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Abstract

Super-saturated water body can leads to the death of fish inhabiting it. A pos-
sible way to accelerate the reduction of the air concentration in water is to inject
bubbles in order to increase the gas-liquid exchange surface. To investigate the effec-
tiveness of this technique, two different methods, i.e., Lagrangian-Eulerian(L-E) and
Eulerian-Eulerian(E-E), can be used to simulate the bubble-water mixture. Numeri-
cal simulations using these two different methods have been set up, and comparison
between the results from these two methods have been conducted. A good match
between the two methods when the fluid is quiescent is found, while there is a small
difference when the liquid is allowed to flow by the drag of the buoyantly rising

bubbles. Possible reasons for these differences will be described.
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Chapter 1

Introduction

1.1 Background

Super-saturated water bodies are reported” to kill their inhabitants, fish. The
process is similar to the one that leads to the so called decompression sickness expe-
rienced by deep sea divers, that is, dissolved nitrogen and oxygen form gas bubble
inside fish’s blood vessel because, in a lower-pressure environment, gas dissolved in
the blood tends to come out of solution.

To solve this problem, it is necessary to reduce the amount of super-saturated
air in water. However natural processes including diffusion and convection are very
inefficient. Diffusion is inefficient because the mass diffusivity of dissolved air in
water is very small; convection can bring the water to the surface, but the last few

millimetres present a big obstacle because air has to diffuse the layer. In a previous
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work, Prosperetti and Geng? proposed a way to accelerate the reduction of air by
injecting bubbles into the super-saturated water body, and performed some laboratory
experiments showing the conceptual feasibility of a method of this type. According

to them, injecting bubbles can lead to the reduction of air by two processes:

1. Firstly, the bubbles greatly increase the mass exchange surface between air and
water. Dissolved air can be absorbed by the air bubbles by the process of

diffusion, and then carried to the atmosphere with the bubbles.

2. Secondly, the bubbles can bring up water from deep regions towards the surface
to directly contact with atmosphere. In this process, mixing between low and
high concentration regions will also be increased, which in turn leads to the

reduction of concentration in more super-saturated region.

The aim of this essay is to perform a full and in-depth examination of this tech-
nique by numerical simulation. There are two phases in this system, which are cou-
pled to each other by mass and momentum transfer, and both are subject to two-way
forcing, that is, not only are the bubbles affected by the fluid field, but they also
provide reaction effects. Currently, there are three possible models to simulate this
bubble-water mixture, i.e., fully resolved bubble model, Lagrangian-Eulerian(L-E)
model, and Eulerian-Eulerian(E-E) model. Fully resolved bubble model*? treats the
bubble surfaces as moving boundaries for the liquid, and applies certain boundary

conditions for velocity, pressure and concentration on them. While it captures most
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of the physics, it is so computationally expensive that the number of bubbles it is able
to simulate is way insufficient with respect to that required by the problem described
above. The latter two models are less accurate physically, but they make it possible
to simulate realistic conditions with millions of bubbles.

The L-E approach treats the dispersed air bubble phase as point sources and tracks
the motion of each bubble individually, while the liquid phase is described using the
ordinary Eulerian representation. The E-E approach uses the Eulerian description
for both dispersed and liquid phases. We have developed the computational code
based on flow solver, the so called Bluebottle developed by Adam Sierakowski,” and
the bubble model is modified from Shigan Chu’s original work.” Powered by CUDA
parallel computing, the code is able to efficiently simulate this multiphase flow with

up to tens of millions of bubbles and yield intriguing and instructive results.

1.2 Structure of the essay

This essay will present in detail the works related with the L-E model, including
its theoretical basis and numerical implementation. It will also give a brief summary
of the governing equations used in E-E model and the difference between L-E and
E-E models theoretically. Finally, numerical comparison between these two models
will be shown.

The liquid we are concerning about is water under standard conditions. The
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bubbles are constituted by air, which is assumed to be an ideal gas. The physical and

computational values for all the parameters involved in this problem are summarized

in Table [1.1]

Table 1.1: Parameter values.

Parameters Values
pf 10° kg/m?
v 1075m?/s
Po 1.225 kg/m?
D 2 x 107%m? /s
H 10.3m

Csat.0 2.27 x 10~*kg/m?

g 9.8kgx m/s?

The simulation domain and boundary conditions are chosen carefully in such a
way that an experiment water tank or a segment of river can be simulated. Detailed
information about this can be found in Chapter 4. Air bubbles are injected at a
constant rate through the bottom of the domain by a model of bubble generator,
which will be described in section 3.3, and they will disappear immediately as they
reach the top the domain as long as the boundary conditions on the top are not
periodicity. Bubbles passing a periodic boundary will come back into the domain
through the opposing boundary. This is the same as what will happen in reality.
There are two computational results we are particularly interested in. The first one
is the average dissolved air concentration in the domain, which directly shows the
effectiveness and efficiency of the technique of injecting bubble on the reduction of

dissolved air supersaturation. The second one is the total bubble number in the
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domain, which is closely related to the rate of dissolved air concentration reduction.
As mentioned above, bubbles are injected at a constant rate and will disappear after
they reach the top of the domain. Given the bubble residence time being the same, the
total bubble number should be only dependent on the bubble injection rate. However,
the flow prompted by the injection of the bubbles will change the bubble residence
time dramatically, thus in turn change the total bubble number. So the total bubble
number gives a overall description of the flow field. The comparison between L-E and

E-E models will focus on the above two results.



Chapter 2

Theoretical Model

The Lagrangian-Eulerian approach is widely used to calculate phenomena in mul-
tiphase flow systems, such as particle laden flow.” Its theoretical foundations have
been lay down by previous researchers, and its mathematical formation has long
been available® There are many possible representations for the dispersed phase,”
e.g.,point particles*? statistically averaged field and so on™ The method this essay
uses for its greatest part is adopted from previous works by Prosperettit? for the
specific problem addressed.

The merit of the L-E approach lies in the fact that it finds a good balance be-
tween computational complexity and simulation accuracy. It is not as accurate as
the methods where air bubbles are fully resolved, but makes it possible to simulate
millions of bubbles, as well as showing some detailed flow and bubble features with

relatively inexpensive computational costs.
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2.1 Momentum equation for water-bubble

mixture

We start from the general form of the volume-averaged momentum equation for

water-air mixture:

du 1 d(mzvl> 1
where
1
o= - v, (2.2)

is the volume fraction of air; u is the liquid velocity field; m;, v;, v; are the mass, ve-
locity and volume for the i** bubble; V is the volume of the domain. The summations

are over all the bubbles. Rewrite the above equation as

du du 1 d(m;v;)
Tov. = - g - . 2.3
Iy 0+pfg+apf(dt g>+VZ{mg o } (2.3)

%

On the right hand side, the last term is the reaction force from air bubbles to water,
and the second term is due to the volume occupancy by the air bubbles. Furthermore,

the equation can be put into the point-particle form, which is

du L du;  d(m;v;)
e =V oo 3 G O s ot — a0, @
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where my; = psv; is the mass of water that would occupy the volume occupied by
the air bubble with index i. The average stress in the mixture is approximated by

the stress in water, which is treated as an incompressible Newtonian fluid:
oc=—>p+uVu+uV), (2.5)

and we use the modified pressure p = —(p — pgz),which includes the hydrostatic

pressure. Finally the averaged momentum equation is:

d
pfd—‘; = —Vj+ uVu+F, (2.6)

where F is the total force exerted on the fluid due to the replacement of air bubble

for water, and is defined as follows:

dlli d m;Vv;

The first term is a correction to the inertia of the liquid, the second term comes from
the momentum change of the air bubbles, and the third term is the buoyancy force,
which is the dominant term.

The complete form of the mass conservation equation for the liquid phase is:

B
V~u:a—(;+on~u+u-Va. (2.8)
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The problem this essay deals with has a low volume fraction for the air bubbles part
(within 5%). The bubble injection rate we will use also ensure that the rate of change
of volume fraction da /0t is small. Simple dimensional analysis will show that the
third term on the right hand side of equation ([2.8]) is also small compared to the term
on the left hand side. The length scale L for the variances of velocity and volume
fraction are about to be the same, because both of them are caused by the injection

of air bubbles. Suppose the velocity scale is U we have:

U
V-u~ Z, (29)
U
u-Va ~ ar, (2.10)

so the relative magnitude of these two terms is:

u-Va
V-u

~a <l (2.11)

From the above discussion, it can be seen that all the three term on the right hand side
of equation [2.8] can be neglected to retain the continuity equation for incompressible

flow:

V-u=0. (2.12)



CHAPTER 2. THEORETICAL MODEL

2.2 Scalar diffusion equation

We start from the general conservation equation in a control volume:

d

- Cde = Qde - % cu - nde - % J : ’I’Lde, (213)
dt Vi Vi Sy St

where c is the density of air dissolved in water, and it has a dimension of kg- m~3.

On the right hand side, the first term is the volume source,

Np

Q=— Z d;;bi5(x —X;).

%

The third term is the diffusive transport of mass through the control surface, where

7 is the average diffusive mass flux, and according to Fick’s law,
jJ=—-DVe,

where D is the mass diffusivity of air in water. So upon volume averaging and using
the continuity equation [2.12] the general form of differential equation for concentra-

tion of air in water is:

(1—a)— = — + V- ((1—a)DVe). (2.14)

10
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Again it can be put into the point-particle form, omitting the term Da because a < 1,

then we have:

dc—Dv2 +Z[ Mes) dt’} o(x — ), (2.15)

where m.; = ¢;v; is the mass of air that would be dissolved in the volume occupied by
i'" bubble. Because ¢; << pair, m.; << m; and thus is negligible, finally the scalar

diffusion equation is

& _ pyre— 3 i s o — ) (2.16)

2.3 Air bubble model

The Lagrangian approach is applied here, so the air bubble position @; can be

found by integrating

dzcz-
dt

= v;. (2.17)

The equation of motion for each air bubble is

d(pyvv) du dv dv
pra —3nCaprdp(v —u) + Cyupy |v pri + (u — v)%

du
+psv—+Cipsu(V X u) x (v —u) + (pp — pr)vg.

dt

On the right hand side, the first term is the drag force, the second one is added
mass force, the third one is the virtual buoyancy, followed by lift force, gravity and
buoyancy. Virtual buoyancy comes from the pressure distribution on the surface of

11
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the bubble due to the acceleration of the fluid. Lift force is neglected, giving

d(mw) du dv dv
e =3 fudy(v — u) + Copy {v (E - E) + (u — U)E] + (m —my)g.
(2.18)
C, = %, and f can be determined from the following experimental correlation:
f=1+0.15Re)", (2.19)

where Re, = pdy|u — v|/pu, is the Reynolds number defined on the basis of velocity
difference between the bubble and local fluid. The change of bubble mass is modelled

by

dm.;
% = dehz<cz — Csat,i); (220)

where cgq,; is the saturation concentration at the surface of bubble with index i. h;

can be determined by the standard correlation

hidy

Sh= =2 =924 0.6Re/>SV/?, (2.21)

where Sh is the Sherwood number and S. = v/D is the Schmidt number. Therefore

the final form of the mass transfer equation is:

dmi

dt

= wdpShD(¢; — Csati)- (2.22)

12
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Air is assumed to be an ideal gas, so ideal gas law can be applied to every bubble:

ZRST
v = (2.23)
Di

where Ry is the specific gas constant. Volume change of the air bubble can then be

described by the following equation:

Vi v, (2.24)

dUZ' d mstT . RST mstT
dt — dt B

wdyShD Ci — Csatyi) —
pi pe DL W

Define H = py/(prg) ~ 10.3 m. By further assuming that temperature is constant
and pressure in water is approximately the hydrostatic pressure, p = py + prgh,the

above equation can be rewritten as:

dv; H (¢i — Csati) 1
it H+h " o CHER™ (2:25)
where w; = —% is the vertical velocity of #;, bubble. It is preferable to write the

above equation in the form of bubble diameter to have a nicer form:

ddb 2 ShD (Ci - Csat,i>

1
—2 = - dyw; 2.26
it 1+h/H dy  po SH+h " (2.26)
Finally, csq; can be computed from Henry’s Law
p = kuc, (2.27)

13
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where kp is constant for dissolved air. We assume that the pressure disturbance
caused by the flow prompted by the injected bubbles are negligible compared to the
hydrostatic pressure. cgq is the saturation concentration of dissolved air in water
under standard atmospheric pressure, then ¢y, ,; can be represented as

h
Csat,i = (1 + E)Csat,ﬂ- (228)

2.4 Summary of equations in E-E model

The governing equations for the E-E model also comes from the previous works by

13114

Prosperetti, where 5 extra field variables are introduced to describe the dispersed

bubble phase:

1. n: number density field, which describes the distribution of bubble position;

2. vp: bubble volume field, which describes the distribution of bubble volume;
from vy, the bubble mass field m; and bubble diameter field d, can be directly

computed;
3. w: bubble velocity filed, which describes the distribution of bubble velocity.

With the definitions given above, the governing equations for E-E models can be

developed.

14



CHAPTER 2. THEORETICAL MODEL

First, the mixture momentum equation is:

d )
Pfd_ltl = —Vj+uViu+F,

where
F =nuv, £o pg.
p
F is just the buoyancy force.
Then, the bubble motion equation is:
(Z—? + V- (wn) =0.

(2.29)

(2.30)

(2.31)

Bubble number density is allowed to be changed by convection, and the convective

velocity is the bubble velocity field, which is explicitly computed from

w=u—wr—-,
gl

(2.32)

where wy is the terminal velocity field, and is computed by implicitly solving the

equation balancing drag and buoyancy:

_rr—mdillgl
pf 181/ff7

where f is available from equation (2.19).

15
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Finally the mass exchange equation is :

de 9 .

&= DVie— M, (2.34)
0 .

5 (PY) +w - (pv) = M, (2.35)
M = wdpShD(c — Csat)- (2.36)

The L-E model and E-E model resemble each other in many ways, e.g., the mixture
momentum equation and the concentration equation have the same form. However

the difference between the two models are noteworthy, and they are the following:

1. The fundamental difference between the two models lies in that the L-E model

tracks each bubble, while the E-E model describes bubbles using a density;

2. The L-E model allows bubbles to accelerate and accounts the volume fraction,

which adds two extra forcing terms into the mixture momentum equation;

3. The E-E model assumes all the bubbles to be equal in each cell.

2.5 Average model

For the purpose of numerical testing, a simplified average model is developed. The

volume average of any quantity ¢ in water phase is defined as,

@t = - /V a(x + &, ). (2.37)

16
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All the quantities in angle bracket are the volume averages of that quantity, and can
be computed from the above equation. Assuming all periodicity boundary conditions
on the faces of the computational domain, then scalar diffusion equation ([2.16)) can

be integrated over the entire computational domain,
NP

N,
Oc Zp : 1 } : -

Note that the volume integral of the convection and diffusion terms are zero because of
the periodicity boundary conditions and thus don’t appear in equation [2.38] Further
assume that the rate of change of «v is negligible. The above equation can be simplified

to:

(1—a)%<c> _ —%Zm (2.39)

Define particle average p as
1
pP=— ;- 2.40
P=, ;p (2.40)

The above equation then becomes

(2.41)

17
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where (n) = N,/V is the average number density in the entire computational domain.

Upon putting the expression for r7i; into the right hand side, we find:

d,,_ )

dt<c>  1-a

deShD<Ci — Csat,i)- (242)

Define coper,i = € —Csat,i, which is the concentration over saturation. ¢y, ; is considered

to be constant over the entire computation domain, so we have

d d B B
<Cover> - <C> — Csat,iy %<Cover> - E<C>’ Cover,i = Ci — Csat,i- (243)

Equation (35) can then be rewritten in c,yer;; for convenience, the subscript over is

omitted from here on,

d,._ n) —err—
%<c> =71 aﬁdbSthi. (2.44)
Let
mdyShDc; = mShDdy¢; + [rShDdyc;) . (2.45)

If the bubble number is large and they are evenly distributed in the domain, (c) and
¢; are approximately the same; upon neglecting the second term on the right hand

side in the above equation, we find:

mdyShDc; = mShDdy({c). (2.46)

18
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Finally equation ([2.44) becomes

d,,___n a
5(0) = — T mShDdy{c). (2.47)

Apply particle average on the diameter changing equation ([2.26))

dd, 2 ShDe¢ 1 1

o _ 2 OMTG L 0 g 2.48
at 1+h/H d po  3HR™ (2.48)

The second term in the right hand side accounts for diameter change due to pressure
change, which is much smaller the the first term. Moreover, it is exactly zero for a

static bubble, so we have

d 2 D ¢
ddy _ 2 ShDa (2.49)
dt L+h/H dy po
Still we can rewrite it into the combination of two terms:
2 ShD¢ 2 ShDg { 2 Sthi]’ (2.50)
L+h/H dy po 1+h/H po d, |1+h/H dy po]’ '
where the second term is neglected. The final form becomes
dd 2 hD 2 hD
2% ShDe ShD (c) (2.51)

dt — 1+h/H po dy 14+h/H po dp

19
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Upon dividing equation ([2.47)) by equation (2.51)), we find:

—2
9 _ 42— _ d 2.52

<§> (1 +h/H){n)po—

where k is a positive dimensionless number defined by

_ w(l+h/H)
So
d d) =0 2.54
L) + wim)oo’) = 0. (2.54)

Suppose the initial condition is (c)|;—o = co, dy|i—0 = do, from the above equation, we
have the equality

(c) + /i<n>p0d_b3 = ¢ + k{n)pods = my. (2.55)

If the pressure variation in the computational domain can be neglected, i.e.,h <

H, pyubbie = pos
7 TV
— - 2.56
"T61—a) 6V, (2.56)
Then equation ([2.55) is equivalent to
T —3 ™
)V + Npzpody” = eVy + Npgpodg, (2.57)

20
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which is just the mass conservation of air in the computational domain: total mass
of dissolved air in water and air in bubbles doesn’t change. Eliminate (c) in equation
(2.51]) using equation ([2.55]),

d_de_Z B wSh
1—d_Z3 l1—«

D{n)d,dt, (2.58)

where d3 = d3 +cy/r(n)po is the biggest average diameter the bubbles can ever reach;

d_;j = Z:i. By integrating the above equation and using initial conditions, we find:

_2 JR—
1 — 1 2
1. (d1 d_0> s de + dpdy +d21
37 \dy —d 6 d2 + dody + d?
12d, (dy — d)
13d3 + 16dydo + 8d1(dy, + do)

— 2arctan ( ) _ m5h Ddy(n)t. (2.59)

o l-a

By using equation ({2.55)), similar result can be found for (¢). The evolution of (c)
and d;, can be easily found by solving equation and the corresponding equation

for (c), which can be used to approximately test the code with the full model.

21
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Numerical Implementation

The system of equations is discretized with finite difference methods, and a code
was developed accordingly to integrate them to find the numerical solutions. The code
was written in C with the parallel computing platform CUDAY created by NVIDA.
CUDA makes use of the powerful modern GPUs, which increase the computing per-

formance dramatically .

3.1 Flow solver with scalar convection-diffusion

equation

The grid arrangement and discretization for the momentum equation follows the
convention adopted from the flow solver. A regular Cartesian grid in a staggered-grid

arrangement is used, with scalars located at cell centers and each velocity and body

22
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force component at their respective face centers. A second order projection method!®

is used to discretize the incompressible Navier-Stokes equations:

w ="+ At [—(u- Va) T2 4 (Vi) T (3.1)
A

u"tl = ut — _tvpn+l/2‘ (32)
Pf

The terms with superscript n + % are intermediate terms, which are advanced using
the Adams-Bashforth method. To enforce the divergence-free condition in the N-S

equations, pressure Poisson equation is obtained by taking the divergence of equation

(3.2)
VvV -ut
At

v2pn+1/2 — ,Of (33)

This equation is solved with zero normal gradient boundary conditions on the 6
surfaces of the domain. Finally, the intermediate velocity u* is projected onto u™**
via ((3.2)).

The convective terms are first written in conservative forms, then discretized using

23
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a second order central difference scheme. The formula for the z-component is :

(u . Vu) .e _ (Ui+1,j,k — ui,jyk)Q - (ui+1,j,k + Ui71,j,k)2
’ 4Azx

i7j7k

n (Wi jr1d + Uigik) Vija1 ke + Victjr16) — (Wije + Wijo1.4) (Vije + Vie1jk)

4Azx
n (Wi g1 + Wigge) (Wi g1 + Vic1 1) — Wije + Wi jie—1) 204k + Wic1,k)
4A\x ’
(3.4)

Similarly, the discretized formula for the x-component of the the diffusive terms is:

Uil jk — 2Ui gk + Uil j U — 2 5+ UG-
2 i+1,5,k .7,k i—1,5,k i,j+1,k 0,7,k i,j—1,k
(V2u) - e,| = J J gk o i J J

Ax? Ay?

Wi j k1 — 2Wij g + Uijk—1

+
Az?

(3.5)

The time step size of forward in time central in space(FTCS) scheme for a typical

convection-diffusion equation should satisfy the stability constraint™ that is:

At <mind 22 2 2V DY DY 2V 8z 02 SV L 3.6
_mm{|u|’21/’u2’|v|’2u71)2’|w|’21/’w2} (3.6)

To satisfy this condition, the flow solver determines the time step by the following

formula:

CFL
At = || 2v u? [v] 2w 2 [w] 2% w2’ (37)
mTa T Ty tap T T taz Ty

z 2v

where C'F'L is a constant between zero and one. In our simulation, we set C'F'L to be

24
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equal to 1. An extra scalar convection-diffusion equation needs to be solved. Values
of the concentration field are located at each cell center. As long as the flow field at a
certain time step is known, the scalar equation can be integrated independently. The

convective term is firstly written in conservative form:

u-Ve=V_.(uc) = 8591;0) + 8(61;0) + 8(871;0). (3.8)

Since velocity values are located at face centers, while concentration values are located
at cell centers, all three velocity components are interpolated to cell center using
simple linear interpolation, then a compact first order upwind scheme is used. Suppose

the convective term is discretized around a cell center, indexed with i, j, k. Define:

v — Ui—1/2,,k -QF Uz’+1/2,j,k7 (3.9)

_ Ci—1jk T Cijk
Co=—"5

_ Cixljk T Cijik
C€ — #.

(3.10)

(3.11)

Index 1/2 indicates that u is face centred, so wu. is just the interpolated x-velocity
on cell center, and ¢, and ¢, are concentrations at two neighbouring face centers in

z-direction, where the z-position of ¢, is to the left of that of ¢,. Then the term
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J(uc)/0z can be discretized as:

d(uc) CijkUc — Cowli—1/2,jk
If c > 0: = o) S )
“ Ox IAz
ijik 2
d(uc) Celi4+1/2,5,k — CijkUc
If u, < O: - ok = gt (3.12)
(9x ik §A$

The other two terms are computed similarly.

The diffusive term is discretized with second order central difference scheme:

2 Citlgk — 2Cijk T Cim1jk | Cij+ik — 2Cijk T Cij—1k
(Vo) = 5 + 5
Ax Ay
i7j7k
Cijjk+1 — 2Cijk + Cijr—1
e ! S (3.13)

Az?

A second-order variable time step Adams-Bashforth method is also used to inte-
grate the equation over time. Similar stability constraints also apply to the scalar

convection-diffusion equation, which is:

At < min{ =2 2T 22 2y oY 22 22 8 22 3.14
_mm{\u|’2D’u2’|v|’2D’UZ’Iw]’2D’w2} (3:-14)

In the simulations, the dominant part of (3.7) and (3.14)) is mostly w?/2D and other
similar terms. And since D is much smaller than v, the time step size determined
from (3.14) is mostly much smaller than that from (3.7). There are two ways to

handle this. The first way is to use the smaller time step as a sub time step, that
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is integrate the N-S equations using the longer time step, then integrate the scalar
equation as well as the bubble equations using the smaller time step until it reaches
the span of the longer time step. This is more computationally efficient, however, it
compromises accuracy especially since there is a two-way coupling between the flow
and the bubbles. So the second way is preferred, i.e., using the smaller time step for
all the equations.

In the mixture momentum equation, scalar diffusion equation and the bubble
momentum equation, there are terms with subscript ¢, like u;, du;/dt, ¢;, which are
fluid properties at the bubble position. All these values are interpolated with a
second order Lagrangian interpolation using values from eight neighboring cells. In

one dimension, the weight functions are

T — X2 Yy—mu

lxlz 7l 2_ 7l 1: 9
H To — T H Tl — T2 y” Y2 — Y1

L2l = 2= = e =
Y1 — Yo 22— 21 21— 22

where x1, 2, Y1, Y2, 21, 23 can be the position of the cell center or face center depending

on the value type needs to be interpolated. Finally the 3-D weight is

B i, k=12 3.15
Zm»n,pzl lo[m]ly[n]L.[p] J ( )
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3.2 Delta function and source implemen-

tation

The source terms have the form f,d(x — x;). To numerically approximate them,
value of f, needs to be available at all the cells in the domain. The conservation of

mass or momentum in equation and requires

/V Jod(x — x3)dV = Z Vefiik (3.16)

i7j7k

where V' is the volume of the entire domain, v, is the volume of a cell, and f; ; is

the value of source terms at cell with index 4, j, k. Therefore, we have

B S i (3.17)

i’j?k

Suppose that f; ;, can be represented by f,/v. using some weight function w; ;, so

that f;;x = w; jfp/ve. From the above conservation law, one can conclude that

> wigk =1 (3.18)

i7j7k

The summation is over all the cells in the domain. In the essay two kinds of weight
functions have been used. The first one uses the simplest delta function weight, by

setting w; jr = 1 in the cell where the bubble center is and w; ; = 0 in all the other
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cells. The second one uses a Gaussian function

9(|x —xi|) = (2712)3/26_}(232, (3.19)
where o is the width of the Gaussian kernel and is taken to be the smallest length of
the three sides of each cell. In our simulation, we cut off the Gaussian weight to a
cube of 27 cells and rescale it to make sure the conservation law is satisfied. Suppose
the index for the cell where the bubble center is is ig, jo, ko, define At =i —ig, Aj =
J—Jo, Ak =k —ko, 7, = (AiAz)* 4+ (AjAy)* 4 (AkAz)?, where Az, Ay, Az are the
length of the three sides of a cell. If —1 < Ai, Aj, Ak < 1, formula for the Gaussian

weight we use is as follow:

1 lzz,j,k
I — Z —67 202 (320)
2\3/2 ’
—1<ALAfARL] (QWU ) /
1 2
s (3.21)

Wi, 5k = WB )

otherwise, w;; is zero. By either using the delta or Gaussian weights, the source
terms can be mollified to be a field in the domain so that they can be integrated
directly in the mixture momentum equation and the scalar diffusion equation. In
practice, the Gaussian weight is much smoother than the delta weight, as expected,
yet both of them will make the scalar field oscillatory to some extent. Because both

of them use a certain range of cells, and there will be a sudden jump when a bubble
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moves across the boundary of a cell in this range.

At the early stage of the project, we found another problem which arose when
integrating the mass transfer equation . In a natural diffusion process, if the
ambient water body is super-saturated, an air bubble will grow monotonically with
time and the concentration in water body will not go below saturation. This is not
the case in numerical integration. The mass transfer rate of a bubble will increase
with the growth of its diameter. At that time we were using a rather small cell size,
so the bubble was able to grow as large as several tens of cell size. Then the mass
transfer rate will be so high that the concentration in all the cells where sources are
present went below saturation or even below zero in a single time step. This in turn
led to the loss of mass of the air bubbles, which made the concentration in those cells
to be very high, and the concentration even lower in the next time step. This process
repeated, worsened, and come to an end when the mass of the air bubble becomes
negative. The reason why this happened is that either weight function has a fixed
width, and the bubble radius may go very far beyond this width. Although this rarely
happens in the simulations we are running right now, for we are using larger cell size,
but it motivated us to use a way to implement the sources which is robust for any
cell size.

The method we used was developed by Capecelatro and Desjardins*® Besides

mollification, they introduced a second step to spread source implementation accord-
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ing to a diffusion equation

The purpose of this step is to diffuse the source field from mollification to a length
scale comparable to the bubble radius. This is equivalent to having a weight kernel
that will change width with the growth of bubble radius. According to their work,
the diffusion time 7y is determined from

max (07 — Az?,0)

D —
T 16102

(3.22)

For a mono-disperse system, d; = 3d,, and for a poly-disperse systems, 0; = max (dp).
Simulations with this method have been set up, and the scalar field and mass transfer

rate become smoother than those without the diffusion step.

3.3 Bubble motion and bubble generator

implementation

Bubble positions are directly integrated from the equation (2.17)) using the Euler
method. A neat exponential integration technique* is used to integrate the bubble

motion equation (2.18]) to get the bubble velocities. The method is the following.
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Equation (2.18)) can be written in the following form

MCC%) = —av+ F, (3.23)

where

M =m+ Cypyv, (3.24)

is the "actual” mass of bubbles in the liquid,

dm dv
a = 37TCdpfdb + % + Ca%, (325)
is the coefficient for all the forces that are proportional to v, and
d d
F = 3nCyprdpyu + C’apfvd—? + Capf'u,d—: + (m —my)g. (3.26)

The dominant part in F is (m —my)g, so F' is approximately constant. An equation

of the above form can be integrated as follows,

v(t+dt) = exp(—ét%)[v(t) - g] + g, (3.27)

where 0t is the integration time step. The term F/a has the dimension of velocity,
which actually is what would be the terminal velocity if the bubble was only subjected

to buoyancy. With this integration technique, bubble velocities are guaranteed to

32



CHAPTER 3. NUMERICAL IMPLEMENTATION

converge to their terminal values when gravity dominates and larger time steps can
be used. For accuracy, it is preferable to use a time step that satisfies ot < % This
is a rather strong constraint on the time step, and since all the equations, including
the mixture momentum equation, use the same time step, imposing this constraint
will greatly increase the computational cost. The inaccuracy cost by using a large
time step is most significant at the time of injecting bubbles, where all the bubbles
are accelerated from zero to terminal velocity. As a consequence, instead of requiring
At < %, we inject the bubbles with terminal velocity. Then the difference between
bubble velocities and their terminal values are always small, so that using a bigger
time step is legitimate.

The bubble generator is a model that injects air bubbles into the domain at a
constant rate from the bottom of the domain. It can also determine whether bubbles
have moved out of the domain or not and kill those that have moved out. The
numerical implementation is basically a data structure and memory management
problem.

An array of integers a[i] is used to track whether each bubble is in the domain or
not. The corresponding element will be set to 0 if the answer is yes, and 1 otherwise.
After each time step, this array will have a value of 0 or 1 for each of its element.
Then a second array of integers b[i] is created. The value of k' element of the second

array is

bk = alil
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which is just the summation of all the elements in the first array before and including
index k. So the value of b[k] is the total number of bubbles that are out of the domain
among all the bubbles with index from 0 to k. The last component of the array b is
the total number of bubbles that should be killed. The data for all the bubbles are
stored in an array of C structure. After obtaining the value of array b, the data of all
the bubbles inside the domain can be copied to a new array. In this process values of
array a are used to determine whether a certain element of the old bubble structure
should be copied or not, and values of array b are used to determine the index of a

bubble in the new array,

lnew = lold — b[iold]' (328)

Finally the memory used to store the old array is freed.

The tricky part is to find a parallel algorithm to compute b based on a, which is
a so called inclusive scan. In serial code, it’s trivial. A single loop can be used to
sum up a to get b. A parallel algorithm developed by Hillis and Steele (1986)<” is the
current solution for the problem. The following figure shows how it works:

Suppose we need to perform an inclusive scan on a array x with n elements. At

the first stage of the algorithm, the operation is:

vl = i) +xfi—1 if i—1>0,

21[i] = a[i] if i—1<0,
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Tixgeexg) | Zlxgeekt,) | Z(x,) | Z(Xgex)) | Zlxgex) | 20X} | Zlxgexy) | Zixgex;)

Zlxyx) | Zhxg-x) | Zle,x) | Zlex) | Zlx,.x) | Z0e--x) | Zle,-x) | Zix,-x)

Z(xyx)) | Zhxg-x) | Zlep) | Zlegx) | Zlxy.x) | Ze-x) | Zlx,-x) | Zixp-x)

Figure 3.1: Computing a scan of an array of 8 elements using Hillis and Steele scan
algorithm

where x; is the array after the first stage of operation. At the second stage, the

operation becomes:

xoli] = xq[i] + a4t — 2] if i —22>0,

At the k' stage, we have:

wpi] = wp_1[i] + kpoy[i — 2] if i — 2871 >0,

ri[i] = 2p_1]i] if ¢—2F1<o.

After log, n stages of operation, the array we get is the inclusive scan of the initial
array. At every stage, number n addition needs to be done, so the computation com-

plexity of this algorithm is O(nlog, n), which is a great improvement over the serial
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algorithm with computational complexity O(n?). With this method, the memory
used to store bubbles data can be allocated and freed dynamically.

The last thing to describe is the bubble injection area. A typical injection area is
a square area located at the center of the bottom of the domain. The liquid in the
cells where the bubbles are injected will be subjected to forces from the bubbles, and
those without will not be. A problem may arise near the edge of bubble injection area,
where a large difference in forcing within neighboring cells may occur. In practice this
has been found to lead to a divergence of pressure-Poisson equation. To resolve this
problem, bubbles are injected in such a way that their positions satisfy the following

probability density function:

1 — %) — L, Lo —
P(x,y,z) = fexp (%) <1+tanhx 1) (1+tanh 2 x)

z €1 €2
(1 + tanh u) <1 + tanh yQ—y> ., (3.29)
€y1 €y2

where [ is a normalization factor, which can be find by requiring the integration of P
over the entire domain to be 1. 2y, L1, La2, Ly1, Ly determine the bubble injection

area. The bubble injection rate then is given by

N($7y7z) = th<l',y,2), (330)

where N(x,y,z) is the bubble injection rate at position (z,v, z), and N; is the total
bubble injection rate.
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Because of the property of the hyperbolic tangent function, the value of this
distribution within the region L,; < o < Ly and Ly; < y < Ly is almost uniform. Its
value outside this region is almost 0. In the area near @ = Lg1,2 = Lyo,y = Ly1,y =
L, its value decreases, although not sharply, but continuously from 1/1 to 0, which
resolves the problem caused by the discontinuity of the bubble injection boundary.
The smoothness of the distribution at boundary is controlled by €1, €52, €41, €2. By
numerical testing, the value we use is ¢; = L; /5,7 = x1, 22, y1,y2, so that majority of
bubbles will still be injected in the square area, and the edges are smooth enough to
prevent the divergence of pressure-Poisson equation.

Numerical realization of this method is by firstly generating certain number of uni-
formly distributed bubble positions using a pseudo random number generator. Then
a filter is used to transform the uniform distributed numbers to the desired distri-
bution. The filter can be found by using the inverse transform method?! Suppose
X is a random variable that satisfies uniform distribution. One wants to generate a
random variable Y with the cumulative distribution function F(Y) by transforma-
tion Y = G(X). Then G = F~'. The probability distribution function desired is
given by equation (3.31), so its cumulative distribution function F' can be found by
numerically integrating P. We only generate values for F' at all the cell centers. F~*
is readily given at all the cell centers, and it is a monotonically increasing function.
Given a (xp,yp, ) that is not the position of a cell center, a simple binary search

algorithm is used to find the neighboring two cell center positions. The value of F~1
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at (x,,Yp, 2p) can be interpolated from the values of F'~! at the two neighboring cell

center positions.

3.4 Computational Parcels

In L-E simulations, one possible trick to save computational resources is using
computational 'parcels’##2% N, injected air bubbles can be represented by N, com-
putational parcels. The motion of every computational parcel is just like that of one
single actual bubble, while the total mass transfer and momentum transfer between
parcels and liquid is exactly the same as actual air bubbles. V. isn’t necessarily equal
to N,. In fact, it can be a multiple of N, so as to save computational cost as well as
making simulation with more bubbles possible. Validity of this method needs careful
examination and rigorous analysis.

Intuitively, the method will make the flow field and concentration field less ac-
curate. However, as long as this inaccuracy is not too large to change the bubble
residence time significantly, the process of bubbles absorbing mass out of the liquid
should also not be affected too much. The ratio of N, to NN, is an important factor,
and the volume fraction of air bubble should be the other. Numerical results showing

the effect of N./N, will be shown later.
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Numerical Results

In this chapter, numerical results from the code built with the numerical methods
discussed in the previous chapter will be shown. Firstly, results from two simple
verification cases will be shown, followed by results showing the effect of different
weight function in the source implementation and the size of computational parcel,
and finally an emphasis will be put on the discussion about the comparison between
results from the L-E model and the E-E model. The results of the E-E model comes
from the works by my colleague Yuhang Zhang 2425

The domain is always a cuboid, so there are 6 boundary surfaces. For the velocity
field, no-slip non-penetration boundary condition are used for the bottom surface
to simulate the solid bottom of river or tank. No-penetration free-slip boundary

condition are used for the top surface to simulate the free surface of water-atmosphere

interface, and periodicity boundary conditions are used for the four lateral surfaces.
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For the pressure field, zero-gradient boundary conditions are used on both top and
bottom domain, and periodicity boundary conditions are used for the four lateral
surfaces. For the concentration field, zero gradient boundary conditions are used on
both top and bottom surfaces to ensure that no dissolved air can leave the domain
via diffusion. Recall that in the velocity boundary condition, the normal velocity
at top and bottom boundaries is zero, so that dissolved air can’t leave the domain
via convection. Thus the only way for the total mass of dissolved air in the domain
to decrease is by transferring into the air bubbles and leaving the domain with the
bubbles. In all of the following discussions, the above boundary conditions are used

unless otherwise specified.

4.1 Comparison with the simplest model

For verification purposes, a numerical simulation with the simplest model was
set up. In this model, both the flow and the bubbles remain quiescent all the time,
one and only one bubble sits in the center of each cell. With this simplification, the

number of equations can be reduced to two, which are,

de 2ndyDc

— = 4.1
ddb 4Dc

== 4.2
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where V' is the volume of one single cell. These two equation can be easily integrated
by Matlab ODE solver, and the result can be used as verification.

In the simulation, the domain and bubble position arrangement can be visualized
by figure Both the flow and the bubble are set to be quiescent to match the

condition of the simplest model. The domain size is 2x2x2 ¢cm? and the number of

cells is 20x 20x 20.

st

SA LSS

rww

7
/
%

Figure 4.1: Bubble position arrangement

Figures and show the evolution of the radius of one single bubble and
averaged concentration in the domain over time for the results from the simplest
model and the L-E simulation, respectively. The concentration is normalized using
the saturation concentration. It can be seen clearly from the two plots that the these
two methods are indistinguishable. This verifies that the numerical implementation

of concentration equation and bubble mass/radius equation are correct.
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Figure 4.2: Evolution of radius for one bubble over time for result from simple
equation integration and numerical simulation
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Figure 4.3: Evolution of average concentration over time for result from simple
equation integration and numerical simulation
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4.2 Comparison with the average model

In Chapter 2 section 2.5, the equations for the evolution of average concentration
in the domain, equation and average bubble diameter, equation [2.51, have been

derived. These two equations can also be easily integrated, and the result used for

comparison.
13 \ T T T T T
L [ Cell Number 40 2
1.25 | — — — Cell Number 20 3| T
Average Model
12+ \ i
S \
g \
€115 0\ 1
3 \
5 3
o 11°Ff \ i
AN
1.05 | ) -
N
\~\.\
1 1 |.-_~ e e e J——
0 20 40 60 80 100 120
Time(s)

Figure 4.4: Evolution of average concentration over time for result from average
equation integration and numerical simulation, bubble injection rate 50000/s

Since the average equation is derived assuming periodicity boundary conditions on
all the boundaries, the simulation will also accommodate these boundary conditions.
The flow is still set to be quiescent all the time while the bubbles are allowed to

3. Two different grid size with total cell

move. The domain size is still 2x 2x2 c¢m
numbers equal to 40° and 20% are used. In figure , the blue solid line shows the

result from the average model by choosing the Sherwood number to be equal to 40.
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This choice accounts for the change of mass transfer rate between a single bubble
and the fluid due to the motion of the bubble. Numerical results with different grid
size are indistinguishable, which shows grid convergence of the code. Good match

between average model and numerical simulation is found.

4.3 Different weight function in source im-

plementation

As mention in section 3.2, there are two weight functions that are implemented
in the code, that is delta function and Gaussian function. Simulation conditions are
summarized in table E.1]

Table 4.1: Simulation Configuration

Domain Size 4em X 4em x 10em(x, y, 2)
Resolution 40 x 40 x 100(z,y, 2)
Initial Concentration 10 times saturation
Bubble Initial Radius 0.1 mm
Bubble Injection Rate 50000/s
Liquid allowed to flow Yes

Note that a very small domain is used, while the initial concentration is very high,
both of which are unrealistic. This is because, for numerical verification purposes,
the point is not to simulate realistic conditions, but it is to push the numerics to see
how robust the results are. The configuration for all the simulations discussed from
here on are the same as shown in table unless otherwise specified.

Figure shows clearly that the difference due to the use of different weight

function is negligible. Since the Gaussian weight function is more computationally
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Figure 4.5: Evolution of average concentration with Delta and Gaussian weight
function

expensive than the delta function, the delta function is preferable.

4.4 Effect of computation parcel size

Three simulation cases are set up with the same configuration except that different
computational parcel sizes, N./N, = 0.1,1,10 are used. The case with N./N, = 0.1
is actually breaking a physical bubble into 10 computational parcels.

Figure shows the evolution of the average concentration for the three cases
respectively. It can be seen that the results from the three cases are pretty close.
However, the average concentration tends to reduce faster with the decrease of com-
putation parcel size. The reason is illustrated by figure in which the evolution the

total bubble number inside the computation domain is plotted. The bubble injection
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Evolution of average concentration number for
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Figure 4.7: Evolution of total bubble number for N,/N. =0.1,1, 10
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rate for the 3 cases are exactly the same, yet the induced flow by the injection of
bubbles in the three cases are different, which in turn changes the bubble residence
time. This effect accounts for the difference in the total bubble number. Figure [4.7
shows that the increase of the computation parcel size tends to reduce the bubble
residence time. This is closely related to the induced flow pattern, which will be

discussed in detail later.

4.5 Comparison between L-E and E-E mod-

els

Lagrangian-Eulerian and Eulerian-Eulerian models are different methods aiming
to solve the same problem. The comparison between these two methods not only
helps to justify the validity of each method, but it also helps find what impact the

approximation each method makes will have.

4.5.1 Comparison without flow

The result of simulations without flow for both models are shown in figure 4.8
Excellent match between the two models is find when the liquid remains quiescent

all the time.
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Figure 4.8: Evolution of average concentration for L-E and E-E model without flow
4.5.2 Comparison with flow

In the following simulations, the liquid is allowed to flow. Figure 4.9 shows that
although the match between the two models is still pretty good, the difference is
much bigger than the previous comparison, where the liquid remains quiescent. So
the difference must come from the difference in the flow fields or more precisely, the
difference in flow fields resulting from the difference between these two models in
governing equations and numerical implementation.

Recall the difference between the two models discussed in section 2.4, one can
conclude that the most obvious difference is that there are the two extra forcing
terms in the L-E model mixture momentum equation. To see the effect of these two
terms, we drop them in a comparison simulation. In figure the additional black

dash-dot line shows the result from modified L-E model. It can be seen that even
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Figure 4.9: Evolution of average concentration for L-E and E-E models with flow
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Figure 4.10: Evolution of average concentration for L-E, modified L-E, and E-E
models with flow
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though the result from the modified L-E model is closer to that of the E-E model,
the improvement is very small, which indicates that the two extra forcing terms are
unimportant. So it is legitimate to omit these two terms.

Since the difference comes from the difference in flow field, a deep look into the
flow field in the two calculations will be very helpful. Figure 4.11| shows the z-
component of velocity field on YOZ plane at actual time 1 s, 2 s, 3 s, and 4 s for
L-E and E-E model. It is clear that the flow field in L-E model is very unstable
and becomes chaotic very quickly after the injection of air bubbles. On the other
hand, the flow field in E-E model remains symmetric and stable for a much longer
time. There are two instability mechanism in this system. Firstly, the bubbly liquid
below is lighter than liquid without bubble above, which can lead to Rayleigh-Taylor
instability. Secondly, a strong shear flow is induced, which has the potential for
a Kelvin-Helmholtz instability. In the L-E model, the bubble initial positions are
generated by filtering numbers generated by a pseudo random number generator.
However good the statistical properties of the filter and random number generator
are, there will be an non-uniformity in the initial bubble position, which provides a
strong perturbation to the system and makes it to be unstable. Whereas in the E-E
model, the initial bubble positions are described by a density field, the value of which
can be made to be perfectly symmetric. Thus the initial perturbation is only of the
order of the round-off error, which is much smaller than that of L-E model.

This also explains the results we found in section 4.4. Given the same number of
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Flow field: L-E model

T=1s
Flow field: E-E model

Figure 4.11: Flow field at time equals to 1 s, 2 s, 3 8, 4 s for L-E and E-E model.
All the figures shows the value of vertical velocity at YOZ plane of the domain, which
has a width of 4cm and a height of 10cm. The velocity range from -7cm/s to 15cm/s.
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physical bubbles, the more computational parcels we have, the less the non-uniformity,

and the longer the stability of the flow can be maintained.
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