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o A (A G A [
0 a2Ay Ay 2 T a?Ay? Ay & ’
(B.6)
n+1/2
_ AtJ; ;
v a?Ay?
The right hand side vector is given by
n, n n, n n,n At n+1/2 - an41/2

+8a2AyAz <uz’+1,j+1 — U g1 T Uyt uifl,j71)>

where for H'; > 0,

A Kr.  H" AtK™. A Kn.
bo=1— t(ﬁﬂ—“ﬂ,b—— W t <“t4n>,®&

a?Az \ Az 2 T 2a2A227 " T 92AL | Az b

and for H}; <0,

At K. H™ At K AtK™.
by =1 — %) J be — J H". bw — zJ . B.
0 a?Az (Az + 2 ) ’ 202 A 22 (Az + Z’”) ’ 202Az (B.9)

The second time step is constructed similarly; the coefficients of the operator matrix

can be defined as follows: For H;f;rl >0,

a?Az Az 2 a?Az?

n+1
Cp=——2 <&j—H“Q.

At Knrtl gntl At Kl
CO =1 + < ) - e y Ce - — o

(B.10)

a?Az? Az b
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For Hﬁfl < 0,

Co=1+

where for G, ; > 0,

and for G; ; <0,

bozl—

AC(E Y A (K
a?Az \ Ay 2 T A2\ Az wi )
ALK
YN
The right hand side vector is given by
by =by Pl TP 2 L 2
At .
5 (P = expli(t™* +7/2)))
AtLI?
7, n+1/2 n+1/2 n+1/2 n+1/2
+ m<ui+l,§+l - ui71,§+1 - ui+1,§fl + uifl,é—l)v
O i W
T T a2Ay Ay 2 ’ O 202Ay2
n+1/2
b, = At Jig _ Gt
Y 202Ay Ay b ’
n+1/2 n+1/2 n+1/2
a?Ay \ Ay 2 ’ 202 Ayy? Ay I ’
At
_ Ty
Y 202Ay
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APPENDIX C

COMPONENTS OF THE ERICKSEN STRESS
TENSOR FOR SMALL AMPLITUDE
PROPULSION

C.1 Components of the stress tensor

Assuming that the velocity takes the form w = (u(x,y,t),v(x,y,t)), the components of

the stress tensor are calculated as,

o1 = —p+ pi(cosg — Osing)® + (2 + pa(cos ¢ — fsin ¢)*

+4p3(cos ¢ — 0 sin ¢)2) % + (ug(cos ¢ — O sin ¢)*(sin ¢ + 0 cos @)
(C.1)

+ 2p3(cos ¢ — Osin ¢)(sin ¢ + 6 cos 925)) (g—z + g—;})

+ IUZ(COS ¢ — fsin (b)Q(sinqﬁ + 0 cos ¢)2 ? 7
Y
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012 = 021

= p1(cos ¢ — Osin @) (sin ¢ + 0 cos ¢)
(1 pa(eos o sin o sing + 0cos)* + (1 - 0%) (524 50) (e

+ po(cos ¢ — O sin ¢)3(sin ¢ + 0 cos @) g—z

+ pia(cos ¢ — Osin d)(sin é + 0 cos ¢)? ? |
Yy

099 = —p + p(sin g + O cos @) + (2 + p12(sin ¢ + 6 cos ¢)*

+4415(sin ¢ + 6 cos §)?) g—;} + (ug(cos ¢ — 0sin ¢)(sin ¢ + 0 cos ¢)*

(C.3)
2p3(cos ¢ — 6sin ¢)(sin ¢ + 6 cos ¢)) (g—z + %)

+ p12(cos ¢ — Bsin ¢)?(sin ¢ + 6 cos ¢)? % )

C.2 Eigenvalue matrix entries for O(e) swimming

The components of the matrix L in equation (4.35) are calculated as

Ly =(1+ 2602 26 + pi3) (A — 2)2 + 1) — po )2 cos 4o
4 (C.4)
+ iy [2 sin 2¢(\ cos® ¢ — A’ sin” @) + (A + A?) cos 2¢ sin 2¢] ,
Lis = — py [22%sin® 2¢ + cos 2¢((A* + A*) sin® ¢ — (1 + A?) cos” ¢)]
(C.5)

+ %(/\3 + \) sin 4o,

where L22 = L11 and L21 = —ng‘
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C.3 Governing equation for O(¢?) swimming

The balance of (4.16) at order €2 is given by

2 2 2
(1+ %Sin2 2¢ + uz) V4 — 1y (281n2¢ il + cos 2¢ (ﬁ — 0 91))

0xdy ox?  0y?

+po | cosdo T + sin 4¢ < ' 4, ))

0x20y? 2 0xdy®  0x3dy

. %0, 0206, 90,\> [ 06,\°
— 1 | 2sin2¢ (90 (8_y2 - al‘2> + (@) - <8_x)

2 2 2
+4 cos 2¢ (890 9% + 6 9% >] — U [sinéld) (2 00 97Wo

Ox G_y 0 0xdy Oxdy O0xdy
6o (a%o e P awo) 1 (6290 - a%) (‘o% ~ a%) (C.6)

2 \ Ox* ox?0y? oyt 2\ 0x2  0y? oy? Ox?
00y (Phy 3 9o n 90 (4 PFipy Py
dy \ 0y3 0x20y ox Jxdy?>  Ox3
Mo 9o Py %00\ PPtho
4 2 — —
cosde ( % (8:6383/ 0xdy3 + ox?  0y? | dx0y
06 [Py 3 PFpo \ 00y 5 Fahy Py
ox \ Oy3 0x20y dy Jxdy?>  Ox3

Py (PP PP _0
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