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Chapter 1

Introduction

The classical and new fluid materials have a wide application in the chemical, food and
beverage, and pharmaceutical technologies. They are used for a production of emulsions
and foams, drugs with a controllable release, detergents, coating formulations, cosmetic
products [I1L [[.2]. Similar systems find applications also in drug delivery, oilfield industry,
turbulent drag-reduction applications, medicine, and environmental protection [T.3] 1.4].
The wide applications and the competition between the companies-producers have led to
improvements in the properties of the formulations concerning washing action, skin and eye
irritation action, stability and durability, biodegradability, tolerance to hard water, etc., and
the design of new fluid materials with preliminary defined rheological properties. For these
applications, it is required to have a mathematical description of the materials and processes.
There are two main approaches for doing that — molecular dynamics, which describes all
molecules in a fluid and their interactions, and fluid dynamics, which assumes that the fluid
is continuous, i.e. it neglects the spaces between the molecules. Molecular dynamics requires
much more computing power, which makes it inapplicable for three-dimensional problems.
Due to this fact, we describe the fluids in this work in the frame of fluid dynamics.

In continuous mechanics, fluid motion is based on the mass, momentum and moment,
and energy balance equations. For example, the general mass balance equation, which is
based on the fact that mass is not created nor destroyed, has the form [L.5]

dp

at—|—V-V—O, (1.1)
where t is time, V is the spatial gradient operator, p is the mean mass density, and v is the
mass average velocity vector. In most applications, Eq. is not sufficient to describe
the problem, since the average velocity of the fluid is usually sought. Due to that fact,
the general momentum balance equation, which is analog to the Newton second law for
continuous medium, is added to the description [L.5] [I.6]:

0

a(pv)+V~ (pvv —P —Py) =0, (1.2)
where P is the material stress tensor, and Py, is the tensor potential of the body force vector
f per unit volume, i.e. f = V-Py,. The force, f, can be known (e.g. the gravity force), or the
result from another type of interaction (e.g. the electrostatic force, which is described by the
Maxwell electrostatic tensor Py, [I.7] and becomes a solution of the respective electrostatic
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Chapter 1. Introduction

problem). Note that the system and is not closed for known Pp. In order to close
it, additional information about the material stress tensor P, which depends on the type of
fluid, is required.

Rheology [I.§] studies the semi-empirical relationships between the material stress tensor
P and other system parameters (constitutive relations), which describe the special properties
of the fluids. For example, the constitutive relationship for Newtonian fluids states that there
is a linear relationship between stress T and strain, i.e.

T=—-pl+ (f - 2377) (V-v)I+7|Vv+ (V)] (1.3)

where p is the pressure and I is the identity tensor. There are many fluids, which do not obey
the Newtonian constitutive law. These fluids are called complex fluids. Examples of complex
fluids are some special kinds of magnetic liquids, liquid crystals, blood and biological tissues.
For them, the stress tensor, P, is not even symmetric [I.9]. In most cases, P is a symmetric
tensor — there are no micro-moments, acting on the fluid element (a consequence of the
angular momentum balance equation). In the case of typical physicochemical applications,
the continuum media are incompressible (the fluid density is a constant) and because of the
small sizes of the investigated objects, the velocities of motion are so slow that the bulk
fluids are Newtonian and the inertia term in Eq. (1.2)) is negligible [I.10, I.11]. The result
of these simplifications is the well-known Stokes problem:

V-v=0, Vp=nAv +f{, (1.4)

where p is the pressure, 7 is the dynamic shear viscosity, and A is the Laplace operator.
From the mathematical viewpoint, Eq. leads to Ap = 0 and to the fourth order partial
differential equations for the velocity components, A(Av) = 0. In the physicochemical and
biological applications, the complex fluids are multicomponent and the distribution of each
species follows the diffusion-convection equations with already calculated velocity field.

The main difference between classical hydrodynamics of multicomponent systems and the
physicochemical approach is in the physical description of the boundaries between two phases
[L12] 113]. In classical hydrodynamics, the boundary is treated as a mathematical dividing
surface, while from the physicochemical aspect — it is two-dimensional material continuum,
which has all attributes of the material phases (dilatational elasticities and viscosities, 2D
pressure called surface tension, surface charge density, etc.). Moreover, depending on the
concrete type of the interfaces, two-dimensional continuum can be not fluid — for example,
cell membranes, particle-laden interfaces, interfaces with adsorbed surfactants, proteins or
polymers, etc. In addition, the three-phase contact lines represent one-dimensional material
continuum with special properties (e.g. line tension, line charge density, etc.). The next
important difference between three-dimensional phases and interfaces is that one- and two-
dimensional phases are very deformable and compressible.

The forces, acting on the material interfaces, are not isotropic. Instead of the classical
kinematic boundary conditions, the interfacial stress tensor, o, obeys the momentum balance
equation:

Veo=n<P+Py > (1.5)

at the dividing surface, where n is the unit normal vector, V is the surface gradient operator,
and < --- > means the difference between stress and force tensors from both sides of the
contiguous 3D phases. Analogous to the volume metrics, semi-empirical laws are needed to
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Chapter 1. Introduction

relate the interfacial stress tensor with the physical properties of the 2D continuum media.
Note that the whole behavior of the bulk flows depends on the specific properties of the
bound and dividing surfaces. For example, the flow over the solid surface (tangentially
immobile with no-slip boundary condition) has considerably different properties than that
over a free surface (fully mobile interface) at which there is not tangential friction (e.g. pure
water /air interface).

The theoretical description of the interfacial rheological laws is quite difficult because of
the complex mathematical tasks related to the appearance of deformable surfaces, adjusted
volumes, singularities at the three-phase contact lines, etc. [I.14]. Moreover, the molecular
dynamic simulations use a large number of molecules or nanoparticles at the interface, which
move under the action of intermolecular, electric and drag forces. From the viewpoint of
chemical and biological applications [I.14], these problems are deeply related to the two-
dimensional ordering and crystallization of particles and proteins. The sizes of nanoparticles,
protein molecules and polymers are small so that they are called in the literature colloidal
particles to distinguish them from solid particles with sizes larger than 3 pum, which are not
Brownian and for them the gravity and the density difference with the fluid are important.
Finally, the mathematical description of the shape of interfaces leads additionally not only
to the boundary problem but to a more difficult boundary value problem because physically
the respective capillary profiles must be closed — the shape of bubbles, drops, red blood
cells, etc. are closed and represent only one stable solution of the respective generalized
Laplace equations of capillarity [T.15].

The aim of this thesis is to consider three applications of the boundary value problems in
the case of linear or strongly nonlinear models of the second or higher orders. The first two
of them are related to the properties of colloidal particles, attached to the interfaces. For the
computer modeling of the multi-particle problems, fast and precise computer modules for
calculation of the forces, acting on an individual colloidal particle are needed. One of them
is the calculation of the electro-dipping force, acting on the colloidal particle, accounting
for the dielectric constants of all different media. In the literature, this problem is solved
in a particular case of one fully conductive phase. The second problem is to calculate the
drag force, acting on the individual colloidal particle, which is attached to the interface and
translates along it. This problem is solved in the literature, using the two-vorticity-one-
velocity formulation but the applied numerical algorithm is slow and the singularity at the
three phase contact line is not isolated. The third aim is to clarify the effect of interfacial
rheology (tangential mobility and immobility of interfaces) on the motion of long bubble
in a narrow cylindrical capillary under simultaneous action of gravity and Poiseuille flow.
We must compare our calculations with available experimental data in order to prove their
validity and range of applications. In the particular case of very small velocity of motion, the
analytical approximations in the literature for the gravity motion and for the pressure-driven
motion separately are known as the classical Bretherton problem.

The solutions to the three problems could be used as a part of highly complex procedures.
An application of the first problem is to calculate the electro-dipping force at a curved
surface, which could be done by computing consecutively the distribution of the electrostatic
potentials in the presence of a flat surface; how the electrostatic components of pressure
tensor deform the flat surface; the electric field in the presence of the deformed surface; etc.
The solution to the second problem could be applied for determining the contact angle of
micron particles (finding the contact angle for which the best fit of experimental data for
the drag coefficient is obtained) and for solving the two-dimensional crystallization problem
(which is transformed to a problem for ordering of many moving particles and for each of
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Chapter 1. Introduction

them the drag coefficient is computed). The solution to the third problem could be used to
obtain fluid parameters of a long bubble moving in a capillary, using an image of a bubble.

All the described applications require repeated solving of the problems, considered in
the present work. In this regard, both the accuracy of the calculations and their speed are
of utmost importance. Since implemented computer programs can be used by practitioners,
they must run on a laptop or personal computer. Due to these requirements, we use differ-
ent transformations of the first two problems (related both to the form of the differential
equations and to the geometry of the problems), which greatly simplify the problems to be
solved and, thus, reduce the computational time. Finally, the general problem of a long bub-
ble in a tube under the action of gravity and Poiseuille flow is solved under the assumption
of the small thickness of the film layer. To achieve sufficient accuracy for different values
of the parameters, it is necessary to perform not a small number of calculations by hand.
Although the numerical methods used to solve the considered problems require an one-time
execution of a large number of calculations by hand, we consider that they are consistent
with the objectives of the present study, stated above.

The thesis is organized as follows. The respective problems are described in Chapters
and [4] which contain an abstract, literature review, a description of the problem, a method
for its solution, detail conclusions and cited references. In fact, these chapters correspond to
our publications but do not reproduce them directly. The chapters include detailed mathe-
matical calculations and algorithm descriptions, which are not included in the publications
due to the restricted volume. The actuality of the considered problems, new elements in
their treatments from physicochemical and mathematical aspects, compared to the avail-
able results in the literature, and the main strategies for solving the problems are written in
Chapter [5] where our claims are summarized in three points. Finally, because of the possi-
ble identical references, cited after different chapters, the list of all used references is added.
The thesis contains an appendix and three supplementary materials, which give information
on the topics “Tensors in curvilinear coordinates”, “Electrostatics” and “Continuum fluid
mechanics”.
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Chapter 2

Effect of the ionic strength on
the electro-dipping force

In this chapter, we compute the potential distributions, acting on a dielectric particle,
attached to the boundary between water and nonpolar fluid. This calculation is important
for the characterization of the surface charge density of micron-size objects and their three-
phase contact angles [2.I]. The problem was solved semi-analytically, using the Mehler—
Fock transformation in the idealized case, when one of the phases has an infinite dielectric
permittivity [2.2]. In the current work, we consider the more realistic case of finite dielectric
permittivity of the polar phase. Moreover, we propose a numerical method for calculating
the distribution of the electrostatic potential in the three phases. An expression for the
singularity parameter at the three-phase contact line is analytically derived. In all of the
studied cases, the singularity is weaker than that in the simplified case, studied in [22].
The obtained results show that: i) the electrostatic potential distribution is close to that
in the model case for micron-size particles, large values of the ionic strength and dielectric
constant of the polar phase; ii) the force, arising from the electrostatic field in the polar
phase, cannot be neglected for small (nano-size) particles and low ionic strengths.
The results, included in this chapter, are published in

e G. Lyutskanova-Zhekova, K. Danov, Effect of Ionic Strength on the Electro-Dipping
Force. In Proceedings of the 9th International conference on Numerical Methods
and Applications NMA, Borovets, Bulgaria, 20-24 August 2018; Lecture Notes in
Computer Science Volume, SJR: 0.427 (2019). DOI: |10.1007/978-3-030-10692-8_49.

2.1 Literature overview

The prediction of the properties of dielectric particles at fluid—fluid interfaces is of a crucial
importance for the characterization of a particle monolayer [2.1], 2.3], formation of particle-
stabilized emulsions [2.2] [2:4] [2.5] and colloidosomes [2.6, [2.7], which have a wide application
in cosmetics [2.4], food industry [2.8], enhanced oil recovery [2.9], biomedical field [2.10],
etc.

We consider a particle, which is attached to the boundary between two dielectric fluid
phases. In the absence of electrostatic effects, the position of the particle is determined
by the contact angle. For electrically charged particles, attached to the water—nonpolar
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2.2. Mathematical formulation of the problem

interface, an electrodipping force occurs [2.11]. It pushes the particle in the direction of
the water phase, which has a greater dielectric constant [2.11]. For micron-sized particles,
the effect of electric force is more pronounced than that of gravity [2.11]. Moreover, the
deformation of the interface around the particle due to gravity is negligible for particles of
radius smaller than 2-3 microns [2.1].

In the current work, we model a small particle (of radius less than 2-3 microns), which
is attached to the flat interface between water and nonpolar fluid. We assume that there
are surface charges at the particle-nonpolar phase (their existence is established due to
the electrostatic repulsion between particles at the oil-water interface [2.11] [2.12]). In the
idealized case of water phase with infinite dielectric permittivity, this problem was solved
semi-analytically, using the Mehler-Fock transformation [2.2]. The effect of an external
electric field, applied to the particle, was discussed in [213]. Our aim in the present study
is to analyze the effect of water phase with a finite value of the dielectric constant and
to calculate the distribution of the electrostatic potentials in all the phases. We solve the
Laplace equations in complex physical domains, using modified toroidal coordinates. The
developed numerical scheme, which is of second-order with respect to space and numerical
time, allows fast and precise calculations.

Finding the distribution of the electrostatic potentials in the case of a flat surface is an
essential step in order to compute the electrodipping force in the case of a deformed surface.
The main idea is the following. First, one computes the distribution of the electrostatic
potentials in the presence of flat surface. Second, one calculates how the electrostatic com-
ponents of pressure tensor affect the surface deformation. The third step is to calculate the
electric field in the presence of the deformed surface and so on. This is, in general, a rather
complex numerical problem, and so we limit ourselves in the current work to the first step,
i.e. to compute the distributions of the electrostatic potentials in the case of flat surface.

The current chapter is structured as follows. We formulate the problem in Sec.
and nondimensionalize it in Sec. In Sec. one formulates the problem into modified
toroidal coordinates. This formulation transforms the complex geometry of the problem into
rectangles. Next, the asymptotic behaviour of the model near the three-phase contact line
is investigated in Sec. The numerical method and algorithm for finding the potential
distributions are presented in Sec. while the numerical results are described in Sec.

2.2 Mathematical formulation of the problem

A spherical charged dielectric particle of radius R and dielectric constant e, is attached
to the interface between nonpolar (oil, air) and water phases with dielectric constants e,
and ey, respectively (Fig. [2.1). The particle position is determined by the three-phase
contact angle « (see Fig. nd, therefore, the radius of the three-phase contact line is
r. = Rsina.

There are surface charges at particle-nonpolar phase boundary (their existence is proven
in [2014, 215]). In [2.11], Danov and coworkers found out the values of surface charge density
for oil-water and air—water interface (in the case of glass particles) are constant (independent
of the specific experiment). Thus, in this work, we shall consider surface charges of constant
surface charge density o,y at the particle-nonpolar fluid surface S;,,. These charges induce
electrostatic potentials ¢, ¢y and ¢, in the nonpolar phase, in the water phase and in the
particle, respectively. The potentials, ¢;, are modelled as solutions of the Laplace equations
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Figure 2.1: Sketch of a particle at the interface between water and nonpolar phases.

(see Supplementary material T, Sect. |T.4.1)) in the volumes, Vj, i.e.:
Vipy =0in Vi, V20, =0in V,, V3, =0in V. (2.1)

In order to close the problem, we add boundary conditions at the dividing surfaces. The
tangential boundary conditions (see Supplementary material T, Sect. [T.5.1]) state that all
potentials are continuous functions at the dividing boundaries:

Pp = Pw at SpW7 Yp = ¢n at Spna ©n = Qw at Shw, (2'2)

where S, and Sy, are the particle-water and nonpolar-water phase boundaries, respec-
tively. At the boundaries between water and dielectric phases, S,y and Sy, there are no
adsorbed charges, therefore, the normal boundary conditions (see Supplementary material

T, Sect. [T.5.2) read

ewn - Vo, = exn - Vo, at Spy, (2.3)
ewhp - Vo, = epny, - Vo, at Spw,

where n,, is the outer unit normal vector to the particle surface and n is the unit normal to
Snw, pointing at the nonpolar phase (Fig. [2.1)). At the charged part of the particle surface,
Spn, we apply the electrostatic normal boundary condition

o (epnyp - Vipp — ennny, - Vo) = opn at Spn, (2.5)
where g is the dielectric permittivity in vacuum. Finally, the electrostatic potentials vanish
at infinity. More information about the derivation of the model could be found in Supple-
mentary material T.

2.3 Dimensionless formulation of the problem

It is appropriate to introduce a cylindrical coordinate system Orfz with axis of revolution
Oz and the radial, vertical and polar coordinates, r, z and 6, respectively, see Fig. 2.1]
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2.4. Formulation of the problem in toroidal coordinates

Then, for numerical calculations, it is convenient to reformulate the problem (2.1)—(2.5) in
a dimensionless form by introducing the following dimensionless operators and variables:

T VA — —2 i€0€ .
F=—2=—, V=1V, V =V @z%on,j:p,n,w (2.6)
Te Te Tcopn
and the dielectric ratiod]
€ €
€pn = 71:)7 Ewn = €7Wa (27)

see Eq. (2.5). By substituting the dimensionless expressions (2.6]) and (2.7)) in the considered
problem, (2.1))—(2.5)), we obtain

Ve, =0inVy, Vg, =0in Vo, V', =0 in Vp, (2.8)
Pp = Pus Ewnll- VP, =10 - VP, at Sny (2.9)
p = Py Ewnllp - V@, = Epnly - VP, at Spy (2.10)
©p = P> Epullp - VP, — 1y, - Vg, =1 at Sy, (2.11)

In the next computations, we skip the bars for notation simplicity.

2.4 Formulation of the problem in toroidal coordinates

The problem 7 is axissymetric and, therefore, the solution is independent of 6
(see Fig. . Thus, we consider only the half-plane § = 0. Next, the complex dielectric
phases domains (Fig. is transformed into rectangles (Fig. by introducing modified
toroidal coordinates 7 and o:
1—72 2rsino
TR ST T
see Supplementary material S, Sect. Let us denote the unit vectors of the local basis
by e, and e, and the positions of the interfaces are ¢ = 0 and ¢ = 27 from both sides of
Snw; 0 =T — v at Spn; 0 = 2m — o at Spy (see the definition of o, Eq. 7 and Figs.
and in the Supplementary Material S).

The axis of revolution corresponds to 7 = 1 and the three-phase contact line—to the
pole, A, , where 7 = 0 (see Fig. in the Supplementary Material S). For 7 =1 and 0 = 0,
the transformation is singular.

Using the fact that the solution in independent of # and the formulae for gradient in
toroidal coordinates and Laplacian in toroidal coordinates, Eqs. (S.377) and (5.379) in the
Supplementary Material S, one obtains

, h(1,0) =14 72 — 27 cos0, (2.12)

h? o |T(1=72)ap R 0 (10

20 = = b s 2.1

Ve 41 (1 —72) 0t [ h or | T 12 a0 <h60>’ (213)
h 0 h O
n, Vo= —Ea—f at Spn, np - Vo = Ea—j at Spw, (2.14)
h Op

. - 2.1

n-Vy 5 o at Shw, (2.15)

1From physical perspective, it is known that ewn > €pn and the ratio ewn/epn is between 15 and 80.
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Chapter 2. Effect of the ionic strength
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Figure 2.2: A toroidal coordinate system (7,0), in which the physical domains are trans-
formed into rectangles.

-
. axis of revolution axis of revolution axis of revolution
nonpolar . water
Snw Spn Spu pamCIe Sp\\' Spw Snw
phase phase
o
0 contact line o=7—«a contact line c=21—« contact line o =2m

Figure 2.3: Rectangular numerical domain in toroidal coordinates.
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2.5. Asymptotic behaviour of the model

see Fig. From the latter, we obtain the dimensionless formulation of the considered
problem for the electrostatic potentials. In the volumes, we apply the equations (2.8)):

LO[‘F’W] =0, LO[‘:DH] =0, LO[‘:OP] =0, (2'16)
where the operator L is defined via the formula
h3 o |T(1—72) h3 0 (10p
I — il s — [ =ZE 2.1
ol¢] 47 (1 —72) 01 [ h or +47'2 Oo (h 80) ’ (2.17)

see Eq. (2.17). At the dividing boundaries Syw, Spw, Spn, the boundary conditions have
the form

a(pn a(pw
5011|g: = (IDW|0': T Ao = Ewn—f{ 5 (218)
0 ? do o=0 do o=27
6901’ a(pow
Polomor—o = Pwlocon—o+ Epn—p = Eyn—m— : (2.19)
1% 2 2 o 1% a R 60’ oo
8‘pn 830 2T
Pulomr—a = Polomr-ar 3, ~ 5o == (2.20)

see Egs. (2.9)-(2.11). In order to close the problem, we have to add boundary conditions
at the axis of revolution and at the three-phase contact line. We assume that the bulk
equations holds true at the axis of revolution. Thus, the boundary conditions are obtained
by finding the leading order of the equations Ly[p] = 0 for 7 — 1, i.e.

27202 Oy, (2 —2cosc)?
L L T b At ST | Yy _ 291
ol 47(1 —72) O1 + 4(1—-7) Ot + ’ bW (2:21)
Then, the following boundary conditions:
Opn Ovp Opsw
= — = — =0 2.22
or T=1 or T=1 or T=1 ( )
are added at the axis of revolution, 7 = 1. From physical viewpoint, these boundary

conditions are trivial because of the axial symmetry of the problem.

Due to the fact that the electrostatic potentials are defined up to an additive constant
(see Supplementary material T), we could choose instead the potentials to be zero at infinity
(one of the boundaries in the Cartesian coordinates), the potentials to be zero at the pole
A+, ie.

¢¥n =@p = pw =0for 7 =0. (2.23)
In such a way, one obtains a simple boundary condition at the three-phase contact line.
Then, the physical electrostatic potential, which has a zero value at infinity, is obtained by
subtracting the calculated potential at infinity from ¢;, [ = n, p, w.

2.5 Asymptotic behaviour of the model

The electro-dipping force Fy; could be computed by integrating the electrostatic pressure
Dei, exerted at the fluid—fluid interface [2.11], multiplied by the radial coordinate, i.e.:

o0

F = —271'/7" - per(r)dr. (2.24)

e
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Chapter 2. Effect of the ionic strength

In [2.17], the following simple semiempirical expression for the electric pressure pe;:

A

—_— 2.2
(r—re) " rstn (2.25)

DPel =

is obtained, where A and 7 are constants, 0 < n < 1. Therefore, the integral (2.24]) is singular
at r =17, and 0 < n < 1. The type of the singularity is essential in order to obtain high
accuracy of the numerical integration.

Due to this fact, we shall investigate the asymptotic behaviour of the model equations
in the close vicinity of the three-phase contact line (for 7 — 0) in the current section. In
order to do that, we are looking for the solution of the problem (2.16])- (2.20) in the form

wi=17"®;(0)+ 0O (7‘”“) ,i=mn,p, w. (2.26)

Substituting the latter in Eq. (2.17]), we obtain

VQ%‘ =

Ar(1—72) or h 472 9o \ h do
h3vd; vl — (v +2)7v (7Y — 7vF2) (27 — 2cos o)
T ar(1-12) { n N h? ]
h37v—2 27sino 0®; 19%®,
4 (_ h? o - h do? ) i
| h2gv {62@ V2D,

h3vd;, 0 [TV (1-#)] h3rv 0 (1 aq>i>+

+

v—1 .
4 o2 | 1— 7_2} +O(r"), i=mn,p, w. (2.27)
Then, for small values of 7, the leading order problem has the following form

0%,
Oo?

+12®; =0, i =n, p, w. (2.28)

Therefore, the leading order solutions of Eqs. (2.8) for 7 — 0, ¢?, are

@Y = 7V [A¢ cos(vo) + Afsin(vo)], i =n, p, W, (2.29)

where A§ and A; are unknown constants, which are found as a solution of system of six
linear equations, obtained from the boundary conditions. For computational convenience,
we reformulate the boundary conditions (2.18)— (2.20) as follows:

8@1'1 8@W
Pulomo = Pwlocos 5| = Ewm—a—| (2.30)
80' o=0 30 o=0
dpn Do 27
Prlomr—a = Polomr—ar 5 — o 5o == (2.31)
dp 0oy
S013’|a'=271'—o4 = wW'azfa’ EP!ﬂ a L = Ewn 80 (232)
o=2T—« o=—a

by considering o to be in the interval [—a«, 27 — «] instead of [0,27]. Due to the fact
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2.5. Asymptotic behaviour of the model

0 < n < 1, the leading order boundary conditions acquire the form:

nlpmo = Puloo %if o SWH%%SV ) (2.33)
Al = ., 3529‘ = 8523 R (2.34)
0" 9,0
Pl = Poloe e 5pn% - i . (2.35)
Substituting the general form of the solutions in Eq. , one gets
AL = A, AS = eyn AL, (2.36)
We conclude from Eq. that
Aj cos[y(m — )] + A sin[v(m — «)] = Af cos[v(m — a)] + A sin[v(m — o], (2.37)
A sin[v(m — )] — A3 cos[v(m — a)] = epn{ Af sinfv(r — a)] — A

S cos[y(m —a)l}. (2.38)

One adds Eq. (2.37), multiplied by ey, cos[v(m—a)], to Eq. (2.38]), multiplied by sin[v(r—a)]
and obtains

epndf = A5 {epn cos?[v(m — )] + sin’[v(r — a)]} + % (epn — 1) sin[2v(m — )]

=7 {epn + 1+ (gpn — 1) cos[2v(m — )]}

EWHQAW (epn — 1) sin[2v(m — a)].

+

(2.39)

Multiplying Eq. (2.37) by epnsin[v (7 — a)], Eq. (2.38) by —cos[v (7m — «)] and adding
them, one gets

AC
S __ n
EpnAp = (€pn —

5 1) sin[2v(m — a)] + A3 {epn sin®[v(m — @)] + cos®[v(r — a)] }
= A;” (epn — 1) sin[2v (1 — )]
EW;AW {epn + 1 — (gpn — 1) cos[2v(m — )]} . (2.40)
Using Eq. (2-35), we obtain
A cos[v(2m — )] + A} sin[v(27 — )] = A cos(va) — A sin(va), (2.41)
epn{ — AL sin[v (21 — a)] + A3 cos[v(2m — )]} = ewn A}, sin(va) + A, cos(va)].  (2.42)

Adding Eq. (2.41), multiplied by epn cos[v(2r—a)], and Eq. (2.42), multiplied by — sin[v(27—
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Chapter 2. Effect of the ionic strength

a)], we conclude that the following equation:

Epndy, = %{Epn 2 cos(va) cos[v(2m — a)] —ewn 2sin(va) sin[v (27 — a)]}

cos(2um)+cos[2v(r—a)] — cos(2vm)+cos[2v(r—a)]
+ Asv{ —é&pn 2sin(va) cos[v(2m — a)] —ewn 2 cos(va) sin[v (2T — )]}
sin(2u7)—sin[2v (7 —a)] sin(2vm)+sin[2v (r—a)]
7&’ {(epn + Ewn) 0s(2vm) + (epn — €wn) cos[2v(m — a)]}
SV (= (Epm + £un) SI(207) + (pn — 2qn) sin[20(7 — )]} (2.43)

holds true. Analogously, multiplying Eq. (2.41) by epnsin[v (27 — )], Eq. (2.42)) by
cos [V (27 — )] and adding them, one gets

Epnd} = 7W{spn 2 cos(va) sin[v(2m — a)] +ewn 2 sin(va) cos[v (2w — )]}

sin(2vm)+sin[2v(r—a)] sin(2vm)—sin[2v(r—a)]
s
+ 7W{—5pn 2sin(va) sin[v(2m — a)] +ewn 2 cos(va) cos[v(2m — )]}

— cos(2vm)+cos[2v(m—a)] cos(2vm)~cos[2v(T—a))
Ac
= 7‘” {(epn + €wn) sin(2vm) + (epn — €wn) sin[2v(m — a)]}
As
2W {(epn + €wn) cos(2vm) — (epn — €wn) cos[2v(m — )]} . (2.44)

Using Egs. (2.39)), (2.40)), (2.43) and (2.44)), we obtain the following system:

+

‘fv ((Epn + £am) 08(207) + (1 — £n) cos2u(r — a)] — 1 — £pn}
+ Ajv {— (epn + €wn) sIn(2v7) + €pn (1 — eyn) sin[2v(r — )]} = 0. (2.45)

%{<Epn + wn) Sin(2vm) 4+ (1 — eyn) sin2v(r — @)}

+ A2W {(epn + €wn)cos(2vm) + epn(ewn — 1)cos[2v(m — )] — ewn(l + €pn)} = 0. (2.46)

This system has a nontrivial solution, when its determinant is equal to zero, i.e.

(pn + Ewn)” €082 (207) + €pn (Epn + Ewm) (Ewn — 1) cos[2v(m — a)] cos(2u)
— €wn (1 + €pn) (Epn + €wn) cos(2vT)
+ (1 — ewn) (Epn + Ewn) cos(2vm) cos[2v(m — )]
—€pn (1 — un)’ OS2 [20(T — )] — egm (1 — egn) (1 + €pn) COS[2v(T — )]
— (1 + €pn) (epn + Ewn) cos(2v7) — €pn (Ewn — 1) (1 + €pn) cos[2v(m — a)]
+ am (14 €pn)” + (Epn + Ewn)” sin? (20) — £pn (1 — £4n)” sin?[2v(7 — a)]
+ (1 — ewn) (Epn + €wn) sin(2vm) sin[2v(7 — )]
— €pn (Epn + Ewn) (1 — €wn) sin[2v(m — o] sin(2v7) = 0. (2.47)
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2.5. Asymptotic behaviour of the model
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Figure 2.4: Dependence of singularity parameter v on the contact angle o and ratio eyy,: a)
€pn = 4; b) epn = 0.25. Dashed lines show the model case (ew >> en,€p), studied in [2.2].

Eq. (2.47) acquires the form

(epn + €wn)” = epn (1 = yn)® + €wn (1 + £pn)”
— (14 ewn) (1 + €pn) (€pn + €wn) cos(2vm)
~——
1—2sin?(vm)
— (1+¢epn) (1 — €wn) (Ewn — €pn) cos[2v(m — )]
~—_——
2cos?[v(r—a)]—1

+ (1 — ewn) (Epn + Ewn) (1 — pn) cos2vm — (2vm — 2var)] = 0. (2.48)

2 cos?(va)—1

Dividing the latter by 2 (1 + ewn) (1 + €pn) (€pn + €wn), We arrive to the following equation
for the singularity parameter v:

2epn (1 — £yn)?
(1 + EPH)<1 + Ewn)(Epn + Ewn)
(1 - 6p1’1)(1 - 5wn)
(14 epn)(1 + €wn)

— sin?(vmr)

(1- 5wn)(5pn — €wn)
(1 + ewn)(Epn + Ewn)

cos?(va) + cos® [v(m — a)]. (2.49)

Equation has an infinite number of positive roots for fixed values of the dielectric
ratios epn and ewn and we are interested in the smallest positive one. It is found for two
different ratios epn by applying the bisection method in the interval [0,1]. The results are
shown in Fig. The following conclusions can be drawn from it. The values of v increase
with the decrease of the ratio between the dielectric constants of water and nonpolar phase,
€wn- This effect is more pronounced for larger values of ey, and for smaller values of the
contact angle (more hydrophilic particles).
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Chapter 2. Effect of the ionic strength

Finally, we consider the limiting case ey, — +00. For it, one gets

2ep5n . n—1
ljipspn —sin?(vmr) = i; 1 cos?(va) + cos?[v(m — )], (2.50)
26pn 1 —cos(2vT) _fm— 1 g1 sin(va) + 1+ cos2v(m — a)}’ (251)

14 €pn 2 €pn +1 epn+1 2
n 1 . . .
°p sin®(va) = sin(va) sin[v (21 — a)] (2.52)
€pn +1

sin(va) = 0 or “pn _T_ sin(va) — sin[v(2m — a)] = 0. (2.53)

Epn

The smallest positive solution of the first equation is 7/« > 1, while that of the second is
smaller than 1 due to the following statements:

ry . Eon—1 o) — o 2
f(0) =0, f'(0) = i 1° (27 — @) = 2(a — ) E— <0, (2.54)
2¢pn .
f(1) = P sina > 0, (2.55)
where f(n) is
f(n) = izz J_r 1 sin(va) — sin[v (27 — a)). (2.56)

Then, we conclude that the value of the singularity parameter v is a direct consequence of
the equation

€pn
€pn +1

sin(va) — sin[v(2r — a)] = 0, (2.57)

which is derived in the model case (eyy, — +00) in [2.2]. Then, the model case, studied in
[2.2], follows from Eq. (2.49)), when ey, — +00. The results for the model case are depicted
with dashed lines in Fi Note that the singularity in Eq. for finite ey, is always
weaker than that in the model case (ewn — +00). This result is expected due to the fact
that the electrostatic potential on the fluid—fluid interface in the model case is zero.

2.6 Numerical method

2.6.1 Transforming the elliptical problem to parabolic one. D’Yakonov
scheme.

Instead of solving the considered elliptical problem, we introduce numerical time ¢ and solve
the following parabolic problem:

0
%:T[W]*'S[@l], eV, 0<t<T, l=np,w (2.58)
©1 (7—7 g, O) = (plO(Ta 0)7 I = n, p,w (259)
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2.6. Numerical method

with applied boundary conditions (2.18)— (2.20)), (2.22)), (2.23)), where T[.] and S[.] are the
following operators:

Slyl = h(% (;gf) : (2.60)
Tlel = 5 TTg% {T(IZT )gﬂ : (2.61)

which acts in 7— and in o-direction, respectively. It is well-known fact that the solution
of a parabolic problem with appropriate boundary conditions, applied at the boundaries,
approaches the solution of an elliptical problem with the same boundary conditions for
T — oo regardless of the initial condition. Therefore, we solve the parabolic problem, using
the alternating direction implicit method (ADIM) [2.16H2.18], and obtain the sought-out
solution for long enough time. The main advantage of this approach is that it could be
done computationally efficient — it requires only O(N?1n N) instead of O(N3) operations
compared to the traditional methods for directly solving the elliptic partial differential
equations, where N? is the number of points for which the solution is computed [2.19].

In order to solve the considered problem, we discretize its rectangular domain by intro-
ducing a mesh

W= w; X (wy Uwp Uwy) X wy, (2.62)
where wr, wy, wp, wy and wy are defined as

wr ={m =40, 6 =1/N, i=0,1,--- ,N}, (2.63)
Wn ={0n,j =Jjbn, O0n = (m—a)/Nyn, j=0,1,--- ,Np}, ( )
wp ={0p,; =m—a+jop, 6p =7/Np, j=0,1,--- Ny}, (2.65)
wy ={ow,; =21 — @, jow, 0w = /Ny, j=0,1,---, Ny}, ( )
we ={ty, =k, 6 =T/M, k=0,1,--- ,M}. (2.67)

Let us denote the exact solution of the considered problem at a point (7;,0y;,tx) by

(pl|fj , I =n, p, w and the approximate one at the same point by ¢l|fj , . =n, p, w. Then,
we use the Crank-Nicolson method [2.20]:
k+1 k
ol — il k+1/2 k+1/2
— == o+ Sl +O0(), (2.68)
t 1) 17

k+1/2 k+1
i and S [¢] ’ij

(Tiy 01,5, t + 0¢/2). Taking into account the following second-order approximation formula
with a step length §, [2.20]:

d du 1 Ui4+1 — Uj U; — Uij—1
dz (pdx) ‘Z = o ’ |:pi+1/2 ) s, —Di-1/2" 57«} +0 (5325)

[Pig1y2 (i1 — wi) = piay2 (ui —uim1)] + 0 (82) (2.69)

/

where T[] | ? denote the values of operators T'[¢;] and S[¢;] at a point

&?3‘ —

we approximate the differential operators S and T with the difference operators S and T as
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Chapter 2. Effect of the ionic strength

follows:
k k
[¢l| } _ hij o o ‘”4-1 ¢l i 1 Gili; — dilija (2.70)
“ 51 hijt1/2 0y hij—1/2 0y ’ .
R T Ti+1/2(1_7 12) ¢|]AC A—¢|]?,
Pl = —m w1/2) Oliey = Gl
v 57— (1 — TE) hi+1/27j 57—
Ti—1/2 (1 - 7-1‘271/2) Qﬁll?j - ¢l‘i‘21 j
_ .2, , (2.71)
hi—1/2, oy
for [ = n, p, w, where
Or o1
hij = Wi, 015), Tiz1/2 =T £ 5 OiEl/2 =0j + 2 l=n,p, w. (2.72)

Approximating the differential operators T and S with the difference operators 7" and S,
one gets

k+1 k
SDl|z'j+ - ‘Pl|ij &
0t N
The operators at time ¢4 0; /2 in the right-hand side of equations (2.73)) are replaced by their

mean values of the neighboring symmetric time levels, keeping the second-order precision
with respect to time:

[90 |k+1/2} s [@z\ff”ﬂ +0 (67407 +62), l=n,p,w. (2.73)

ettt - el 1
5—t” =5 {T [%\Z} +T [¢l|k+1} + [%\”} +S [@ |k+1H

+0 (6 +07 +02), l=n,p,w. (2.74)
Due to the fact that the operators T and S are linear, we conclude that the following
equation:
5 - ~ .
S |kJrl [5‘Pl|k+1} - *5 {5<Pl|k+1} =0T [sﬁzﬁy} + 6,5 {W\Z}
+0(6+61+62), l=n,p,w (2.75)
holds true, where 6<pl|?j_1 is

|k+1 k+1

=l =@l l=n0p,w (2.76)
Then, the left-hand side of Eq. (2.75) is written as a product of two operators

depi

(U_ f;S) <U_ 5tT> { ‘m] . [“O”Z} - [wIZ] +O (624062 +462), (2.77)

where U is the unit operator. Discarding the local truncation error, one obtains the difference

scheme:
(U _ ?s) <U _ ‘StT) [oauls] = 6T [aull] + 8.5 ] (2.78)
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2.6. Numerical method

where 5¢l|fj+1 is defined as follows:

5¢l|fj+1 = ¢l|fj+1 - ¢l|§j ) I= n, p, w. (279)

Finally, the process of solving of this system of equations is reduced to the following algo-
rithm. As a first step, one solves the system of equations:

(U - 25) [ﬂn@“] =6,T [aﬁzlfj] + 6,8 [¢l|§j] l=n,p,w (2.80)

with appropriate boundary conditions, applied for \Z‘H. Second, one solves the system of
equations:

Ot = k41 k41
<U - 2T) [5¢l|ij } = ’l/)l|ij ,l=n,p,w (2'81)

k+1
ij
and at the axis of revolution. Finally, ¢51|Z+1 is obtained, using Eq. . This method is
known in the literature as D’Yakonov scheme. It belongs to the class of alternating direction
implicit methods, which reduce the problem of solving a parabolic problem to solving two
linear systems with banded matrices in a case of two-dimensional problem [2.T§].

In the considered problem, the domain consists of three rectangular subdomains, which
are discretized with different steps. In order to apply the method for this problem, we
write the equations in the subdomains around dividing boundaries and use the boundary
conditions to modify the operators T and S so that they become valid at the interfaces as
well. Thus, the obtained problem in sigma direction is cyclic and has no boundary conditions
and the one in tau direction is the one described by Eq. .

Thus, the sigma problem is cyclic and has no boundary conditions, but for the one on
the tau is the original one.

with respective boundary conditions, applied for ¢ at the three-phase contact line

2.6.2 Approximation of the boundary conditions

In order to have a second-order scheme with respect to ¢, one should take a special care of
the form of the boundary conditions. The boundary conditions at the particle surface, at the
fluid—fluid interface and at the axis of revolution are obtained by extending the definition
of the operators S and T to hold on the dividing boundaries, see Egs. , . The
boundary conditions at the three-phase contact line are approximated directly.

At the three-phase contact line

At the three-phase contact line (7 = 0), we apply the following boundary conditions:

Gilo; =0, j=0,N, k=0,M—1, l=n,p, w, (2.82)
see Eq. (2.23)).

At the axis of revolution

The boundary conditions at the axis of revolution are obtained by assuming the validity of
the Laplace equations in the close vicinity of the axis of revolution [2.18] 2:2T]. Then, one
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Chapter 2. Effect of the ionic strength

expands the definitions of the operators T and S, Egs. (2.60) and (2.61]), as follows:

dpr 270 gy 200 P
or 1—-71207 or or?

i) 52 52
_ 1 or 14! _ ®1
ST T |, T Y| (2.83)
. B 0 1 dip1
lim Slp] = (1 = coso) 7 <1_a ' ao—> : (284)

The differential operator S is approximated by difference operator S as follows:

Séuln;l =

k k k k
17COSO']' ) [¢Z|N7j+1 - ¢Z|N7j _ ¢l|1\/,j - ¢Z|N7j_1

5 ] L j=1L,N,—1 (2.85)

1—COSO'j+1/2 1—COSO'j,1/2

at 7 =1, see Eq. (2.69). Using the following approximation:

() = —Tu(z) + 8u(z ;I:(ng) — u(z £ 20,) - gu’(x) +0(52). (2.86)

x

and taking into account the boundary conditions (2.22)) and equation ([2.83)), we conclude

k k k
=7 ¢l|Nj +8 ¢I|N—17j - ¢I|N—27j

53 j=1,N, - L (2.87)

T[¢l|]1€vj] =

Therefore, we replace the boundary conditions (2.22)) with equations (2.81)), in which the
operators T' and S are given by the formulas (2.85)) and (2.87). The result is a modified

boundary condition in relaxed form.

At the nonpolar—water surface

At the fluid—fluid interface, the form of the operators S and T are simplified as follows:

Slpi] = (2.88)

9 7] ]_7(1—7)2 T(1+7)dp
002’ v = 147 or| 1—7 O |

The differential operator T' is approximated with the difference one T at the internal points
of the boundary Sy, using the formula

k k
~ k (1 —7) | Tig1/2(1 + Tit1/2) ¢n|i+1,0 - ¢n‘i,0
Tl pally) = : [ - =

6r(1+7) I —Tit1/2 or

k k
Tic1/2(1+Tis1)2) ' ¢n|i,o - ¢n|¢71,0
=710 or

1 . (2.89)

For T[¢>n|ﬁ[0}, we use formula (2.87). Next, we shall approximate the operator S at the
boundary Spn. Using Egs. (2.86]) and (2.88)), we obtain the following forms of the operator
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2.6. Numerical method

S on the both sides of the interface Spy:

_7§0n (T7 0) + 8(pn (7-7 5n) - SOn(Ta 26n) 3 8<Pn

2
n] = - - , 2.
Sl 202 50 o |, T 0 (4.) (2.90)
— T (T, 27) + 804 (7,21 — by) — Qu(T, 2T — 204
Sl = 220 F B2 ) — ol )
3 Oyw 5
= : 2.91
T oo | 00 (2.91)

Multiplying the second equation by ewndw/(0n + Ewndw), the first one by 6, /(0n + Ewndw)
and adding them, we conclude

Slpn] = 1 - =Tn(7,0) + 8pn (7, 0n) — ¢n(T, 26n)
R N 20,
n Ewn —Tpw(T,2m) 4+ 8w (T, 2 — by) — Yw (T, 27 — 20y)
On + Ewndw 204
3 Ipn pw 9, 52
T | wn 0 +65) = Slewl 2.92
+5n+€wn5w{ I o_%_%o(ﬁ 2) = Sleu]. (292)

0 (see Eq. (ZI8))

Finally, one gets the following approximation for the differential operator S at the boundary

Swn:

k k k
§[¢ |I.€]: 1 . —T7 dnlip +8 dnliy — Pulis
o On + Ewnlyw 20,
k k k
4 Ewn —7 ¢W|in +38 ¢W|i,Nw71 - ¢W|i,Nw72
5n +€wn5w 26W

= S[¢wlin,], i=0,N. (2.93)

Thus, the second boundary condition in equations (2.18) is replaced by equation (2.80), in
which the operators T and S are given by Egs. (2.89) and (2.93).

At the particle—water surface

The operator T is approximated by 7', which has the form Eq. , at the internal nodes
of Spn and Eq. at the intersection of the Sp, and the axis of revolution.

Analogously to the computations for nonpolar—water interface, the operator S is ex-
tended in a close vicinity of the dividing surface Spy as follows:

0% 1 0h 0yp 0%p 27sino Jp

Sl = 502 “Rao o ~ B2 k00 MO0 (299
2oy 10h0p, 0%p, 27sino dpy

S[SDW] = W - E370' o = 902 — 5 9% at 0 = opw + 0, (2.95)
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where opy, = 27 — a. Applying the formula (2.86]) in the latter, one gets

g _ =T (T, 0pw) + 80p(T, opw — 0p) — ¢p(T, Tpw — 26)
[SOP] = 252
p
3  2rsinopw \ O¢p 9
- <5p h ) 90 |5 —0 +Ol), (296)
7790W(7_7 UPW) + 8w (Tv Opw + 5W) - WW(T7 Opw + 25W)
Slew] = 552

( 3 27sinopy ) Opw

N 2
R e +0(62). (2.97)

o=0pw+0

Next, let the functions a,(7) and ay(7) are defined as

3 27 sin av -t 3 27 sin « -t
o (2 , aw(r) = eun [ = — . (298
ap(7) = &p (5p + 1+72_27COSQ> aw(7) = <5W 1—|—7‘2—2TCOSQ> (2.98)

Then, adding Eq. (2.96]), multiplied by a,(7)/[ap(7) + aw(7)], to Eq. (2.97), multiplied by
aW(T)/[ap (1) + aw(T)], we obtain

S[pp] = ap(7) . —7¢p(7, 0pn) + 805 (7, 0pn — 0p) — @p (7, Opn — 20;)
P = ) ) 552
Ay (T) . —Tow(T, 0pn) + 80w (T, Opn + dw) — Pw(T, Opn + 2dy)
an(7) + () 252
+0(6; + 6%) = Slewl, (2.99)
see Eq. (2.19)). Finally, one gets the following approximation:
k k k
§[¢ |k ] = ap (73) ) =7 ¢p|uvp +8 ¢p|i,Np—1 - ¢p|i,N},—2
PliNg’ ap (1) + aw (73) 253
w \74¢ -7 W k 8 W k - Pw k &
o ow(m) T bwlio 8 Owliy = Swlin _ Slowl], i =0,N. (2.100)

ap (1) + aw (73) 202,

At the particle-nonpolar surface

The operator T is approximated by T, which has the form Eq. at the internal nodes
and Eq. at the intersection of the Sj,, and the axis of revolution.

Analogously to the computations for the nonpolar—water surface, it follows from equa-
tions and that the finite difference representations of the operator S in the
close vicinity of the boundary Sy, are

_7(pn(7—’ Upn) + 89011 (Tv Opn — 5n) - 9011(7'7 Opn — 2511)

bu()Slien] = o bu(r)
Opn 9
* do g:apn—0+0(5n)’ (2.101)
700 (T, 0pn) + 8¢y (T, 0pn + 0) — T, 0pn + 20
bo(7)Sligp] = 12072 0en) % 800(7: Ton ¥ 00) = 0l Oon + By
P
a‘ﬁp 2
— €pn 9o U:UPH+O+O(5P), (2.102)

29



2.6. Numerical method

where oy, := 7 — « and the functions b, (7) and b,(7) are defined as

3 2rsina ! 3 27sinw -t
bn =|(=—- , b =¢Cpn | — . (2.103
(7) <6n 1+72+27'cosa> p(T) = <5p * 1—|—7'2+27'c0sa> ( )

The linear combination of equations (2.101) and (2.102) with coefficients by /(b, + by) and
bp/(bn + bp) along with the boundary conditions (2.20) leads to the final expression for the
finite difference form of the operator S at the boundary Spn:

S[ ] — bn (T) . _741011(7-7 Crpn) + 8%011(7—, Gpn - 511) - Qﬁn(Ta Upn - 25n)
2T ba(7) + by (7) 207
+ bp(7) ) —7¢p(7, 0pn) + 8¢ (7, 0pn + ) — @p (7, Tpn + 26p)
bu(T) + bp(T) 202
1 2
L L 02+, (2.104)

bo(T)+bp(T) h

Finally, we approximate the differential operator S at this dividing boundary by

k k k
SiguE 1= — ) =T duliy, 8 dulin, 1 = Puliv,
iNa bn(Ti) + bp(TZ‘) 25121
L) T O IV T LA
bu(7i) + bp(7:) 202
1 27 Gro ik
' = 0,1 =0,N. 2.1
" bu(7i) +bp(7i) 1+ 77 + 27 cos Slepliol 1 =0, (2.105)

At the singularity point

For 7 =1 and o = 0, the toroidal transformation is singular. In toroidal coordinates, one
reaches the triple point 7 = 1 and ¢ = 0, using two boundaries: the axis of revolution and
the fluid—fluid interface. At the axis of revolution, the definition of the operator S for ¢ — 0
is

2 .
lim (1 —COSO)ﬁ (1 M) = lim [8 L g %

50 do \1—coso do o0 | 902 1 —coso o
82 O¢1
L (2.106)
do? | ,_, o—0sin (5)

see Eq. (2.84]). The value of ¢; for 7 = 1 and 0 = 0 is a constant due to the fact that the
physical value of the potentials at infinity is a constant. Then, we conclude that

9ol _y (2.107)
0o |,_,
and, therefore,
. 0 1 9o\ _ o &4 g}
lim (1 — — =] = —-21 < == 2.108
olg%)( cos o) do (1 —coso  Oo ) do? | _ 750 cos (%) do? ( )

30



Chapter 2. Effect of the ionic strength

At the water—nonpolar interface, the definition of the operator T for 7 — 1 is

. 7(1=71) 0 [t(147) dg ) 72— 27 — 10y, 0%y,
1] fiie 1+7 BT[ 1—-7 Or AT 2 -1 0 +T872
—2 %f_z 32(pl

= 0. (2.109)

2 o17—1 0t | _,

Then, we use Eq. (2.107) as a boundary condition in the infinity point in o-direction.
Finally, the boundary condition (2.22)) is approximated as

3 dnliy — 4 bulN 1o+ buliao =0 (2.110)

and Eq. (2.107) — as
—3 gulhtl + 4 go|5H — a5t =0, (2.111)
3wl — 4 Swlhin. 1+ Swlhin. o =0, (2.112)

using the second-order formula [2.22]

u(z) — du(z F ;) + u(z F 26,)

A
=+
u'(x) 2.

+ 0(8,%). (2.113)

2.6.3 Algorithm

The algorithm for finding the distribution of the electrostatic potentials is presented in Alg.
[[] The main idea of algorlthm is the following. We solve the problem in the a direction and
obtain the values of wl\”, I =n, p, w. Next, the values of the functions z/;l| , L =n, p, w,
at the axis of revolution are obtained. Next, three T—directional problems are solved and
the values ¢l|fj + 1, [ =n, p, w are obtained. For stopping criterion, an error estimate is
used.

Next, we specify the different 7 and o-directional problems that are solved. The o-
directional problem (S) acquires the form:

o At the volumes (Eqgs. (2.70) and (2.71)):

(U - ‘%s) [0l ] =68 [ult] + 67 [0ult] . 5= TN~ 1; (2.114)
(U_ ‘%S) [woli] = 68 [oplly] + 0T [0ll], =T NG — 1 (2.115)
(U - ‘Sts) [%ﬁﬁ] - 4,8 [¢W|fj} +6,T [%\Z} ,j=1 Ny —1; (2.116)

e At the nonpolar-water boundary Sy (Egs. - ) and (| -
(0-38) [oulid] = a8 [onlly.] + 67 [, ] (2117)
(U - ‘”S) [nlly ] = 08 [gullo] + 6T [ oully] (2.118)
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2.6. Numerical method

Algorithm 1 Compute the electrostatic distributions

procedure COMPUTEDISTRIBUTIONS(N, Ny, N;,, Ny, &)
Compute the lengths of the steps on, dp, Ow, 07, O > (2.63)—(2.67);
Set the values of ¢n, ¢p, ¢w to 0 at the initial moment of time (k = 0);

fori<1to N —1do

1:

2

3

4:

5: for k£ < 0 to 200 do
6.

7

8 Solve a o-directional problem () for ¥y, ¥n and ¥p;
9

: end for
10:
11: Solve a o-directional problem (.S7);
12:
13: for j < 1to N, —1do
14: Solve a T-directional problem (73 );
15: end for
16:
17: for j < 1to N, —1do
18: Solve a 7-directional problem (T5,);
19: end for
20:
21: for j « 1to Ny, — 1 do
22: Solve a 7-directional problem (T );
23: end for
24:
25: Compute the values ¢, ¢p, ¢w at the next moment of time; > Eq.
26: end for

27: end procedure

e At the particle-nonpolar boundary Sp, (Egs. (2.105) and (2.71))):
Ot & k+1
(U - 25) [l
S0 -
(U_ ;S) [ p|f0+1]

e At the particle-water boundary Sy (Egs. (2.100) and (2.71))):

(v-55) [wlit]

(U (;S) { W'foﬂ} = 65 {¢W|fo} +0,T [wa‘fo} ; (2.122)

615 [¢n‘an} +6,T {¢n|an:| ) (2.119)

605 [ 6ol | + 0T | dplly ) (2.120)

5t5 [¢p‘pr] +5tT [¢p|fNJ ’ (2.121)

The o-directional problem (S7), computing the values of the potentials at the axis of revo-
lution 7 = 1, is defined as:

32



Chapter 2. Effect of the ionic strength

e In the volumes (Egs. (2.70) and (2.87)):

(0-55) [walss)] = a8 [sulk,] + 87 [nlh,] . 5 = TR, (2123)
(U - 5%*) 0ol =65 [l ] + 6T [aulk], T =T N — T (2124)
(U - 5t5) ¢W|’“+1} ~ 4,5 [¢W|’jvj] +6,T [qﬁwl’fvj} ,j=1Ny— L (2.125)

e At 7 =1 and Sy (Eq. @2.111) and (2.112)):

=3 Yulih +4 ¥aliy — Calyg =0; (2.126)
R AR L ’”1 NN =0 (2.127)

o At 7 =1 and Sy, (Egs. and ):
(U - s) [wn kil } = 5,5 [%\NN } 6,7 [%\’;VNJ : (2.128)

(U ~ S) [l ]| = 005 [l + 8T [dplivo) (2.129)

o At 7 =1 and Sy (Egs. and (2-87)):
(U - s) [l | = 008 [ dolien, | + 0T [dlhow, | (2.130)
(U - ;5) [ultie] = 68 [ulio] + 6T [Dullo] (2.131)

The 7-directional problem (7},) has the form:
e At the volumes (Eqs. (2.71)):

Ot k1] B+l . T
(U— 2T> [5¢n|ij } =S i =T N1, (2.132)

e At the contact line (Eq. (2.82)):

Spulg; ' = (2.133)

e At the axis of revolution 7 =1 and o # 0 (Eq. (2.87)):

e At the infinity point (Eq. (2.110])):
3 00ulin! — 4 06ulN"1 o+ 00uln s = 0. (2.135)
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Coordinate o
Coordinate o

0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
Coordinate 7 Coordinate 7
(a) epn = 0.874 and ey, = 17.2 (b) epn = 2 and ewn = 40

Figure 2.5: Distribution of the electrostatic potentials in numerical domains for contact
angle a = 90°

Analogously, the 7-directional problem (T},) and (Ty) are defined. Note that we solve two
linear systems on each time step. Because of the boundary conditions, the considered
algorithm reduces the matrix of the linear algebraic system in the 7-direction to a five-
diagonal matrix. The respective matrix of the system in the o-direction is again with five
non-zero diagonals, but because of the periodicity of the solution at Sy, its first row contains
two more elements at the end and the last row contains two more elements at the beginning.
We implemented a direct elimination numerical method in order to solve these systems.

Finally, in order to compute the distribution of the electrostatic potentials after long
enough time, you need to save only the information in the current and the previous moment
of time.

2.7 Numerical results

To achieve good precision of the numerical calculations, we discretize each numerical domain
by introducing a 100 x 100 uniform mesh (see Section . Due to the fact that the o-
coordinate curve is a circle, which degenerates into the pole Ay for 7 — oo (see Fig. in
the Supplementary material S), then we could work with an uniform mesh over the spacial
domain in toroidal coordinates. The time step is chosen to be equal to the minimum of
07, On, 0p and dy. The computation of the potential distributions is fast. The CPU time
on a laptop with processor Intel Core i5-4200H is less than a second for any contact angle
a € (0°,180°) and an 100 x 100 uniform mesh in each of the domains.

The illustrative figures (Fig. and correspond to experimental system parame-
ters epn = 2 and ey, = 40 [2.I1]. If the oil phase has a larger dielectric constant (for example,
castor oil with €,, = 4.54), then the system parameters are e, = 0.874 and ey,, = 17.2 (Figs.

and [2.64] respectively).

Fig. [2.5 shows the distribution of the physical potentials in the numerical domains
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Figure 2.6: Distribution of potentials along the interfaces for different values of contact
angle a

for three-phase contact angle a = 90°. The considerably higher dimensionless potentials
are well illustrated for larger values of the dielectric constant of the nonpolar phase. At
the coordinate lines, 0 = 0 (Snw) and ¢ = 37/2 (Spw), the electrostatic potentials are
considerably lower than those at coordinate line ¢ = 7/2 (Spn). As it can be expected,
the maxima of the electrostatic potentials are at the cross-section of the particle-nonpolar
interface and the axis of revolution. In both cases, the dielectric constant of water is so high
that the water phase suppresses the penetration of the electric field in the polar phase.

The calculations in [2.2] 2.TT] are performed, assuming zero values of the potentials at
the boundaries of the polar fluid. The magnitude of the electro-dipping force decreases if
the electrostatic potentials at these boundaries are different than zero. Fig. shows the
distribution of the surface potentials along the boundaries (solid lines correspond to Spy;
dashed lines — to Spw; dot—dashed lines — to Snw). The increase in the three-phase contact
angle (more hydrophobic particles) leads to higher potentials because of the more charges,
adsorbed at the particlenonpolar fluid interface. The effect of the water phase becomes
more pronounced. It is important to note that the surface potentials at the particle-water
boundary are different from zero. Thus, the boundary Sp also contributes to the electro-
dipping force. For v = 45° and a = 90° this contribution is small, while for o = 135°—it
is not negligible. The weak singularities at the three-phase contact line (7 = 0) correspond
to those depicted in Fig. If the dielectric constant of the particle phase, ¢, is smaller
than that of the nonpolar phase, ¢,, then the electric field penetration inside the particle
phase is more effective and the electrostatic potential at boundary Sp,, is higher.

2.8 Conclusion

The proposed effective numerical algorithm, based on the ADIM, enables us to do fast and
precise calculation of the electrostatic distributions, generated from a charged dielectric
particle, attached to the nonpolar—water interface. For faster calculations, we transform
the complex dielectric phase domains into rectangles, using a modification of the toroidal
coordinates. The resulting systems in the respective directions of ADIM are solved, using a
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direct elimination method.

The numerical results show the effect of the three-phase contact angle and the di-
electric properties of the phases on the induced electric fields and the magnitude of the
electro-dipping force. Generally, the decrease of the ratios of the dielectric constants of the
particle and nonpolar phase, €,/e,, and that of water and nonpolar phase, ey /ey, leads
to the more pronounced penetration of the electric field and higher surface potentials at
the particle-water and nonpolar fluid-water boundaries. The magnitude of the potentials
(electro-dipping force) is larger for more hydrophobic particles. The calculations generalize
known results — the idealized case of a thin electric double layer in water [2.11], where
the dielectric constants of the particle and the nonpolar phase are assumed to be negligible
with respect to the constant of water, and the idealized case of water phase with infinite
dielectric permittivity [2.2].
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Chapter 3

Motion of a spherical particle,
attached to the interface
between two viscous fluids

In this chapter, we compute the drag force, acting on a particle, attached to the boundary
between two viscous fluids. This calculation is important for the production of 2D-ordered
micro- and nano-layers, which are applied in the production of solar panels, charge-coupled
devices (CCDs) and bio-memory chips. The problem was solved semi-analytically for water—
air interface and three-phase contact angle a < 90°, using the Mehler—Fock transformation
[3.1]. We propose a numerical method, based on the gauge formulation of the Stokes equa-
tions for two viscous fluids. This method is applicable for calculating the velocity field, the
pressure and the drag force coefficient for all values of the three-phase contact angle and
the fluid viscosities. The weak singularity of the solutions at the three-phase contact line
is studied and the respective phase diagram is drawn. The isolation of the singularity type
helps us to construct an efficient second-order numerical scheme, based on the alternat-
ing direction implicit method. The problem is solved numerically for different three-phase
contact angles and ratios of the fluid viscosities.
The results, included in this chapter, are published in

e G. Lyutskanova-Zhekova, K. Danov, Motion of a Spherical Particle Attached to the
Interface Between Two Viscous Fluids, Progress in Industrial Mathematics (2019).
DOI: [10.1007/978-3-030-27550-1_12.

3.1 Literature overview

The 2D layers of micro- and nano-particles [3.2][3.3], attached to interfaces, are related to the
production of antireflective surface coverages in solar panels [3.4] [3.5], microlense structures
in CCD technologies [3.6] and structures for bioengineering and biosensing applications
[377,13:8]. The quality of these layers depends on the values of the contact angle, «, and the
mobility of particles at interfaces. For small particles, a is measured from the translational
motion of individual particles, attached to fluid—fluid interfaces [3.9].
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Chapter 3. Motion of a spherical particle

In the current work, we calculate the drag coefficient of a spherical particle, located at a
flat interface between two viscous fluids and moving parallel to it. If one of the fluid phases
is air, the problem has a semi-analytical solution in terms of the Mehler—Fock integral
transformation [3.1], which is valid only for particles more immersed in the fluid phase
(a < 90°). Analytical approximations for the drag and diffusion coefficient of a spherical
particle, attached to a flat interface between two immiscible fluids, are constructed for the
case of a vanishing viscosity ratio between the fluid phases [3.10]. The general problem is
solved in [3:I1], using the two-vorticity-one-velocity formalism. A major drawback of the
proposed method in [3.11] is that it is slow and, therefore, it cannot be used in the most of
the practical applications.

The aim of the present study is to develop a fast and effective numerical method for
calculating the velocity field, the pressure and the drag coeflicient in the case of two fluid
phases with arbitrary viscosities and three-phase contact angles 0 < o < 180°. The problem
is solved, using similar method to this in [3.I1] but we use the gauge approach instead of
the two-vorticity-one-velocity formalism. This leads to fast and efficient method for solving
the problem.

Solving this problem in an efficient way is an important task due to the following reasons.
First, these calculations could be used to determine the contact angle of micron particles.
These particles are so small that they do not deform the surface, to which they are attached.
Moreover, one could see their movement with a microscope but not them in detail. Therefore,
the speed of a micron particle is measured thought experiment and using this information,
the particle contact angle is computed. The only way to do that for the time being is
by using parametric identification. This method requires repeated calculations of the drag
force for different values of the contact angle to obtain the best fit of the experimental data
for the drag coefficient. Second, an efficient algorithm for computation of the drag force
is needed in order to solve the two-dimensional crystallization problem. This problem is
transformed to a problem for ordering of many moving particles, which is solved, using the
drag force coefficient for each particle. Moreover, an efficient algorithm is needed because the
number of particles is great and they have different contact angles. Due to above presented
applications, the solution of the presented above problem is an important task.

The current chapter is structured as follows. We formulate the problem in Sec. [3.2 and
nondimensionalize it in Sec. 34} In Sec. [3.5 one transforms the problem into a convenient
form for numerical modeling. In Sec. the asymptotic solutions at the three-phase
contact line are found in order to have a good approximation for the drag force, which has
a singularity at 7 = 0. Finally, the numerical method and algorithm for finding the drag
force, and the results are presented in Sec.

3.2 Mathematical formulation of the problem

A small spherical particle of radius R is attached to the interface between two infinite
incompressible viscous fluids (Fig. and moves parallel to the fluid interface with known
constant velocity V. The particle position is determined by the three-phase contact angle
a, see Fig. 3.1] For small capillary numbers, the perturbations of the dividing surface due
to the particle motion are sufficiently small so that the surface is flat. Thus, the three-phase
contact line is a circumference of radius r. = Rsin «. Its center is chosen to be an origin of
a Cartesian coordinate system with unit basis vectors e,, e,, and e,, where e, points at the
direction of the particle movement and e, is normal to the fluid—fluid interface, pointing at
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the upper fluid phase (see Fig. .

particle

fluid 1
Sfluid 2

Figure 3.1: Sketch of a spherical particle, attached to the plane interface between two fluids.

The translation of the particle causes the fluid motion, which is assumed to be so slow so
that the inertia terms in the Navier—Stokes equations can be neglected. Thus, we describe
the sought-out local velocities v,,, for both phases as solutions of the Stokes equations, i.e.

V-vy,=0 m=1,2, (3.1)
VD = V2V, m=1,2,
where p,, is the pressure, n,, is the dynamic viscosity, V is the spatial gradient and subscripts
“1” and “2” denote the upper and lower phases, respectively.
In order to close the obtained system of partial differential equations, we need to apply
the respective boundary conditions. The no-slip boundary conditions at the particle surface,

Sp, state
v, =Veyat S,, m=1,2, (3.3)

see Eq. (U.77) in the Supplementary material U. The kinematic boundary conditions at the
non-perturbed interface z = 0 are

Vi=vVy, vi-e, =0, vore, =0at z=0, (3.4)

see Egs. (U.79), (U.81) in the Supplementary Material U. The interface is assumed to have
no surface elasticity, diffusivity, viscosity, etc., then, the dynamic boundary condition at
interface z = 0 has the form:

e, (T1 —Te)=0at z=0, (3.5)
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where T and T are the bulk stress tensors, see (U.93) in the Supplementary Material
U. Taking into account that the fluids are incompressible Newtonian, then the following
constitutive relations:

Ton = —pmI + [va + (va)T]  m=1,2 (3.6)

hold true, see Section in the Supplementary Material U. Substituting Eqs. (3.6 in the
general dynamic boundary condition (3.5]), we obtain

_pie, + e, - [vw + (vVl)T} — —poe. + e, - [VVQ n (vvz)T} : (3.7)
8V1 8V2
_ . M —— = — . 219 —— at z = s .
pre, + 21 o p2e, + 219 5 at 2 =0 (3.8)

see Egs. (5.69), (S.211) in the Supplementary Material S. In order to remove the unknown
pressures from the dynamic boundary condition, we take the vector product of Eq. (3.8)
with e, and obtain
8V1 3V2

Tllgxez:nzgxez atZ:O, (39)
Finally, the physical values of v,,, m = 1,2, and p,,,, m = 1,2, vanish at large distances
from the particle, i.e.

lim v,, =0, lim p,, =0, m=1,2, (3.10)

p—>00

p—+00

where p denotes the length of the radius vector and it is computed as follows:

p= a4y + 22 (3.11)

3.3 Exact solution of the problem

Let us introduce a cylindrical coordinate system r, ¢, and z with center, coinciding with the
center of the three-phase contact line, and unit basis vectors e, e, and e, (see Fig. . In
the considered coordinate system, the exact solution of the Stokes problem and
with boundary conditions and , which describes the movement of a particle in
an unbounded fluid m of viscosity 7,,, is

oot 3V R3(z — Rcosa)?sinp 3V ~_R(z — Rcos a)? sin ¢

"4 24 (2 — Rcos a)2]5/2 4 [r2 4 (2 — Rcos a)2]3/2
1% R3si i
v sin ¢ M- 3V . Rsingp 75 M= 1,2, (3.12)
2 [r24 (z— Rcosa)?] 2 [r2+ (2 — Rcosa)?]
Uf}f@:K' R3cosp 3/2_'_&. Rcos . m=1,2, (3.13)
4 [r2 4 (2 — Rcos)?] 4 [r2 4 (2 — Rcosa)?] /
ot = 3V R3r(z — Rcosa) sin5</p2 n 3V Rr(z— Rcosa) Sin;c;27 m=1,2 (3.14)
4 [r2 4 (2z— Rcosa)?] 4 [r2 4 (2z— Rcosa)?]
¢ _ 3Vim R?rsi
pt = 2 0m Y m=12, (3.15)

2R [r2 4+ (2 — Rcos a)2]3/27

41



3.4. Dimensionless formulation of the problem

see [3.12]. For three-phase contact angle & = 90°, i.e. the center of the coordinate system
coincides with the center of the particle, one gets

3V Rz%si R? v Rsi 1 R?
pot =27 D SP - 4L, teme c—=——). (3.16)
4 (24 22)%2 24z 2 (2422 \3 Ptz

V. R3 3V R
Ufrftp = o i/g e o ()01/27 (317)
4 (r2 4 22) 4 (r2 4 22)
3V R3rzsingp 3V Rrzsing
ad QU S i S 3.18
Vme 4 (2 4 22)%/? T (r2 + 22)%/% (3.18)
3Vn R2rsin
st __ m . 3.19
Prm 2R (r2 + Z2)3/2’ ( )

for both phases. Note that these equations give the exact solution of our problem both
for equal or different viscosities of the fluid phases in the case of @ = 90°. We shall prove
this statement in the next lines. First, the kinematic boundary conditions hold true.
Second, the dynamic boundary condition acquires the form:

(%h 6'Ulcp 8’[)2,« 31}2(‘0
_ = — . 3.20
Th( o 0z z=0 o 0z z=0 " o 0z z=0 o 0z z=0 ( )
Due to the facts
Qome | _g Dome)  _g =1y, (3.21)
(’92 z=0 8’2 z2=0

we conclude that the dynamic boundary condition (3.9) holds true.

3.4 Dimensionless formulation of the problem

The dimensionless form of the problem is obtained by introducing the following new vari-
ables:

=t g=t 2=2p=L Vorv, ¥V = 02V?, (3.22)
Te Te Te Te
— Vm TecPm Tim
Vi = —, m = , m = s m:1,2. 3.23
Vv p 7]mV K N+ n2 ( )

Then, by substituting Egs. (3.22)) and (3.23) in the considered problem (3.1))— (3.4) and

(13.9), we obtain the respective Stokes problem

V V=0 m=1,2, (3.24)
ﬁpm = ﬁQV"M m = 17 2a (325)

with the following boundary conditions:

e no-slip boundary conditions:

Vi =€y at Sp, m=1,2; (3.26)
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e kinematic boundary conditions:

Vi=Vy, Vi-e,=0, Va-e,=0at z=0; (3.27)

e dynamic boundary conditions:

ovy Ovo
. — —_— 2 t > = 0; 3.28
M1 p— X € = pp—— X e at Z (3.28)
e boundary conditions at infinity:
lim v,, =0, lim p,, =0, m=1,2. (3.29)
p—00 p—00

For simplicity of notations, we shall skip the bars in the subsequent computations.

3.5 Transforming the model in a convenient form for
numerical modelling

In the current section, we transform the model in a form, which is convenient for numerical
modelling (see Fig. [3.2)). First, the problem is reformulated, using the gauge method. The
main idea of the method is to transform the original system, which consists of six second-
order and two first-order partial differential equations, to a system of eight elliptic partial
differential equations. Secondly, we simplify the 3D problem to the 2D one, taking into
account the fact that the considered problem contains only the first mode with respect to
the Fourier transform. Next, the partial differential equations in the system are uncoupled
by introducing new variables. Finally, a modification of the toroidal coordinates is used in
order to transform the complex geometry of the problem into rectangles.

3.5.1 Gauge formulation of the problem

Solving the Navier—Stokes equations (and in particular the Stokes equations) is not a
straight-forward task. In support of this thesis, Langtangen and coworkers [3.13] described
the main issues that arise from using a naive approach for this problem and the most com-
mon numerical strategies to solve the problem. Generally speaking, the main challenge is to
maintain the incompressibility constraint during the iterative processes [3.14]. In order to
solve this issue, we use the gauge formulation of the problem [3.15] B.16], which introduces
a vector, w,,, and a scalar, &,,, potentials by using the following definition:

Vin = Wy — V&, m=1,2. (3.30)

The substitution of the expression for the vector v,, (3.30) into the continuity equation
(3-24) leads to the Poisson equation

V% =V Wy, m=1,2, (3.31)

and into the momentum balance equation (3.25) — to the following:
Vom = V2V =V (Wi — Vi) = VW, — V2(VER), m = 1,2, (3.32)
VZWm = v(pm =+ v2£m)7 m=1,2. (333)
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three-dimensional
elliptic problem
in complex domain

Vin = Wiy — V&m m=12

Pm = 7v2£m-, m=1,2

Wiy = iy SIN Oy, Wpp = AmepCOS Y, M = 1,2

Winz = Az 8ing, &, = by,sing, m=1,2

two-dimensional

physical uncoupled system of twc?-d.imensional
problem parabolic PDEs elliptic problem
in complex domain

in rectangular domain

U = W, m=1,2
introduction of numerical time Aoy — Qs
Upp = ———, m=1,2
bmz o _ Tlmy + 2, o
W1 = 7 9 bml - bm 2 , M= 17 2
two-dimensional o two-dimensional
-7
uncoupled system of | "= —— uncoupled system of
——
elliptic PDEs __2rsing elliptic PDEs
in rectangular domain h in complex domain

Figure 3.2: Schematic representation of the transformations, which are applied to the con-
sidered problem

Taking into account that the definition (3.30]) introduces four new variables and gives only
three equations between them, one adds the constraint

P ==V, m=1,2, (3.34)
which leads to a significant simplification of the momentum balance equation:
Viw, =0, m=1,2. (3.35)

Thus, the Stokes problem (3.24)), (3.25) is reduced to a well-defined system of elliptic partial
differential equations (3.31)), (3.35). Moreover, the vector equation (3.35) could be solved

separately and, then, one could obtain &, from Eq. . Finally, one obtains v,, and p,,,
using and (3.34). The main disadvantage of the gauge method is that the reformula-
tion of the problem increases the number of degrees of freedom and additional self-consistent
boundary conditions for the vector and scalar potential have to be added to the problem.
In our case, we specify the following additional boundary conditions:

Em=0at S,, m=1,2, (3.36)

o6 o6
20z

& =&, pg- = p at z = 0. (3.37)

Note that Eq. (3.36) has already been used in the literature [3.15], while Eq. (3.37) is
original to our knowledge. Moreover, the boundary conditions match the physical picture

and they simplify significantly the form of the kinematic and dynamic boundary conditions
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Chapter 3. Motion of a spherical particle

in cylindrical coordinates, see Egs. 7. This formulation of the problem has two
important advantages from numerical viewpoint. First, the problem consists of eight elliptic
partial differential equations with well-defined boundary conditions. Second, all vector and
scalar potentials are regular functions of r and z in the closed numerical domains, including
the three-phase contact line. The pressure functions is possible to have weak singularities
at the three-phase contact line for some values of the central angles and viscosities, while
the vector and scalar potentials do not.

3.5.2 From three-dimensional to two-dimensional problem

Next, we introduce a cylindrical coordinate system r, ¢, and z with unit basis vectors e,.,
e, and e, (see Fig.|3.1). In it, the problem in terms of vector and scalar potentials, Egs.
(3-31)), (3.35)), has the following coordinate form:

e S

see Eqgs. (S.350)— (S.352) in the Supplementary Material S. Next, we obtain the form of the
boundary conditions in cylindrical coordinates as follows:

e No-slip boundary conditions. For the no-slip boundary conditions (3.26]), one gets

sin e, + cospe, = vy, = Wy, — V&, m=1,2, (3.42)

see Egs. (3.30), (5.342)) —(5.344) in the Supplementary Material S. Then, the coordi-
3.42

nate form of Eq is

10&m _ m
wmr—W—SlngD, Wmep — T%—COSQD, wmz_w

see Eq. (S.348) in Supplementary material S.

=0, m=1,2, (3.43)

e Kinematic boundary conditions. Using Eq. (3.30)), the kinematic boundary con-
dition vi = vq, see Eq. (3.27)), acquires the form

— V& =wy — V. (3.44)

Then, one gets the form of the kinematic boundary conditions along the r direction:
0 0

Wiy = Wiy — % = W2y — g = W2y, (345)

see Eq. (3.37). Analogously, the kinematic boundary conditions along the ¢- and z—
directions acquire the form

06 08 B
5 = 07 W2, a =0atz= 07 (346)

Wip = W2yp, Wiy —

see Eq. (3.27).
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e Dynamic boundary conditions. First, we simplify the expression % X e, as
follows:

3vm 6. — _avm,«e avmtpe
0z ? dz 7 0z
W 0% Owme 1 0%€,,
_—( ER _8’/"(92;) e, + <8z_r8<p82> e, m=1,2 (347)

see Eqgs. (3.30]), (S.348)). Using Egs. (3.9)), , (3.47), we obtain the following

coordinate form of the dynamic boundary conditions (3.9)):

8w1r 8w2,« 8w1<p mep

Mg, ~ g, Mg, TH275,

(3.48)

Boundary conditions at infinity. From the Stokes solution (3.12)— (3.15), one
obtains the following expressions for the dimensionless gauge scalar and vector poten-
tials:

Wt — 3 (2 — cota)?sin 1 sin ¢
" 2sin® o [r? + (2 — cot@)?]3/2  sin®a [r? + (2 — cota)?]3/2
3 sin ¢
3.49
2sina [r? + (2 — cot )2]1/2’ (3.49)
L cos p 3 cos
st
- , 3.50
Wme 2sin® o [r2 + (2 — cot )2]3/2  2sina [r? + (2 — cot a)?]1/2 (3.50)
3 r(z — cot o) sin ¢
st
= ) 3.51
Ym: = sin’a [12 4 (2 — cot )2]5/2 (3.51)
gt — 3 rsin @ 3 rsin @ (3.52)

dsina [r? 4 (z — cot a)?]/2 4sin® o [r? 4 (2 — cot a)?]3/2

for both phases (m = 1,2). Note that the vector potential vanishes at large distances
from the particle surface, while the scalar potential has the following finite value:

s osingp

m

at r — oo and z = const, m =1,2. (3.53)

4sin «

Additional boundary conditions. The additional boundary conditions have the

same form as Eqgs. (3.36)), (3.37).

In cylindrical coordinates (r, ¢, z), the Fourier expansion of the solution with respect to
the polar angle, ¢, contains only the first Fourier mode [3.1, B.11]. Thus, the components
of the vector and scalar potentials can be presented as

Wiy = Gy (7, 2) SIDQ, Wing = Ame (T, 2) cOs @, m = 1,2,

Winz = (1, 2) sing, &n = by (r,2)sing, m=1,2,

(3.54)
(3.55)

where @y, Gme; @m- and by, are the amplitudes of the Fourier modes of the general solution.
Therefore, the three-dimensional problem is reduced to the following two-dimensional system
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of eight partial differential equations in cylindrical coordinates:

e
2 () OB

The system is closed with the respective boundary conditions for the amplitudes of the first
Fourier modes, i.e.

e Boundary conditions at the particle surface (see Eqgs. (3.43) and (3.36)):

ob ob
A — 8—;” =1, am, — a—;n =0at Sy, m=1,2, (3.60)
b
b =0, ame = Ame — Tm =lat S, m=12 (3.61)

e Kinematic boundary conditions and condition for equality of the scalar

potentials at the fluid—fluid interface (see Eqs. (3.45)), (3.46) and (3.37)):

A1y = A2y, Glyp = A2¢p, bl = bz at z = 0, (362)
abn
Gy — 82L =0atz=0, m=1,2; (3.63)

e Dynamic boundary conditions and condition for the derivatives of the
scalar potentials at the fluid—fluid interface (see Egs. (3.48)) and (3.37)):

8a1r o 8a2T 8a1¥, - (’)ag@ % - % o
M1 92 = p2 827/& 92 = p2 az”“az_“zaz at z = 0. (3.64)

e Boundary conditions at infinity: Vector potentials vanish at large distances from
the particle surface, while the following relation:

st
by, —

—— at r — oo and z = const, m = 1,2. (3.65)
4sin o

holds for the scalar potentials.

3.5.3 Uncoupling the bulk equations of the problem

From numerical viewpoint, it is convenient to uncouple the bulk equations of the considered

PDE system (3.56)—(3.59). Obviously, the third equation in the system, Eq. (3.58]), is not
related to the others. Next, adding Eqs. (3.56]), (3.57)), one gets

10 {Ta(am,« + amq,)] N 0% (myr + Q)

o o = =0, m=1,2. (3.66)
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Analogously, subtracting Eq. (3.57)) from Eq. (3.56)), the following equation
]- mr — Wm 2 mr — Wm 4
0 [Ta(a a H(,)]_’_8 (a Amep)

— 5 Umr — Um :0; :1,2 3.67
ror or 022 r2 (a amg) m ( )
holds true. Next, we shall reformulate Eq. (3.59)) in two steps. First, we revise the first two
terms of the right hand side of Eq. (3.59) as follows:

10 Amp _ Qmr %J‘f' Oy [8 ( 3amT) 02 (ramT)} n Oty

ror By (ramr) = r r r or or 022 or

_1
2

{6 [6(ram7 B ] ra,m)} 8&,,”.
0% (

1
2 or

1 0 [O(ram,) ramr 1 3amr
~2 { or or } }

1

0 [ O(ram) 18(7‘amr) ;2 (fZW) 1 9ayn,
s |- }

——— T

ror | Or 022 2 or
10 [ d(ram:) 32 (mmr) Ty B
— {rar T ]+ - T =12, (3.68)
see Eq. (3.56)). Second, we find an appropriate expression for the last term in the right hand
side of Eq. (3.59))
damz 2 [10 ([ dam: N Pam:  ams N Oty
a- 2 |ror\"or 022 r2 0z
_1f10 [ 9 (zamz)] N 0% _ Gms? N Ol »
2\ ror _r or | T2 r2 0z
1 13 _T(‘?(zamz)_ N 2 Z@amz B O~ s N O
2 \ror| or | 0z 0z 0z 72 0z
_1f10 _r(‘?(zamz)_ N 02 (2apmz) B 23amz _ s N Om,»
2 \ror | or | 0z 0z r2 0z
110 [ 0(zam.)] 0? (20mz)  20ms B
_ 2{7«(% [ el B = il SRLE IR (3.69)
using Eq. (3.58]). Substituting Egs. (3.68]), (3.69) in (3.59)), we obtain
10 0 TQpyr — 20mz 0? Ty  20ms
v or [ e G )}Jraz?(bm_z_ 5)
2b'm — Tmyr — 20mz
J— = = 1 2. .
- 0, m=1, (3.70)

Then, instead of solving Egs. (3.56), (3.57), (3.58) and (3.59) with respect to amy, Gme,
A and by,, one could obtain the solution of the problem by solving Egs. (3.66)), ,

(3.58) and (3.70]) with respect to the following new variables:

1
Um0 = Ay + amap)a Um1 = iamzv Um2 = Z(amr - amap)a m = ]-7 27 (371)

1

1
b1 = by, — B (ramr + 2zamz), m=1,2. (3.72)
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Chapter 3. Motion of a spherical particle

Using the new variables (3.71]) and (3.72)), the problem is considerably simplify to the fol-
lowing homogeneous system of uncoupled partial differential equations:

Lo[umo] = 0, L1 [uml] = 0, L2 [umg} = O,Ll[bml] = 0, m = 1, 2, (373)

where the dimensionless Laplace operators L, have the following form:

10 Ju ?u  n’u
Loful = == (r== — - —,n=0,1,2. 3.74
[u] ror <T 8T> 072 2o (3:74)
Using the inverse transformations
e = 2(Um0 + Um2), Gme = 2(Umo — Um2), Qmz = 2Um1, m = 1,2, (3.75)
by =bm1 + 1 (umO + Um2) + 2Um1, m=1,2, (376)

one obtains the boundary conditions of the problem in the terms of the new variables:

e Boundary conditions at the particle surface (see Egs. (3.60) and (3.61))):

0
2 (Um0 + Um2) — 7= [bm1 + 7 (Umo + Umz) + 2um1] =1 at Sp, m=1,2, (3.77)

or
0
QU1 — E [bm1 + 7 (Umo + Um2) + 2Um1] =0 at S,, m=1,2, (3.78)
1
Um0 = Um2 = 5 b1 + 7 (Umo + Um2) + 2Um1 =0 at S,, m=1,2; (3.79)

e Kinematic boundary conditions and condition for equality of the scalar
potentials at the fluid—fluid interface z = 0. Substituting Eq. (3.75) in the
kinematic boundary conditions (3.62]), one obtains

U0 + U2 = Ugg + Uge at 2 =0, (380)
U190 — U2 = U0 — U222 at z = 0 (381)

Adding Eq. (3.80) to Eq. (3.81) and subtracting Eq. (3.81) from Eq. (3.80]), we

conclude that
U10 = U2, Uiz = Ugo at 2 = 0. (3.82)
Next, one obtains the form of the boundary condition b; = by at z = 0:
b11 + r (u10 + w12) = bay + 7 (ugp + ua2) at z =0, (3.83)
bi1 =borat z2=0, m=1,2,. (3.84)

see Eqgs. (3.62) and (3.82)). Finally, we conclude that the boundary condition Eq.
3.63|) is transformed as

Obm1 0

U1 — 5 7‘@ (Umo + Um2) =0 at z=0, m=1,2, (3.85)

using the derivative 9b,,/9z at z = 0:

Oby, by 0 _
5 = 5 + U (Umo + Uma2) + Um1 at z = 0. (3.86)
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3.5. Transforming the model in a convenient form for numerical modelling

e Dynamic boundary conditions and condition for the derivatives of the
scalar potentials at the fluid—fluid interface. Analogously to the derivation of
the kinematic boundary conditions , we obtain the following form of the dynamic
boundary conditions in the terms of the new variables:

OJuig o Ouao Ou1a - Ouga
R P P

at z = 0. (3.87)

Finally, we write the additional condition for the derivatives of scalar potentials in
terms of the new variables

ob ob
,ul—ail + piugy = #27821 + pousy at 2 =0, (3.88)
see Eqgs. (3.87)) and (3.86)). Using Eqgs. (3.75)), (3.63)) and (3.64)), we conclude that
ob ob
21U = f1G1s = Jl o = Haae = fan, = 2pzusz; at z = 0. (3.89)
0z 0z

Then, the boundary condition (3.64]) acquires the form:

Obyy  Obyy _
MW = o P at z =0, (3.90)

see Egs. (3.88) and (3.89).

e Boundary conditions at infinity: Potentials vanish at large distances from the
particle surface because

. . 1
i = i b = i o~

M, Bz )] 3 5 o, (3.91)

sin ¢ sin ¢ 4sina  4sina

see Egs. (3.49), (3.51)) and (3.65]).

3.5.4 Formulation of the problem in toroidal coordinates

To construct an efficient numerical scheme, the complex geometry of the problem (Fig.(3.3))
is transformed into rectangles (Fig. [3.4)), introducing modified toroidal coordinates T and o
as follows:

1— 72 2T sino

h h 7

(3.92)

where h(7,0) =1+ 72 — 27 cos o is the normalized metric coefficient (see Section [S.5.5).

The axis of revolution corresponds to 7 = 1 and the three-phase contact line — to the
pole, Ay, where 7 = 0. The position of the fluid—fluid interface in toroidal coordinates is
described by the equation ¢ = 0, while that of the particle surface — by ¢ = a,,,, m = 1,2,
where «,, is defined as

o — { a, at the upper part of the particle,
m =

a —m, at the lower part of the particle. (3.93)

see Fig. 3] The derivatives of the toroidal coordinates with respect to the radial and

50



Chapter 3. Motion of a spherical particle

Z A
I fluid 1
\\ O = const.
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Figure 3.3: Toroidal coordinate 7 and o, which are convenient for numerical calculations.
The position of the contact line coincides with the pole, A, ; the fluid-fluid interface corre-
sponds to o = 0, the upper particle surface — to ¢ = «, and the lower one — to 0 = a — 7.

T
A

axis of revolution 1 axis of revolution

phase 2 phase 1

particle
interface
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=]
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Figure 3.4: Rectangular numerical domain in toroidal coordinates.
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3.5. Transforming the model in a convenient form for numerical modelling

vertical coordinates are

9o (1—7%)sino or  (1+7%)coso — 27
s o= ; : (3.94)
do (14 72)coso — 27 or  (1—7?%)sinc

9z 27 T9z 2 ’ (3.95)

see Eqgs. (S.315)—(S.318)) in the Supplementary Material S. Then, we obtain the following
expressions for the partial derivatives with respect to r and z:

9 90 0 &277(177'2)81110'8 (14 7%)coso — 27 0

or  Or do + oror 27 do + 2 or’ (3.96)
0 900 010 (1+7%)coso—27 0 (1—72)sinc 9
9: " 0:00 Tozor o w2 o (3.97)

Substituting the expressions for the vector and scalar potentials (3.54) and (3.55)) in the
general form for Laplacian in toroidal coordinates, Eq. (S.379)), one obtains the following
expressions for the Laplace operators, L,, (n = 0,1,2), in toroidal coordinates:

B0 [ B o (Tow) e
47(1 —72) ot h or 472 9o \ h Oo (1—7’2)2u’

Lyu] = n=0,1,2. (3.98)

The functions in the system of partial differential equations are dependent on each other
because of the boundary conditions.

Boundary conditions at the particle surface

Using the fact

by, b (Qm, T+ AT) — by (v, T)

= 1.
O | gear,, AT AT
. -0
= AIHEO A= 0atS,, m=1,2, (3.99)

we conclude that the boundary conditions (3.77) and (3.78) in toroidal coordinates have the
form:

(1 —72)sino db,,

Uma + = % 0at S,, m=1,2, (3.100)
(1 + 72) coso — 271 Ob,,

- =0at S, m=1,2, 3.101

tm1 47 do at op, M ( )

see Eq. (3.79). Then, one eliminates 9b,, do from Eq. (3.101]) and the boundary condition
(3.78) is replaced by the following:

2[(1+7)coso = 27] uma + [(1 = 7°) sino] um1 =0 at S, m=1,2. (3.102)

In Eq. (3.100f), we substitute b,, with the respective expression in toroidal coordinates and
obtain

(1—72)sino 9 1—72 27 sin o
Ak + + + =0. 1
] (’90 bml h (umO Um2) h Um1 0 (3 03)

Um2 +
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Chapter 3. Motion of a spherical particle

Boundary conditions at the fluid—fluid interface

At the fluid—fluid interface (¢ = 0), the partial derivative with respect to z could be simplified
considerably as follows:

9
0z

0 or

_ Odo L
OJo 0Oz

T 0z

o (1—-7)?9

o=0 o=0

see Eq. (3.97). Then, we obtain the form of the boundary condition (3.85)) in toroidal

coordinates:

(1 —17)2 Obyy 1-72 (1-71)2%0
_ — (U F Um2) =0, m=1,2 3.105
27 do 14+72-27 27 8a(u 0 F Um2) mn ( )

at o = 0. Moreover, the boundary conditions (3.87) and (3.90) have the form

Um1 —

(1-7)? Ou1a du\ . (1—7)° Ouig Ouzg\
- R el 0, = Mg THep | = 0, (3.106)
N2

L T LT ) (3.107)
T Jdo Oo

Boundary conditions at the axis of revolution

In order to close the problem in the rectangular region, we have to add boundary conditions
at the axis of revolution and at the three-phase contact line. At the axis of revolution
(r = 1), it follows from the definitions of the operators and the form of the bulk
equations that the boundary conditions acquire the form

8um0
=0 =1,2, 3.108
87— ) m ) ( )
U1 =0, Uz =0, by =0, m =1,2. (3.109)

We shall prove this statement in the next lines. In the case n # 0, the leading order of the
Laplace operator L,, for 7 — 1 is

2h2
Lolu] = = —u+---, n=0,1,2, (3.110)

-

see Eq. (3.98)). Then, taking into account the form of the bulk equations (3.73)), we conclude
(3.109

that Egs. (3.109)) hold true. In the case n = 0, the leading order of the equation Lg[u,0] =0
forT — 11is

2T2h2 aumo
=" o= 0 =1.2. 3.111
47(1—72) Ot + 1 ’ ( )

Lo[umo] =
Then, we obtain Eq. (3.108).

Boundary conditions at the three-phase contact line

In toroidal coordinates, the three phase contact line is a boundary of the numerical domain
given by 7 = 0 (see Fig. [3.3). Therefore, some boundary conditions have to be added on
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3.5. Transforming the model in a convenient form for numerical modelling

it. If we use a similar method to that, presented in the previous section (for the axis of
revolution), we obtain

52um0

503 (3.112)

=0, m=1,2,

which is not useful boundary condition. Due to the fact that the point A, (with cylindrical
coordinates r = 1, z = 0) lies on the particle surface, we shall use the following two simple
boundary conditions:

(3.113)

Um0 — Um2 = %7 bm1 + Umo + Um2 =0, m = 1,2,
see equation . They correspond to the no-slip boundary conditions for the velocity
component ¢ and the additional boundary condition on the particle surface. Therefore, in
order to close the problem, we shall obtain boundary conditions for the 7- and o-velocity
components. Expressions for them in terms of velocity components v,,, and v,,, are pre-
sented below:

(1+72)coso — 27 (1—-72)sino

Umr = h Umr n Umzy, m=1,2, (3114)
1—7%)si 1472 -2
Umo = _%Umr + ( T )(-;LOSU Tvmz7 m=1,2, (3115)

see Egs. (S.375) and (S.376) in the Supplementary Material S. Therefore, the respective
expressions for the vector potential components are

(1+72)coso — 27 (1 —72)sino

Umr = h Wy Twmz
(1473 coso — 271 0, (1 —712)sino 9, .
: = - S m =12 (3.116)
; _(1—72)Sinaw (1+72)cosa—27w
mo h mnr h mz
(1—172)sino 0¢,, (14 712)coso — 27 0, B
+ W o W 5, M= 1,2, (3.117)

see Eq. (S.348). Next, we simplify the sum of the last two terms in the expression for v,,,
as follows:

(14 7%) coso — 21 O&

(1—7%)sino ¢,

h or h 0z
_ [(1 +7%)cosa — 21 Jo N (1- Tz)sinoaa] Om
h or h 0z | Oo
B [(1 +72) coso — 27 I1 N (1—72)sino 87’} Om
h or h 0z| Ot

2h

_ { [(1—1—7‘2)0050—27]2 N

or 237”m ’

[(1 —TQ)SinU]Q} s L
o B
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Chapter 3. Motion of a spherical particle

and those — for v,,, as follows:

(1 —72)sino 9, (1+72)coso — 27 0,

h or h 0z
_[@=7Hsincdo  (1+7%)coso — 27 Do | Om
-t [ h ar h 62} do
(1—72)sincdr  (1+712)coso — 27 01| O
* [ h or h 82] ot
(1+72)coso—27]°  [(1—72)sino]’) 8¢, h &,
T { [ 2hT ] * | 2ht } } 90 2000 T 1,2, (3119)

see Eqgs. (3.94)), (3.95) and (S.371). Using Eqs. (3.116))— (3.119)), we obtain the following

simplified expressions:

(1+72)coso — 27 (1—172)sino h 0&,
S o r)smo, R o 3.120
v h v h v 29r " ( )
1— 2\ o 1 2 3 -2
- (- )blnawmr N (1+7%)coso Twmz B ﬁafm’ m=1.2. (3.121)
h h 2t do

These expressions, written for the Fourier modes, are

1472 —2 1 - 72)si h
oy = | UF TS0 =27 0 (A= r)sing o B0l G Z e (3.122)
h h 2 Ot
1 —72)si 1472 -2 h Ob,,
vy = | A=) (A4 r)coso =27 0 b ) s e, (3.123)
h h 21 Oo

At the three phase contact line (7 = 0), we get

1 0b,,
Gy COSO + A, SINO — = —— = lim Vypr at 7=0, m=1,2, (3.124)
2 0T T—0
ino + L &b li t 0 1,2 (3.125)
— Gy SIN O + Gy COST — — = lim vye at 7=0, m=1,2. )
2000 10

Taking into account that the pole Ay lies at the line z = 0, we conclude that the no-slip

boundary conditions (3.43]) hold true at Ay. Then, Egs. (3.116) and (3.117)) have the form

O ) Om .
Vmr|,—g = COST <me - ;T) +sino (wmz - é) =cososing, m=1,2, (3.126)

Umeo|,_o = COST <wmz — %ﬁ:) —sino (u}mr — 385:> = —sinosing, m=1,2 (3.127)

at the three-phase contact line 7 = 0. Therefore, we obtain

1 0b,

amrcosa+amzsino—§ﬁ =coscatT=0, m=1,2, (3.128)
ino + L &b i t 0 1,2 (3.129)
— @y SID Qs COSO — =———— = —sinc at 7 =0, m=1,2. )
7 7739 0oOT cavT
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3.5. Transforming the model in a convenient form for numerical modelling

Using the definitions (3.75) and (3.76)), one transforms these conditions to the following

ones:

[2 (wmo + tUm2) — 1] cos o + 2ty sino
10 1—72 27 sino
= bml

(UmO + um2) Um1:| R (3130)

S 207 h h
— 2 (o + Umz) — 1] sino + 2u,,1 coso
1 92 1—72 27 sino
_1 b, " (o + mil, (3.131
28087[ 14— (Um0 + Um2) + ——u 1] (3.131)

which hold at the three-phase contact line for both phases. Finally, from equations (3.113]),
we obtain the following two boundary conditions at the three-phase contact line:

1—72 27 si
SUma COS 0 + 4,y Sino = o [bml + TT (Umo + Uma2) Tfinauml} , (3.132)
0? 1— 72 27 si
_8U7n2 sino + 4um1 Coso = M |: m1 + TT (umO + qu) u ;no—uml] (3133)

form=1,2.

3.5.5 Convenient form for numerical modelling

We solve the following problem:
Lo[umo] = 0, Ll[uml] = 0, Lg[umg] = 0, Ll [bml] = 0, m = 1,2, (3134)

where L,[u] are defined, using Eq. (3.98)). For the first Fourier modes in terms of the
new functions, w,,; and by1, (m = 1,2 and j = 0, 1, 2), we apply the following boundary
conditions:

e Boundary conditions at the upper (o = «) or at lower part of the particle
surface (0 = a — m):

2[(1+7)coso — 27| upma + [(1 = 7°) sino] umy =0, m = 1,2, (3.135)
1 —72)sino Ob
TN ki L L LT Y (3.136)
87 do
1 1— 72 2rsino
Um0 — Um2 = 57 b1 + (umO + umZ) + h Um1 =0, m=1,2, (3137)
see Egs. (3.102)), (3.103)) and (3.79). In the latter, b,, is defined as follows:
1— 2 2 <3
bm(Tva-) = b1 + TT (umO + um2) %umla m=1,2. (3138)
e Boundary conditions at the fluid—fluid interface (¢ = 0,7 # 1):
U10 = U0, Uiz = U22, b1 = bay, (3.139)
(1-7)20bp; 1—-720
ml — - a5 Um m2) — Y, = 1,2, 14
tm1 27 Jdo 27 8U(u 0+ tma) =0, m (3.140)
Ouyg Ougg Ouyo Ouza 0b1y 0Obyy

= = = 141
M5y M2 5 M5 M2 e M s ~H2 54 (3.141)

see Eqgs. (3.82), (3.84)), (3.105)— (3.107);
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Chapter 3. Motion of a spherical particle

e Boundary conditions at the axis of revolution (r =1):

8um0

or
see Egs. (3.108) and (3.109));

=0, Un1 =0, Umz =0, b1 =0, m=1,2, (3.142)

e Boundary conditions at the three-phase contact line (7 = 0):

1 [ 0by, 02b,,
Um2 = g (37’ coso — M_sina) , m=1,2 (3.143)
1 (0b,, . b,
Um1 = 7 ( 5 sino + . coso) =1,2, (3.144)
1
Umo = Um2 + 57 bm1 = —Umo — Um2, m = 1,2, (3145)

see Eqs. (3.132)), (3.133)), (3.113)) and (3.138).

e Boundary conditions at infinity (7 =1, ¢ =0):
Umo(l,O) = uml(la O) = u?n2(1; 0) = bml(L 0) =0, m=1,2, (3146)
see Egs. (3.148) and (3.149).

Note that the boundary conditions of the problem are consistent. More concretely, the
following conditions:

—_

Um0 = 55 Uml = 07 Um2 = O;bml = 07 m = 172 (3147)

[\

hold at the points (0, a,,). Next, the boundary conditions 7 are valid also
at the points (0, a,,), m = 1,2. Moreover, at the particle surface, they represent the limit
of the boundary conditions (3.135)(3.137) for 7 — 0 and at the fluid-fluid interface, they
become limits of the boundary conditions (3.140) for 7 — 0.

Finally, in toroidal coordinates one reaches the triple point 7 = 1 and ¢ = 0, using two
boundaries — the axis of revolution and the fluid-fluid interface. Because of the definition
of functions, one has

U = Uml = Um2 =bm1 =0at 7=1land o -0, m=1,2, (3.148)
Um0 = Uml = Um2 = b1 =0atoc=0and 7 — 1, m=1,2. (3.149)
3.6 Asymptotic solutions at the three-phase contact line

The Stokes equations are singular with respect to pressure at the three-phase contact line
(7 = 0). Moreover, there is a singularity in the formula for the drag coefficient:

1 1
_ 1—
F, = —4xVRsina | n / 85‘10 =T + 1 / uzo 1-72
o Th
0 0
+ 2rV Rsina [nougr (1 — ) — muqy (7 — a)], (3.150)

see Eq. (A.49) in Appendix A. In order to have a good approximation for the drag coefficient,
we investigate the asymptotic behaviour of the model in the close vicinity of the three-phase
contact line (for 7 — 0).
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3.6. Asymptotic solutions at the three-phase contact line

3.6.1 Toroidal coordinates

In order to do that, we consider the problem (3.56)—(3.64). Using the definition of the
modified toroidal coordinates, Eq. (3.92), one obtains the following problem:

2h2 2h2%a,,
Lo[amy] — ——mr Gme —0, m=1,2, (3.151)
(-7 =)
2h%a,, 2h%a
Lo[amy) + 1z 72)2 T ;’;“;2 =0, m=1,2, (3.152)
h2a,,.
Lo[amz] — m = O7 m = 172, (3153)
hzbm ]. ({9 Am aamz
Lobon] = (T = py(ronn) - A T m=L2 G5y
where Lg has the form (3.98)). Using Eqgs. (3.93)), (3.96)), (3.97)), (3.104) and the formula
abm . bm (7_ + ATa am) - bm (T7 Olm)
W . = Al‘}-IEO Ar =0 at Sp7 m = 1,27 (3155)

we conclude that the problem is closed with the following boundary conditions:
e Boundary conditions at the particle surface:

(1 — 7'2) sina,, Ob

Qmr + 5 6: =1lat S, m=1,2, (3.156)
(1+72) cos iy, — 27 Obyy

Ay — 5 By = 0at S,, m=1,2, (3.157)

mp =1, by =0 at Sy, m =1,2. (3.158)

e Kinematic boundary conditions and condition for equality of the scalar potentials at
the fluid—fluid interface:

A1 = A2y, Glyp = A2¢p, bl = b2 at o = 07 (3159)
1—71)2 0b,

LT Dm0 m=1.2, (3.160)
27 Oo

e Dynamic boundary conditions and condition for the derivatives of the scalar potentials
at the fluid—fluid interface:

ob ob

= 9% L. uga—Q at o =0, (3.161)
80,17« o 8a27~ 8a1¢ o 8a24p o

Mg~ = Hap T M = 2 = at o =0, (3.162)

3.6.2 Leading order problem

The leading order expansions of Egs. (3.151))-(3.153|) are the same and, then, we are search-
ing for amy, @me, and any in the form:

Uy = 1+ 78, (0) + O (TM1), m = (3.163)
=1+, (0)+0 (™), m= (3.164)
Amz = T)\amz ( ) +0 ( /\+1) ,m=1,2, (3165)
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Chapter 3. Motion of a spherical particle

taking into account the boundary conditions (3.156[)- (3.158). Substituting these expressions
in Lo[-], we obtain the leading order problem:

0%a’ .

Wg"JrVa?m. =0, m=12 i=r,z, (3.166)
see Eq. (2.27)). Therefore, the leading order expansions of the solutions for d.,r, am, and
Gy are

al, =1+7"[AS, cos(\a) + A, sin(\o)], m=1,2, (3.167)

ap, =147 A5, cos(Ao) + A5, sin(Ao)], m=1,2, (3.168)

al, =1 [AS  cos(\a) + A5 sin(Ao)], m = 1,2, (3.169)
where A7, ., A7, AL, Ajs AL, and A7, are unknown constants.

Next, we shall find the general leading order solution of Eq. (3.154]). In order to do that,
we use the relation between the derivatives in cylindrical and in toroidal coordinates

0 or 0 do 0 1 0 sinoc O
gt I Co e S Po (3.170)
0 or 0 do 0 1/ . 0 coso O
afazaﬁazac,:g(m”aﬁ . aa)+“'7 (8:171)

see Eqgs. (3.96) and (3.97). Using (3.170) and (3.171), the right hand side of Eq. (3.154) is

simplified as follows:

li(m ) dme Oam: _ 1 (amr  amg n Oty n Ot
ror. r 9z 2\ r r or 0z
1 Olyny  SiNO Oty . Oap. €oSo Ot
i - (3172
2 (COSJ or T Odo oo or * T Odo >+ (3.172)

Substituting the general solutions for a,,, and a,,, in the the latter, we obtain

Oy Sino Oy

_ A1 c 5§l
o — = AT coso [AS, . cos(Aa) + AS,, sin(Aa)]

— A sing [ AS, sin(\a) + AS,, cos(Aa)] + O(T?)

= M*LAS [cos o cos(Aa) + sin o sin(Ao)]

+ A2 1A8 [sin(Ao) cos o — sin o cos(Aa)] + O()

= AH{AS, cos[(A — 1)o] + A5, sin [(A — 1)a]} + O(r), (3.173)

sin U@amz + 89 T = A tsino [AS,, cos(\a) + AS,_sin(\o)]
or T Oo

+ M Leoso [—AS, sin(Ao) + A3 cos(Aa)] + O(1)

=AM A2 [sinosin(Ao) 4 cos o cos(Aa)]

+ )\T>‘_1Afm [sin o cos(Ao) — sin(Ao) cos o] + o(m)

= A4S cos[(A — 1)o] — A, sin[(A — 1)o]} + O(r). (3.174)
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3.6. Asymptotic solutions at the three-phase contact line

Then, Eq. (3.154) has the form

h2bm 1 A—1 c s
Lo[by] — 7(1 — 7_2)2 = 5)\7 (AS,. + AZ.) cos[(A — 1)0]
1
+ 5/\T>‘_1(Afm — A¢ )sin[(A — Do) +O(rY), m=1,2. (3.175)

Due to the fact that the right-hand side of the latter is of the order of 72—, we are searching
for b, in the form:

by = M0 (0) + O(722), m =1,2. (3.176)

Substituting this expression in Eq. (3.175)), we obtain the following leading order equation
for b2, :

920,

1 270 —

(Afnr + A52) cos[(A = 1)a]

_|_

N> po| >

(A5, — A, ) sin[(A — Do), m=1,2. (3.177)
The general solution of the homogeneous equation is
B¢, cos[(A+ 1)o] + B;, sin[(A+ 1)o], m = 1,2, (3.178)

where Bf, and BZ are unknown constants. A particular solution of Eq. (3.177)) is searched
in the form:

Ci cos[(A — 1)o] + Cysin[(A — 1)o], m =1, 2. (3.179)

Substituting this expression in Eq. (3.177]), we obtain

CiAcos[(A — 1)o] + Codsin[(A — 1)o] = Z (A, + AS,) cos[(A — 1)0]

| >

+ %(Afm _ A8 )sin[(A— o], m=1,2. (3.180)

Using the method of undetermined coefficients, one concludes that the particular solution

of the problem ([3.177) in the form (3.179) is
1 1
i(AfW + A7) cos[(A = 1)o] + §(A»Sm« — A5 )sin[(A — 1)o], m =1,2. (3.181)
Therefore, the leading order expression for b,,, denoted by b2, , has the form
AS,. + AS

M2 cos[(A — 1)o]

m

b = AL {Bfn cos [(A+ 1) o] + B, sin[(A + 1)o] +

AS  — Ac
+mr27mng—nﬂ},m:13. (3.182)

Then, we obtain the problem (3.167)— (3.169) and (3.182)). In it, there are sixteen unknown
constants, which are found, using the following sixteen boundary conditions:
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Chapter 3. Motion of a spherical particle

e Boundary conditions at the particle surface:

sina,, ObY,
a‘g“ﬂ + o . 870- =1 at Sp7 m = 1,2, (3183)
cosay, ObY,
a‘?nz — o . 67 =0 at Sp7 m=1,2, (3184)
ad, =1, b, =0at S,, m=1,2, (3.185)

e Kinematic boundary conditions and condition for equality of the scalar potentials at
the fluid—fluid interface:

af, = a3, af, =af,, b = b3 at o =0, (3.186)
0 1 ob),

. m = =1.2 1
Uz = 5= a0 Oatoc =0, m ,2, (3.187)

e Dynamic boundary conditions and condition for the derivatives of the scalar potentials
at the fluid—fluid interface:

o ol

11 B = ,ug—ag at 0 =0, (3.188)
9a? 0al 9al dal

gt = i P = iy P at 0 =0, (3.189)

3.6.3 Leading order solution for a),,

Substituting the general solution for a?,w, Eq. (3.168), in the kinematic boundary condition,
Eq. (3.186)), and in the dynamic boundary condition, Eq. (3.189)), we conclude that

A, = A3, (3.190)
Let us introduce new constants AZ, and Af,, using the following relations:
Ag = Af, = A5, Al, = Ay, A5, = A, (3.192)
Thus, the general solution for agw, m=1,2, has the following form:
app =147 [AS cos(Ao) + pz—m A sin(Ao)] , m =1,2. (3.193)

Using the no-slip boundary conditions aom(J =1, Eq. (3.185)), at S, we conclude that the
following equations:

AG cos(Aa) + p2 A sin(Aa) = 0, (3.194)
AG, cos [Ma — )] 4+ p1 A sin [Aa — 7)] = 0 (3.195)

hold true. This system has always a trivial solution (Af, = Af, = 0) and it has also non-
trivial solutions in case the determinant of the system is 0, i.e.

0= A = py cos(Aa) sin [A(a — 7)] — pz sin(Aa) cos [A(a — 7)]
= p sin [A(2a — )] — sin(a) cos [A(a — 7)] . (3.196)

This equation describes a class of possible solutions for the singularity parameter \.
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3.6. Asymptotic solutions at the three-phase contact line

0
mr

Analogously, using the kinematic boundary condition, Eq. (3.186)), and the dynamic bound-
ary condition, Eq. (3.189)), we conclude that a2, has the form

3.6.4 The leading order solutions for ¢’ and a®

al, =1+ 71"[Acos(\o) + p3_mASsin(Ao)], m =1,2, (3.197)
where A¢ and A are defined as follows:

AC = A5, = A5, A3, = oAl A3 = AL (3.198)

Using the boundary conditions (3.187)) and (3.188]), the following relation

0 _Mlai?_uzaig

T/\/j‘lA({Z = H1ay, = =M b = T/\NQAEZ (3199)

2r 8z 21 8z 2022

is obtained. Then, the general form of a2, is

al, =7 [uz_mAS cos(\a) + A5, _sin(Ao)], m = 1,2, (3.200)

mz

where the constant A satisfies the conditions

AT, = Az, A5, = AL (3.201)

The leading order solution for v?,

Substituting the expressions for the constants A¢ ., AS —and AS . in terms of the new

mnro mr mz
constants AS, A? and A¢ in Eq. (3.182), we get

AC 4 A5,

5 cos[(A — 1)0]

m

b0 = AL {Bfn cos[(A+ 1) o] + BE, sin[(A + 1)o] +
+ U3—m # sin[(\ — 1)0]} ,m=1,2. (3.202)

Using the kinematic boundary conditions (3.187) and the general definition of a9, ,, Egs.
(3.200) and (3.201)), one concludes that

s AC — % A+ 1) B, + i\ — 1)’4’8;;‘43] —0, m=1,2, (3.203)
“32*’” [(1—AN)AS+ (A +3)A% = BS (A +1), m=1,2. (3.204)

Note that A > —1. Therefore, we obtain
BS, = EBTm (1 - \AT+ (A +3)A%, m=1,2. (3.205)

2N+ 1)

Substituting the general form of b, Eq. (3.202), in the boundary condition b9(7,0) =

b9(7,0), Eq. (3.186)), we obtain

A7+ AL,
2

AC + A,

BC
1+ 5

— B§ + (3.206)

62



Chapter 3. Motion of a spherical particle

Then, it is convenient to introduce a new constant B¢ such that

Ac 4 A3
B° = Bt + % m=1,2. (3.207)

Therefore, the general form of b2, is

b = AL {(Bc - AT—;A’”Z> cos[(A+ 1) ]

,Ulgfm c)\+37 S)\—]. .
+ <Az)\+1 AT)\—&-l sin[(A + 1)o]

AS + A3 A7 — AS

+ % cos[(A = Do) + p3—m % sin[(A — 1)0]} , m=1,2. (3.208)

We have already fulfilled the boundary conditions at ¢ = 0. Next, the boundary condition

(13.184)) is replaced by the result from adding Eq. (3.183]), multiplied by cos o, to (3.184)),
multiplied by sin a,,, i.e.

COS Qi - a0, + SNy, - @, = COS Qty, M = 1,2 (3.209)

Substituting obtained expressions for a¥,,., a2, ., and b9, Eqgs. (3.197), (3.200) and (3.202),

mnr’ 'mz’

in the boundary conditions (3.185)), (3.209) and (3.183)), we get

AC + A3 o A A—1
(BC—M> cos [(A + 1) an] + 22 ( A3 g )sin[(/\+1)o¢m]

2 2 A+1 A+
A€ L AS As — AC
2 cos{(A = D] + pam 5 sinf(A — D] =0, m =12, (3.210)

2 2

AL o8 iy cOS(Aty) 4 13— m Ay cos auy, sin(Aayy,)
+ ps—mAS sin oy, cos(Aap,) + A, sin oy, sin(Aay,) =0, m = 1,2, (3.211)

2A7 cos(Am) + 213-m A; sin( A, )

- (BC - ATZA’"Z) A+ Dsinapy, sin[(A+ 1) ]

+ “32*’”“ [AS (A +3) — A5 (A — 1)] sin iy cos[(A + 1)an]
AS + AP
- %()\ — 1) sin ey, sin[(A — 1)y
A7 — AT
+ p3—m (A — I)T sin oy, cos[(A — 1)y, =0, m=1,2. (3.212)

The system of equations is simplified, using the redefined constant groups:

A= A+ A3 A, = AS 4 AS AT = A5 — AS, m=1,2. (3.213)

mz)
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3.6. Asymptotic solutions at the three-phase contact line

Taking into account the definitions (3.213)), we simplify Eq. (3.210) as
2(AZ + A7)

Acs —m
(BC — ’5”) cos [(A+1) ap] + ,u32 A — A+ sin[(A + 1)ay,]

A+1
A'IC"I:?TZ A:Z :
+ 5 cos[(A — Dayy] + Ha—m =y~ sin[(A — Dap] =0, m=1,2, (3.214)
—mA
Bcos[(A+ 1) am] + 'u3)\7+17“z sin[(A + 1)ay,]
+ A sin(Aauy,) sin gy, — pis—m A, sin auy, cos(Aay,) =0, m =1, 2. (3.215)

Eq. (3.211) is simplified as

AT + A

AS [co8 auy, cos(Aayy, ) — sin agy, sin(Aauy, )| 4+ 3—m ——= 5 2 €08 Qy, sin( Ay, )

+ _A-
+ M&m% Sin @y, cos(Aauy,) + A% sinay, sin(Aaw,) =0, m=1,2, (3.216)
A+
Af cos[(A+ Dayy] + ,U3_m$ sin[(A + 1)y, ]
A-
+ p3—m 2” sin[(A — Dagy] + A5 sinayy, sin(Aay,) =0, m =1,2. (3.217)

In the redefined constant group (3.213)), Eqgs. (3.212) become

2A¢ cos(Aanm) + ps—m (A, + A7) sin(Aayy,)

A’IC”I’?,TZ . .
— | B°— 5 (A4 1) sin app sin [(A + 1) auy)

+_A- + -
+ M3£m [Am 5 A (A+3) — w (A = 1) sin ey, cos[(A + 1)auy]
Af}’frz : :
- T()\ — 1) sin ayy, sin[(A — 1) vy
AL,
+ pz—m(A—1) 2” sin ayy, cos[(A — 1)au,] =0, m=1,2, (3.218)

— B¢ (A + 1)sinay, sin [(A + 1) an] + 245 cos(Aam, )

cs 2
A sin a;,

y Lmrz {Asin[(A + 1) ] — Asin[(A — Dy}

2
AW% {sin [\ + 1) ] + sin[(A — D]}
. sin(Aag,)  A+1 A—1
—mA m . - 1 m -1 m
+ us3 . Sina { e 5 cos[(A + D)ay,| + cos[(A — 1o ]}
+ p3—m AL {sin(Aayy, ) + sin ay,, cos[(A + Day,]} =0, m = 1,2, (3.219)

2AS cos(Aaum)
A+ 1 sina,,

— B¢sin[(A+1) ap] +
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Chapter 3. Motion of a spherical particle

cs
+ = [Asin agy, cos (Aauy, ) 4 €08 auy, sin (A, )]

A+1
_mA_, [sin(Aa . .
+ 'LL?’A:”_ 17"2 { SiEl a:) + Asin ay, sin(Aa,, ) — cos ap, cos(/\ozm)}
ps—m AL, [ sin(Aay,)
1 = =1,2. .22
+ 1 { S, + cos[(A + 1) ] 0, m=1, (3.220)
Then, we obtain the system
AT
Bfcos[(A+ 1) am] + MS)\iJrlTZ sin[(A + 1)ag,]
— 3—mA,, sin apy, cos(Aauy,) + Afe . sin(Aay,) sina,, =0, m=1,2, (3.221)
A+
A cos [(A+ Day,] + ,ug,m% sin[(A + 1))
A-
+ ug_mf sin[(A — Dagy] + A5, sin auy, sin(Aayy,) =0, m = 1,2, (3.222)

2A¢ cos(Aauy,)  ASS

mrz

— B¢sin[(A+ 1) ayy,
sin[(A+1)a ]+)\+1 sin oy, A+1

[ASin auy, cos (A, ) + €Sy, sin (A, )]

e in(Aa,
_ H3em s ] os Qi €OS(AQU,) — Asin ay, sin(Aay,) — Slr%(ia)
N1 sin ayy,
,uS—mAjz SiIl(/\Oém) = =
* A+1 { sin auny, +cos[(A+ Doy p =0, m=1,2. (3.223)

In order to eliminate ASS,. ., we subtract Eq. (3.222) from Eq. (3.221) and obtain the
equation

_ A—1
(B = A5 eos(0 + D] = 2252 (15745 + A s3] =0 (3220
for m = 1,2. Let us denote
1/A-1
X, =B°— A, Xo=-"—=A, +A_ ). .22
1 ] 2 2<)\+1 'rz+ rz) (3 5)

Then, X; and X5 are computed by solving the system
X1 cos[(A+ 1)a] — peXasin[(A+ 1)a] =0, (3.226)
Xicos[(A+ 1) (o — )] — pu Xasin[(A+ 1) (e — )] = 0. (3.227)

This system has non-zero solutions in case that the determinant of the system is zero.
Therefore, we obtain a second class of solutions for the singularity parameter A:

pr sin[(A + 1) (a — m)] cos[(A + 1)a] = pasin[(A + 1)a] cos[(A + 1) (o — 7)]. (3.228)
The third class of solutions corresponds to X; = X5 = 0 and, then, one gets

A-1
B =AS, A, =-"—A],. 22
77 TZ )\_’_1 TZ (3 9)
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3.6. Asymptotic solutions at the three-phase contact line

By substituting the expressions (3.229) in Eqs. (3.222) and (3.223)), the equations are

simplified as follows:

A+
A cos [(A+ Dag,] + ug,m/\ij_’zl {sin(Aay, ) cos a, + Asin agy, cos(Aauy, )}
+ Afrirz sin o, bln(AOé’m) =0, m=1,2 (3230)

2 cos(Aam) .
Acd — T 1 1
" { sin A+ Dsinf(A+ )am]}

+ A [Acos(Aayy,) sin auy, + sin(Aay, ) cos auy,]
AT 2sin( A,

g HeomBrz oy co8(Aty ) €08 iy — (A% 4 1) sin vy, sin(Aav,y, ) + M
A+l sin

=0, m=12. (3.231)

From Egs. (3.230) and (3.231)), we eliminate ASS

¢s . and derive the following system:

_mAT
A [sin(2Aary, ) — Asin(2a,,)] — “:‘AT [cos(2Aam,) — A cos(2au,) + A% — 1] = 0 (3.232)

for m = 1, 2. The explicit form of the system is

A¢ [sin(2Ma) — Asin(2a)] = 'lfif;} [cos(2Aar) — A% cos(2ar) + A* — 1], (3.233)
AS {sin[2M\ (o — 7)] — Asin[2(a — 7)]}
= B Leosl2A 0~ )] — A cosl2(or— )] + A~ 1) (3.234)
=51 eoslZMo— cos2(a — . .

Therefore, third class of possible solutions is

p1 [sin(2ha) — Asin(2a)] {cos[2A(a — )] — A% cos(2a) + A* — 1}
= p {sin[2X\(a — )] — Asin(2a)} [cos(2Aar) — A% cos(2ar) + A% — 1] . (3.235)

From the obtained three classes of solutions (3.196)), (3.228) and (3.235) only Eq. (3.235)
corresponds to a physical singularity. The other two are result from the fact that we work
in gauge formulation.

3.6.5 Results

The semi-analytical results for water—air interface and o < 90° [3.1] show that the solutions
for the pressure are regular at the three-phase contact line (i.e. the pressure is finite). In
the general case, it is possible the functions p,, to have a weak singularity at 7 = (ﬂ , while
local velocities v, are finite at 7 = 0. The pressure function has a stronger than logarithmic
singularity inside the regions, shown in Fig.|3.5, where the singularity parameter A, := A —1

IPressure is a physical quantity, which is computed as force divided by area on which it acts. Due to the
continuous nature of medium, one introduces local pressure, which is defined as a limit of the force divided
by the area, when area goes to zero. Practically, whenever there is a contact line, it is possible for the
pressure to have a singularity at it (due to the limit in the definition). At the end, it is important for the
force, (the integral quantity) to be finite.
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Figure 3.5: Lines with fixed values of the singularity parameter, A,

is in the interval (—0.5,0). Fig. shows the dependence of A, on the three-phase contact
angle, a, and viscosity ratio, p1. Because of the symmetry, the picture is analogous replacing
u1 with ps and a with @ — a. One sees that the pressure singularity becomes stronger with
the decrease of viscosity ratio u;. For example, the dashed line in Fig. shows that if
p1 = 0.1075, then the strongest singularity of A\, = —0.1 takes place for values of the central
angle equal to 16.8°. In all the cases A, > —0.5, so the singularity is weak and the integral
from the pressure over the particle surface converges (the drag force is finite).

3.7 Numerical method and numerical results

3.7.1 Numerical method

In order to solve the problem (3.134)—(3.10), we introduce numerical time ¢ and seek the
stationary solution of the parabolic problem:

ou,,
ot
U (7,0,0) =upo(r,0), m=1,2 (3.237)

= T[um] + S[um]a Uy € Dy, m=1,2, (3.236)
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in the region

a—-7m1<0<0,0<7<1,0<t<T, m=1
Dm_{0<0<a,0<7<1,0<t§T, m=2 (3.238)
with appropriate boundary conditions imposed, where
um, = (um07 Um1, Um?2, bml)T; m = 17 2, (3239)

is a vector of the solutions at the phase m and S[-] and T[] are the following operators:

0 (10u,
Sl =t (% )+ Tlnd = (ol il Talual Tiboa ), (3200
hr 0 [r(1—72)0u 4p?r?

which act at c— and 7—direction, respectively. In order to solve the considered problem, we
discretize its rectangular domain by introducing a mesh w = w; X (We1 Uwg2) X wy, where

wr, wy are defined by Egs. (2.63) and (2.67)) and w,1 and w,o — as follows:

We1 = {Uj :j60'1; 60’1 = a/Nl» .7: 0517"' aNl}a (3242)
Wgo = {Oj = j(sgg, (50-2 = (7'(' — O[)/NQ, ] = O,—]., s 7—N2}. (3243)

Let us denote the exact solution of the considered problem at a point (7;, o;, tx) by
k k k k k)L .
u1|ij = (u10|ij’ u11|ij7 u12|ij7 bll‘ij) fOI‘j 207 (3244)
T
k k k k k )
u2|ij = <u20|ij7 UQ1|ij, u22|ij7 bzl‘ij) fOI‘j SO (3245)
and the approximate one — at the same point as

T
Y1\fj= (Y10|k V|l s Yaolf Bll|§]’> for j >0, (3.246)

ij ? ij ? ij

T
Yz\fj = (Y20|k You |l o Yaolf B21|§j> for j <0. (3.247)

ij ’ ij ? ij

In order to solve the considered problem, we use the D’Yakonov scheme [3.17H3.19], which
is presented in Section [2.6.1} First, we solve a problem in the 7-direction:

m|j

(U - 62tf> [? kﬂ} =T [mej} + 618 [lefj}  m=1,2, (3.248)

with boundary conditions, obtained by expanding the operators at the three-phase contact
line, at the axis of revolution and at the the fluid—fluid interface. Next, we solve a o-
directional problem

)

(U - 25) [Vl = Yl m=1.2, (3.249)

with appropriately approximated boundary conditions at the surface of the particle, where
(SYm|i.€jJrl is defined as
Yolih = Y5 = Yol m=1,2. (3.250)

] ]
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Extension of the operators S and T

As we mention before, we extend the operators T' and S at the three-phase contact line, at
the axis of revolution and at the fluid—fluid as follows. At the three-phase contact line, one
obtains

1ir% Tylu=0at7=0,5s=0,1,2, (3.251)
T—

. . 0%?u  2rsino Ou 0%u

Yy Su] = linm (aaz - h@a) = 92|, (3:252)

At the axis of revolution, one extends the operators Ty and S for w,,g:

0%u
Tofu] = 255 at 7 = 1, (3.253)
0 1 ou
Sl = (1= coso) - oL (i ) a7 =L (3:254)

see Eqgs. (2.83) and (2.84). For w1, tmz and b1, the leading order of the equation
Lyul=0, p=1,2,1s

472p%u
Thus, one gets
Ul = Umz = b1 =0, m=1,2, at 7 = 1. (3.256)

Finally, the operators S and T are defined as follows:

S[u] (3.257)

0%u _tl-71) 0 [T(l—l—T)_@u

B R R W ar

4p27'2u
1—7 or

at the fluid—fluid interface, see Eq. (2.88). We derive a relaxed form of the boundary
conditions on the fluid-fluid interface. Using formula (2.86]), we obtain

82u1q _7U1q(7'a 0) + 8U1q(7, d51) — Ulq(Ta 2051)

ol.g& Slurgl = JIH& 902 263,

B (;% . 6;: . +0(52)); (3.258)
aliréL Slua] = aligl, 8;33«; _ —Tugy(7,0) + 8U2q(;a6§25o2) — U2q(7, —2052)

N 5% . 8;:1 N +0(6%,). (3.259)
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Multiplying the first equation by 11051/(¢41051 + 12952), the second one by p2ds2/ (1101 +
H20s2) and adding them, we conclude that

—Tu14(7,0) + 8u14(T, 051) — U14(T, 2051)

Sltmg] = it

(3.260)

(11001 + Ji200s 20,1
H2 —Tugq(7,0) + 8ugy(T, —d52) — U (T, —2052)
+ .
.ul(sal + ,LLQCSUQ 2502
3 8u1q 8u2q :| 3 5
+ - +0 (65, + 9
/’(‘160'1 + 175) |: it 80’ o=0+ H2 80‘ o0 ( ol 02)

0 (see Eq. (B-141))

hold true for ¢ = 0,2. Analogous computations are valid for b,,;. Next, we summarize the
obtained results. For o € (o — 7, @), the definition of T}, is expanded as follows:

0, T=0;
hr 0 [t(1—7%) Ou 4p*72u
JE— - —_ - - 1
1—7'267'[ h or (1—172)%’ 0<7<i
Tplu] = (3.261)
@ T=1,
or?’ p=0;
T=1,
O p=12
and that for S — as:
—H1 . 7ulq(7—7 0) - 8u1q(Ta 601) + Ulq(Ta 2501)
11651 + (2052 2041
2 . 7u2q(7—’ O) — 8u2q(Ta 7602) + u2q(T7 72602) o= O7
U151 + p2052 2002 T g=0,2
82umq 7=0,
Sltmgl =4 99 770 (3.262)
hﬁ 1 Oumg 0<7<1,
o \h 0o )’ o #0;
0 1 ou =1
1— R mq T y
(1= coso) do (lcosa do )’ o #0.

One obtains analogous definition for S[b,1].
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The operators T}, and S are approximated with difference operators S and Tp as follows:

0, 1=0,
k k k
-7 Y’f”|ij +8 Ym|7;,17j - Y7rb|i72)j 1 = N’
52 ’ p=0;
i=N,
I p=12;
Tp[Yoml;] = (3.263)
hi 57 Tit1/2(1 = Ti2+1/2) k k
S '(Ym|i+1j_Ym|ij)
(1 —T; )57_ hi+1/2,j > >
Ti—1/2(1 — 71‘2—1/2) k k
o . (Ymb,j - lei_m)
i—1/2,5
4272 Y |F
_ v %J £ 0. N:
(1 _ TZ2)2 9 1 # ) )
k k k
. M1 ) 7 Y1q|io -8 qu'il + Y1q|i2
H1051 + 2052 2051
k k k
B Lo . 7 Y2q|i0 -8 Y2q|i,71 + Y2q|i_,72 7 =0,
H1051 + 2052 20,2 ’ q=0,2
k k k
Ymalijo1 =2 Ymali; + Ymali j i=0,
. L 02, ’ J # N1, —Na;
S[qu|ij] = (3.264)
k k k k
1-— COSO’Z‘,j qu‘i,j-i-l - qu|i,j B qu|Zj - qu"i,j—l Z: ]\[7
6g’m 1—COSO'i’j+1/2 1—COSO',L‘_’]'_1/2 ’ J #Oava_NQa
k k k k
hij Yinalijor = Ymaliy  Ymalij = Ymalijy i #0,N,
ég'm hi,j+1/2 hi,j71/2 ’ J 7& 07N17_N2;
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_ M1 o B11|fo -8 B11|f1 + Bn|fz
11651 + p2042 i 2051 i i
H2 7 B21|i0 -8 BZl|¢,—1 + B21|i,—2 —0
11651 + p2052 2052 ’ J ’
k
Bm1|i7j 1 -2 Bm1|1 J + Bml|1 j+1 Z: 07
& k 02 J # N1, —Ny;
S[Bmil;;] = (3.265)
k k k k
1-— COS 05 5 . Bm1|l"j+1 - Bm1|i,j _ Bm1|i’j - Bmlli,j71 i.: ]\/'7
03m 1 —coso;ji1/2 1—coso;j_1y2 |7 # N1, —No;
k k k k
hi; ) Bml‘i,j+1 - Bml‘i,j _ Bm1|i,j - Bm1|¢,j—1 z;& 0, N,
63’m hi,j+1/2 hm;l/g ’ Jj # N1, —No.

Approximation of the boundary conditions at the particle surface

Due to the fact that the boundary conditions at the particle surface should be applied for
du, we denote the approximation of du at (7;,0,,tx) by

T
(SYl‘ (6Y10|”, (5Y11| (53/12|Z‘7, (5311|Z—) 5 for j = 0,]\717 (3266)

13
T
(SYQ‘ <(5}/20|”, (5Y21|”, 6}/22|Z‘7, (SBglli-Cj) 5 forj: —NQ,O, (3267)

see Eq. (3.250). Then, the non-zero boundary conditions at the particle surface, see Egs.
(13.137)), are presented as follows:

1 R

SYiolin! — oYt = 5 Yioliy, + Yizlly, , i = LN — 1, (3.268)
1 R

a0l — 0Vaali T = 5 Yaol; _n, + Voolf _p,, i=LN -1 (3.269)

For Eq. (3.135]), we obtain

2[(1+72) cosa — 27;] 6Yialih + [(1 = 72)sina] 6Yulfy =0, i=T,N—1,  (3.270)
2[(1+77) cosar+ 27] Yol Sy, + [(1 = 72)sina] 0Var [}y, =0, i =T, N — 1. (3.271)

Next, the boundary condition (3.137]) is approximated as

1— 72 27; sin «
SBuliy, + 53— [Vaoliy, + ovialiy, | + S Yalik, =0, (3.272)
7,1N1 2,1V1
1-— 2 27; sin «
0B i Ty, + . [5Y20|k+1 + 0Yaoli Ty } - SYallth =0 (3.273)
1,— N2 1,—1V2
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for i =1, N — 1. Using the formula [3.:20]

—du(z F ;) + u(z F20,)
20,

+0(6?), (3.274)
we approximate (3.136)) for the upper part of the particle surface (o = «) as follows:

1—7%)sina
SYialim! + @-m)

T {5B11|1-,N1,2 — 46By [, +3 6By

i, N1

k k k
Yiolim o 40Yiolin 1 30Yioli
+(1-17) - +
hZ,N172 hi,lel h’i,Nl
I (P SIS CP L CuPR 1) (Pt s
+ (1-177) ’ - ’ + ’
hi Ny —2 hi Ny -1 hi Ny
sinopn, — 4sinopn, 3sin«
+ 27 [ T 2 5Y11|f,1+v11_2 -SRI 1 5y11|fz+\,11 L 5Y11f1+\,11”
hz,Nl—Q hz,Nl—l hz,Nl
=0,t1=1,N—-1 (3.275)

and for the lower part of the particle surface as follows: (0 = a — )

2 .
k+1 (1 —7;)sma k+1 k+1 k1
6Yaol; Ty, + 167;2 . {3 6Bail; Ty, — 40Bail; )", + 0Ba1li5 p,
(-2 3 (5Y20|1€Jrl 4 5Y20\itN2 N 5Y20|EJ£EN2
pE
hz —N2 hi71—N2 hi,2—N2
f (1o [P 4l | Sl
pE
hi,—n, hii—nN, hia—nN,
3 si 4 si _ 1 _
o [ gy, Aoy e S )
i,—Na ' Ri1—N, ' hi2—N, ’
—0, i=T,N_1. (3.276)

Approximation of the boundary conditions at the fluid—fluid interface

At the fluid—fluid interface, the boundary conditions (3.139)) are approximated as follows:
SYiolhy = 6¥aolidt s OViali Tt = 0Yaallet, 0Bully "t = 6Bulit, i=1T,N —1, (3.277)

Eq. (3.140) for m =1 — as:

1
A CTIIARE 7(4 51) [3 5B |FS — 46BL I + 6B |’“+1}

1-—
" {3 5Y10|k+1 ) 5Y10|k+1 4 5Y10|k+1}
47—1501
1— 72 .
+ 5 L3 ovilis! — 4oyl + oVl =0, i= TN -1 (3279)
TiOc1
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and Eq. (3.140)

5Y2 ‘k-‘rl

see formula

for m =2 — as:

1
A-m) [5le|k+1 40Bx |t +3 6B 1|’“+1}

it 5[,2

1- k+1 k+1 k+1
4%502 {5Y0| 46Y20; “1 + 3 6Ya0l; }

1- _

[(WQQVC+ — 46V [F T 43 6Y22|k+1} =0, i=L,N—1, (3.279)

47’1502

(3.274). The boundary conditions for scalar potentials and dynamic boundary

conditions, Eqs. (3.141)), are replaced with (|3.249f), where S is defined, using Eq. ([3.264))

and (|3.265]).

Approximation of the boundary conditions at the contact line

In order to approximate the boundary conditions (3.143) and (3.144)) at 7 = 0, we find the
values of the function b,, as follows:

k+1 1 — Tf 27;sin o Y,

bl = By + (Ymolid! + YanaliT") + iyt (3.280)
for m = 1,2. The derivative 9b,, /07 at 7 = 0 is approximated as
4 b, [P p, et
Dby gt = s 2 =1,2 (3.281)

26,

due to the fact that b, lg“ =0, see (3.145)).
partial derivative at 7 =0 — as:

Next, the approximation of the second mixed

=3 Drbalgty +4 Dobolg Ly — Dibolg L,
, O=Qq—T,
20,9
DTb2|§J;_1~_1 - D7b2|§§£1
: e —Ny < 7 <0,
2009 25J
Db2k+1 4Db2k+1+3Dbgk+1 . )
) o=U,m=zs
k+1 260’2
Dorbmlg; (3.282)
—3 D;bilgh' +4 Dobilg ' — Dby .
260-1 9 g = bl m = 9
D‘rb1|](§JJr‘_1~_1 - D7b1|§§£1
: e 0<j<DNy,
20,1 J =M
Dobile Ny — 4 Dobi|s N +3 Db i
, o =a.

2501
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Then, the approximations of the boundary condition (3.143)) and (3.144) have the form:

1

Yonalit! = = (DTbmlﬁjl 080 — Db it sina) Cm=1,2, (3.283)
1

le\’g]',"l =1 (DTbm|§j'1 sino + D(,Tbm|§;-rl cosa) ,m=1,2. (3.284)

At the contact line (7 = 0), the boundary conditions (3.145|) are approximated as

1 -
OYomol, " = 5 + Yinoloy ' J = —Na, M, (3.285)
6Bm1|](j;r1 == m0|](§j+1 - m2|§;1; ] = _N27N1~ (3286)

3.7.2 Algorithm

The algorithm for finding the flow velocities is presented in Algorithm [2} It is analogous to
the algorithm for finding the potentials distributions.

Algorithm 2 Compute the velocity fields

1: procedure COMPUTEVELOCITIES(N)
2 Compute the lengths of the steps 051, 052, 0, d¢; > (2.63), (2.67), (3.242)), (3.242));
3 k — 0;
4: Set the values of Y,,,, m = 1,2 to 0 for initial moment of time (k = 0);
5:
6 repeat
7 for j < —Ns +1to —1do
8 Solve a 7-directional problem (T2) for Yo;
9: end for
10:
11: fOI‘j(—ltONl—ldO
12: Solve a 7-directional problem (T1) for Y;
13: end for
14:
15: fort+— —-N+1toN—-1do
16: Solve a o-directional problem (SI) for §Y; and §Ys;
17: end for
18:
19: Compute the values of §Y,, at the contact line > Eqgs. 7
20: Solve a o-directional problem (S1) for 6Y19 and 0Y2¢ at the axis of revolution;
21: Set the values of §Y;,,1, 0Y,,2 and 6B,,1 to 0 at the axis of revolution, m = 1, 2;
22:
23: Compute the total error Total Error at time k;
24: Compute the values Y,,, m = 1,2 at the next moment of time; > Eq.
25: k—=k+1;

26: until (T'otalError > 1 or k <= 100000);
27: end procedure;
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3.7. Numerical method and numerical results

The iteration process stops, when the maximal number of iterations is reached or the

following criterion:

holds true. This criterion is obtained as follows:

OUmg
ot

t468:/2

k+1 k
qu| - qu‘i_j

L

qu\’f“ — Yool¥

Ti O3

Ot

62 Pumg
24 Ot3

~

t4+8,/2

Ti,Tj

+O(8?).

(3.287)

(3.288)

Next, we shall specify the different 7 and o-directional problems that are solved. The
7-directional problem (T1) has the form

e At the phase 1:

e At the contact line:

Yioly, =68
Vuly, ' =68
Yioly ' =88
Buly, =S

e At the axis of revolution:

}/10|I(§j:| )
|:Y11|]0€Ji| )
Y12|§j} )

ol k
B11|0j:| ;

Y11|fj] +

Y12|fj] + O

S

S[viely], i=TN=1,

|

Yulf], i=TN -1,

Bully| + 68 [Bull)] i=TN =1,

(U— 1) 1) < o)

(3.289)
(3.290)
(3.291)

(3.292)

(3.297)

(3.298)
(3.299)
(3.300)

Analogously, the problem (T2) is defined. Next, the o-directional problem for the inter-
nal nodes (SI) is written as
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e At the phase 1:
(7= %5) [ovalt™) = Yl G =T8T,
(0-55) o
(U—S) [5 } Vil j=TM -1
{

— k41 . —
(U— S) 5Bll| :| = B11|'L'j+ y ] = ].,N1 —].,

N p—
vuli] = vl =T -1,

e At the phase 2:

(U_%) ¥l = Vaol L = TN,
(U (;S) oVali] = Val) " =TT,
(U ‘525) :5Y22|’““_ - ?Qz\fj“, j=1= Ny, 1,
(U (;S) :532”5;1} = Bal . j=T=No,—T;

(3.301)
(3.302)
(3.303)

(3.304)

(3.305)
(3.306)
(3.307)

(3.308)

e At the lower part of the particle, the approximations (3.269)), (3.271), (3.273) and

(13.276)) are used;

e At the interface, we obtain equations (3.249)), (3.277)— (3.279) instead of Egs. (3.141);

e At the upper part of the particle, one uses Eqs. (3.268]), (3.270]), (3.272)), (3.275));

Finally, the problem (S1) is defined as:

e At the phase 1:
) .
(U _ ts) [5Y10|’;,+j1] Yily,  i=T N~ T

e At the phase 2:

4] k L ——
(U— tS) [8Y20l | = Vool » 5= =N+ L,—1;

e At the lower part of the particle surface:

kt1 1 k ,
5Y20|N,7N2 - 5 - }/20|N,7N2 )

e At the infinity point:
8Yaolny =0, Yiolnp' =

7

(3.309)

(3.310)

(3.311)

(3.312)
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e At the upper part of the particle surface:
1
k+1 k
Yiolyy, = 5 Yiolnn, i (3.313)

Note that in order to implement the algorithm, you need the information in the last two
moments of time only. Efficient implementation saves only the data in the current and the
previous moment of time. In order to compute the drag, we use the formula , which
is derived in Appendix A.

3.7.3 Numerical results

In order to validate the results, we compare the values of the drag coefficient, computed
using our method to the semi-analytic results [3.1] for o < 90° and fluid-air interface (see
Table . The computations are performed for d, = 0.017, §, = 0.05 and different time
steps ;. The relative error is less than 1% and the CPU time on a laptop with processor
Intel Core 15-4200H is less than 10 s in all studied cases. As it can be expected, the decrease
of the grid size decreases the relative error of the drag coeflicient. For example, if o = 15°
and the rectangular domain is divided by 20 x 20 then the relative error is 0.16%, while for
30 x 30—it decreases to 0.017%. The respective CPU time for calculations increases from
4.3s to 11s—it triples by increasing the number of space-discretisation steps by factor of
2.25. Analogous trends hold true for all values of the contact angle.

Table 3.1: Comparison between the calculated values, using the proposed method, and
analytic values of the drag force coefficient [3.1].

a(®) | o CPU time (s) | appr. drag coeff. exact drag coeff. | Rel. error (%)
15 0.10 | 2.534 1.4306 1.4374 0.473
30 0.15 | 7.332 1.4013 1.3392 0.612
60 0.45 | 7.504 1.2522 1.2509 0.104
75 0.60 | 5.242 1.1473 1.1370 0.906
90 0.60 | 8.798 0.9916 1.0000 0.840

Fig. shows the pressure distribution for air/water interface and two values of the
three-phase contact angle. It is well illustrated that the pressure maximum for o = 90° is
at the contact line, while that for « = 60°—it is shifted along the particle surface inside the
fluid phase. Using the proposed numerical method, it is possible to perform a systematic
study for wide ranges of physical parameters. Moreover, the proposed algorithm decreases
the computational time from 10 to 1000 times compared to that in the literature. The
smallest the contact angle is the fastest the proposed approach is.
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Figure 3.6: Pressure distribution for air/fluid interfaces: a) o = 90°; b) a = 60°.

3.8 Conclusion

The hydrodynamic problem for the translation of a spherical particle, attached to a fluid—
fluid interface, is simplified using the gauge formulation. The introduction of appropriate
functions and toroidal coordinates reduces the three-dimensional Stokes equations to a two-
dimensional system of eight homogeneous partial differential equations. The system is cou-
pled because of the complex boundary conditions. The problem is solved, using the efficient
alternating direction implicit type second-order numerical scheme and reformulating ade-
quately the boundary conditions. As a result, the method enables us to do fast and precise
calculations of all physical parameters (velocity vector and pressure fields, and drag force
coefficient). Moreover, the numerical time is reduced from 10 to 1000 times, compared to
that in [3.1T]. From practical viewpoint, these calculations are introduced as a part of data
processing and/or of two-dimensional ordering problems. Thus, the decrease of the com-
putational time becomes an important step to increase the efficiency of complex numerical
tasks.
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Chapter 4

Motion of long bubbles in
gravity- and pressure-driven
flow through cylindrical
capillaries up to moderate
capillary numbers

In this chapter, we focus our attention to the motion of long bubbles in gravity- and pressure-
driven flows. This problem has a wide range of applications in microfluidics and chemical
microprocessing. For the first time, the problem was solved asymptotically for small values
of the capillary number by Bretherton in 1961 [4.1]. He computed asymptotic expressions,
which describe the dependence of the capillary (Ca) and Bond (Bo) numbers on the system
parameters for low axisymmetric bubble velocities, which are valid only in the ranges 0 <
Ca < 0.005 and 0.84 < Bo < 1.04.

Nowadays, due to the recent advances in technology, there is a renewed interest in the
Bretherton problem. We propose a new generalized lubrication approach, which solves the
problem in a systemic way. As in the Bretherton solution, the fluid is modeled as Stokes
flow but the bubble shape is described, using geometrical considerations and the Young—
Laplace equation of capillarity [4.2]. The latter is the main difference between the proposed
method and the Bretherton solution, which uses an approximation of the bubble curva-
ture instead. The obtained model consists of six differential equations which are coupled,
and appropriate boundary conditions are added in order to close the problem. Assuming
that the characteristic thickness of the liquid layer is a small parameter of the considered
problem, we obtain not only the zero-order approximation of the hydrodynamic problem
in the lubrication approximation, which coincides with the Bretherton solution, but also
the first-order approximation. In such a way, the problem is reduced to a boundary value
problem, consisting of four ordinary differential equations. The applied initial conditions
are computed, using small perturbations around the cylindrical shape of the bubble. The
obtained problem is solved numerically to obtain the film thickness, &, between the bubble
and the capillary and the dependence of the capillary number on the flow parameters and
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magnitude of gravity. The proposed model expands the range of solution applicability 400
and 38 times, respectively (0 < Ca < 2 and 0 < Bo < 7.5). These results are validated
with available experimental data. The model simplicity and its transparency give possibil-
ity to generalize this approach by including new physicochemical properties of liquids and
interfaces.

The results, included in this chapter, are published in

e K. Danov, G. Lyutskanova-Zhekova, S. Smoukov, Motion of long bubbles in gravity-
and pressure-driven flow through cylindrical capillaries up to moderate capillary num-
bers, Physics of fluids 33 (2021), no. 11, TF: 3.521 (2020), Quartile: Q1. DOL:
https://doi.org/10.1063/5.0070619.

4.1 Literature overview

The transport of bubbles and drops through capillaries and porous media plays an im-
portant role in many technological and biological systems: enhanced oil recovery [4.3H4.5];
movement of red blood cells [4.6, 4.7]; pulmonary airway reopeninig [£.8H4.10]; motion of
discrete bubbles in porous materials [4.11]; biomechanics and microfluidic devices [412-
4.14); circulating fluidized bed (CFB) devices [4.15, [4.16]; etc. In some of these applications
(e.g. microfluidics), the dimensionless thickness of the liquid film, A, is an important design
parameter and, therefore, it is essential to find an expression for it. In order to do that,
two different classes of experimental methods could be used — direct (the film thickness is
measured directly) or indirect (the velocity of the bubble is measured directly). Using an
indirect experimental method requires to find a relationship between the bubble velocity,
other flow parameters and h. One way to do that is by using data fitting techniques. The
function type is chosen appropriately, using the data, which is fitted, and some theoreti-
cal considerations. The other approach is to use the fluid mechanics and more precisely
— the Navier—Stokes equations with appropriate boundary conditions applied. If the film
thickness is neglectable with regard to the radius of the tube, the original problem could be
significantly simplified, using the lubrication approach. Depending on the applied assump-
tions, the obtained problem could be simple enough to be solved analytically (analytical
approach) or should be solved, using a numerical method (semi-analytical approach). If the
film thickness is not neglectable, then the full problem should be solved numerically, using
for instance the finite difference, the finite volume or the finite element method.

From experimental and theoretical viewpoint, it is convenient to study two simplified
cases of the motion of bubbles: in vertical capillaries, sealed at one end, under the action
of gravity; in horizontal tubes through which a fluid is flowing. Important dimensionless
parameter, describing the behaviour of these simplified cases, is the capillary number Ca,
which is defined as the ratio between the viscous forces and surface tension forces:

Vi
Ca= 12, (4.1)

o
where 7 is the liquid dynamic viscosity, V, is the translational bubble velocity and o is
the surface tension. In case of long bubbles in vertical tubes, one of the most essential
parameters is the Bond number Bo (the ratio between the gravitational forces and surfaces

tension forces):
_ pgR?
0= —"—
o

B : (4.2)
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while in the case of long bubbles in horizontal tubes, the relative increase of the velocity,
W v
_ pm

wW=1 Vi (4.3)
plays an important role, where g is the gravity acceleration, p is the fluid density, R is the
capillary radius and Vp,, is the mean speed of the respective Poiseuille flow. These dimen-
sionless parameters are used in order to find the solution of the two simplified cases. More
concretely, a relationship between the dimensionless parameters Ca, Bo(h) and possibly
other dimensionless groups is sought out in the case of bubbles in vertical tubes, while a
relationship between Ca and W (h) is investigated for bubbles in horizontal capillaries. More
complex cases are also considered in the literature. For example, Zukoski [4.17] presented
experimental data for the more complex case of incline tubes, studied the influence of tube
inclination angle on the rising bubble velocity, and gave qualitative explanations of the flow
behavior.

Two of the earliest studies of long bubbles in vertical tubes are conducted by Gibson [4.18]
and Barr [4.19]. They noticed that if the Bond number is sufficiently small, then the long
bubbles in vertical cylindrical capillaries do not rise at all [4.20]. Systematic experimental
dependencies of the Bond number on the capillary number and other dimensionless groups
(Reynolds, Froude numbers, etc.) are conducted in [4.2THL.27]. Clanet et al. [£.12] showed
experimentally that the Dumitrescu limiting law [4.21], valid in the high-Reynolds-number
domain, can be generalized to V' = (877)_1/2 (gP)l/Q, where P is the wetted (inside) perime-
ter of the normal cross-section of cylindrical, rectangular, regular polygons, and toroidal
tubes. The semi-analytical and numerical solutions of the respective hydrodynamic prob-
lems are reported in the literature [£.2844.34]. The first analytical result for long rising
bubbles at small capillary numbers was derived by Bretherton [4.1]. He solved the hy-
drodynamic problem in the lubrication approximation for flow in the thin layer between
the bubble and the capillary and, then, match the obtained function for the bubble shape
with the solution of the Laplace equation around the bubble front. The derived Bretherton
dependence reads

Bo = 0.842 + 1.25Ca?/® + 2.24Ca'/3, (4.4)

which is accurate to within 10% in the region 0.842 < Bo < 1.04.

The case of long bubbles in horizontal tubes is studied extensively. Firstly, Fairbrother
and Stubbs [4:35] pointed out that long bubbles in horizontal cylindrical tubes move faster
than the mean speed of the respective Poiseuille flow. Using data fitting techniques, they
were able to propose the following relationship between the film thickness h and capillary
number Ca:

h = 0.5V Ca. (4.5)

The latter is valid for 7.5 x 107 < Ca < 0.014. Then, in 1960, Taylor measured the relative
increase of the velocity for small and moderate values of the capillary number, Ca < 2,
[4:336]. The developed new experimental methods [4.16, [4.37H4.44] for the precise measure-
ments of the liquid film thickness and velocity profiles confirm the Taylor experimental data
and clarify the physical picture of the bubble shape and surrounding flow behavior. The
numerical calculations for small and large Reynolds numbers [4.45H4.56] provide information
on the theoretical dependence of W on the system parameters. For example, Langewisch
and Buongiorno [4.54] reported numerical results for 125 combinations of capillary numbers
(0.05 < Ca < 2) and Reynolds numbers (up to 900), which are used therein to construct new
empirical correlations. A pioneering theoretical approach was proposed by Bretherton in
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[4.1]. He matched the lubrication approximation solution of the hydrodynamic problem for
long bubbles with the radius of curvature of the bubble front, corresponding to the capillary
radius, and derived the asymptotic expressions:

W = 2.68Ca*?, h =1.34Ca?/3, (4.6)

which are in error by no more than 10% for small capillary numbers, Ca < 5.0 x 10~2 (more
information could be found in Appendix C in [4.57]). In 2000, Aussillous and Quéré [4.39)
fitted their and the Taylor experimental data with the following empirical formula:

1.34Ca?/3

=" 4.7
1+ 1.34kCa?/3’ (4.7)

where £k = 2.5. In 2014, using the Bretherton approach and matching the lubrication
approximation solution with the more realistic radius of curvature of the bubble front,
Klaseboer et al. [4.58] derive theoretically Eq. with k = 2.79 (see Fig. below).
Balestra et al. reported some more complex and accurate empirical expressions [4.59].

In many applications [4.60] [4.61], the used fluids contain surface active substances (sur-
factants, polymers, proteins, etc.), which modify the interfacial rheology of bubbles and
drops. The effects of soluble and insoluble surfactants on the motion of bubbles, propa-
gating through capillaries, are investigated numerically in [£.62H4.73]. In these numerical
studies, the physicochemical properties of the surfactants are modeled below their critical
micelle concentrations (CMC), the surface diffusivity and viscosity are neglected, the sur-
factant solutions are considered as nonionic without added indifferent electrolytes (salts),
and the van der Waals, electrostatic and steric interactions are neglected (see [4.74]). As a
result, the interfacial rheology is accounted for only through the Marangoni effect. Never-
theless, the numerical calculations have shown that even a trace amount of surfactant leads
to immobilization of the interfaces for small and moderate capillary numbers — the fluid
interfaces become tangentially immobile. For surfactant concentrations above the CMC,
the surfactant adsorption is very fast (in order of microseconds) and the surface tension is
constant. Thus, one should expect the measured velocity of the rising bubbles to correspond
to the classical observations for bubbles with free surfaces. The recent experiments with
nanofluids [4.75H4.77], however, have showed differences of two or three orders of magnitude
from these expectations, because of the effects of structural molecular forces. Madec et al.
reported the opposite effect in [4.78] — the bubbles rise faster in dense granular suspensions
as compared to particle-less liquids of the same effective viscosity. For very low values of
Ca, for which the theoretical predictions should be the most precise, the experimental data
again deviate considerably from the theory. Typically, these deviations are attributed to
impurities of the liquids used but another possible explanation of the breakdown of the
Bretherton law can be the wall slippage effect [4.79].

The wide range of different possible physicochemical effects, which affect the motion
of long bubbles and drops in tubes, results in a highly complex problem. We need a rel-
atively simple, fast, transparent, and precise method for calculation of bubble shape and
translational velocity, which can be generalized by introducing new fluid and/or interfa-
cial properties. In the original Bretherton model [4.1], the hydrodynamic problem in the
wetting film close to the wall is solved, using the simplified lubrication approximation for
flow in a thin layer, neglecting the tube curvature, which is valid for planar liquid layers
only. To extend the validity of this approach, Ratulowski and Chang [4.80] considered the
lubrication solution in cylindrical coordinates and Kolb and Cerro [4.81] in tubes of square
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cross section, see Sec. To avoid the ill-defined procedure of matching [4.1] [4.58] the
lubrication approximation solution with the bubble shape at its front, the normal stress
boundary condition, written in terms of an arc length of the bubble surface, is used in order
to solve the respective boundary value problem [4.80] 4.8T] for the thickness of cylindrical
film part, h, see Sec. This approach [4.80] leads to a good theoretical description of
the experimental data for W up to 40 times larger capillary numbers (Ca < 0.2) than the
applicability region of the Bretherton formula, see Sec. [£.7} but still further improvements
are needed to explain the significant deviations at higher capillary numbers.

The effect of buoyancy on the pressure-driven motion of drops and bubbles through
cylindrical capillaries is studied experimentally and numerically in the literature [4.82H4.85].
These publications open wide theoretical and experimental areas with practical applications
and new physical insights.

In this chapter, we investigate theoretically the effect of buoyancy on the pressure-driven
motion of long axisymmetric bubbles with free or tangentially immobile surfaces at small and
moderate capillary numbers. Experimental and theoretical investigations [4.82H4.85] show
that if the bubble lengths are more than two times greater than the capillary diameters, then
well pronounced cylindrical parts in the bubble profiles appear. This criterion is usually used
to separate the long bubbles from short ones. The formulation of the problem is described
in Sec. Then, we nondimensionalize the problem and present a strategy for solving
it in Sec. In Sec. the exact solutions for the cylindrical part of long bubbles are
presented. In Sec. we obtain the exact solution of the lubrication approximation of
the hydrodynamic problem in cylindrical coordinates, accounting for the zero- and first-
order approximations (generalized lubrication approximation). These solutions give further
insights into the boundary value problem, arising from the normal stress boundary condition,
and allow us to solve the problem for the wetting film thickness in the cylindrical part, h,
with high accuracy. The method for finding the solution of the boundary value problem is
presented in Sec. Finally, Sec. [£.7] summarizes our numerical results, comparing them
to the available experimental data.

4.2 Mathematical model

Let us consider a cylindrical capillary of radius R, filled with incompressible Newtonian
fluid with dynamic viscosity n and density p (see Fig. . Inside the fluid, there is an
axisymmetric bubble with an axis of revolution, coinciding with the axis of revolution of the
capillary. The bubble moves with velocity V3, parallel to the tube walls, under the action
of the Poiseuille flow (see Appendix and of gravity with acceleration g. The surface of
the bubble is considered to be a fully mobile (the shear stress at the bubble surface is zero)
or a tangentially immobile surface (the immobile surface acts as a solid surface). For more
information on fully mobile or immobile surfaces, see the schematic presentation of the flow
profiles near the bubble in Fig.
In the current work, we shall consider the following three cases:

(A) the tube is placed horizontally and only the effect of the Poiseuille flow is considered.
(B) the tube is placed vertically and only the gravitational force is taken into account.

(C) the tube is placed vertically and the simultaneous action of the Poiseuille flow and
gravity is considered.
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Figure 4.1: An axisymmetric bubble moves in a cylindrical capillary of radius R under the
action of gravity and Poiseuille flow.

It is obvious that the cases (A) and (B) are special cases of the case (C). Thus, we derive a
mathematical model for the general case (C). In order to do that, we introduce a cylindrical
coordinate system (r,¢p,z) with a center at the bubble apex and axis of revolution Oz,
pointing in a direction, opposite of the bubble motion (see Fig. 4.1). In this coordinate
system, the variables are independent of ¢ because the problem is axisymmetric (the region
and the boundary conditions are symmetric with respect to the axis of rotation of the
capillary). Therefore, we consider the problem in the r — z plane only. Let us denote, then,
the r- and z-components of fluid velocity v by u and v, and the z-component of the gravity
g by g.. Another property of this coordinate system is that it is fixed at the bubble apex.
This means that the coordinate system translates with a fixed velocity V; (see Fig. and,
then, the translational velocity of the bubble is equal to zero and the capillary wall and the
whole fluid translate along axis Oz with velocity V.

As mentioned previously, a bubble moves in a vertical tube under the simultaneous action
of Poiseuille flow and gravity. On one hand, if only the gravity is considered, the bubble
moves upwards due to buoyancy. On the other hand, taking into account only the action of
Poiseuille flow leads to the conclusion that the bubble moves in the direction of Poiseuille
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solid surface

solid surface

water

bubble
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immaobile

Figure 4.2: Schematic presentation of the flow profiles, depending on the type of the bound-
ary conditions, applied at the bubble surface. A velocity profile for a tangentially immobile
surface is shown on the left, while on the right — a profile of a fully mobile surface [4.86].

flow. When both forces act simultaneously on the bubble, there are three main cases, which
are shown in Fig. Fig. illustrates the case when the buoyancy and Poiseuille flow
point upwards and the bubble rises. If the forces act in opposite directions, the bubble
floats or sinks, depending on which force prevails. If the gravitational force controls the
bubble motion (g, > 0), then the mean z-component of the Poiseuille flow velocity, —Vj,,
is positive and the bubble floats (see Fig. . Otherwise, gravity acts in the opposite
direction of the z-axis (g, < 0) and the bubble sinks, see Fig.

4.2.1 Modelling of the fluid motion

First, we shall describe the motion of the Newtonian fluid. We assume that the flow is so
slow that the inertial terms in the Navier—Stokes equations are negligible. Then, the motion
of the fluid can be described by Stokes equations

V-v=0, (4.8)
Vp =nV?v + pg,

where p is the dynamic pressure, see Egs. (U.73))—(U.74) in the Supplementary material U.
For axysymmetric problem in cylindrical coordinates, the system has the following form:

10 ov

op [0 (10 0%u

o =nar (or o) + 5 A
op  [10 [ dv 0%v

9: " [rar <a) + a} g (412)

see Eqgs. (U.101)—(U.103)) in the Supplementary Material U.
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4.2.2 Boundary conditions

In order to close the system, we add boundary conditions to the problem. More information
for their derivation could be found in Section [U.6] and for different types of rheological
relations — in Section in the Supplementary material U.
No-slip boundary conditions at the walls of the tube

The fluid is moving with velocity 0 there. Because of the choice of the coordinate system
(fixed at the bubble apex), the following boundary conditions:

u=0,v=V,atr=R (4.13)

are applied, see Eq. (U.77)) in the Supplementary Material U.

Inlet/outlet boundary conditions for |z| — co
We assume that the fluid flow is Poiseuille at the large distances from the bubble, i.e.
u=0, v="V,+vy(r) at |z] = oo, (4.14)

where v,(r) is the axial coordinate of the Poiseuille velocity profile, i.e.

up(r) = —2Vpm (1 - ;22) : (4.15)

see (U.124) in the Supplementary material U. Note that Eq. (4.14)) follows from the simple
flow rate condition

2/7"1)(7’, 2)dr = (Vy — Vym) R? at |2| — oo. (4.16)
0

Kinematic boundary condition at the bubble surface

The kinematic boundary condition states
v-n=0at S, (4.17)

where S denotes the surface of the bubble and n is the unit inward normal to S, see Eq.
(U.79) in the Supplementary material U.

Dynamic boundary condition at the bubble surface

For constant surface tension o, the tangential and normal boundary conditions have the
form:
n-(P—-Py)-t=0 (4.18)

and
n-(P—-Py) -n=2Ho, (4.19)

where H is the mean curvature of the bubble interface, P is the flow stress tensor and Py is
the bubble stress tensor, see Egs. (U.94)—(U.95)) in the Supplementary material U. In order
to find the concrete form of the latter, we shall choose the type of rheological relations that
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model the fluids in the problem. We assume that the fluid in the bubble is ideal and, then,
bubble stress tensor is

Py = —pl, (4.20)

where I is the identity tensor and py is the pressure inside the bubble. The fluid in the tube
is assumed to be Newtonian, i.e.

P=—pl+n {Vv + (VV)T] . (4.21)

Then, the components of the pressure tensor P, := P — Py, in cylindrical coordinates are

ou
Py = pyp—p+ 2022 4.22
o = Pb =P 2 (4.22)
Jv  Ou
Psrz:Pszr: a. Y E 4.23
=P = (54 5Y) (1.23)
Pove=pr—p+ 2 (4.24)
s,zz — Db p nazv .

see Eq. (S.349) in the Supplementary Material S.

4.2.3 Surface parametrization. Normal and tangential boundary
conditions

The form of the kinematic and dynamic boundary conditions f depends on the
surface parameterisation of the bubble. Let us denote by r, and z; the cylindrical coordinates
of the bubble surface and s is the arc length of S, measured from the bubble apex, then the
bubble shape is described by r = r(s) and z = z,(s). Using geometric considerations, we
conclude that the following differential equations [4.2] [4.87]:

dTb o de .
5 = cos 0, 7 = Sin 0, (4.25)

model the form of the bubble, where 6 is the meniscus running slope angle (see Fig. .
We compute the mean curvature of the bubble surface, H, [4.2] 4.87] as

_df  sinf

2H = — 4.26
ds 4 (4.26)
and the unit tangential vector t to the surface S as
t = (cosf,sind). (4.27)
Then, the unit inward normal has the following form:
dt
n= |3: | = (—sind,cosf). (4.28)
ds

Substituting (4.28) in the kinematic boundary condition (4.17)), we obtain the form of the
kinematic boundary condition

vecosf —usinfd =0 at S. (4.29)
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bubble

0,

Figure 4.3: Description of the bubble surface: 6 is the meniscus running slope angle; t is
the unit tangential vector and n is the unit inward normal vector to the bubble surface.

Substituting (4.27) and (4.28]) in (4.18) and (4.19)), we obtain the form of the tangential
stress boundary condition

Oov  Ou . ov  Ou
and the normal stress boundary condition
ov Ou v Ou
— in2 2p2~ L 27 I el
Py = p — 27nsin 9|:COt 682+8r C0t9<8r+az)] +2Ho (4.31)

for fully mobile interfaces at the bubble surface S.
In the case of tangentially immobile bubble surface, the kinematic and tangential bound-
ary conditions are replaced by the conditions of the surface solidifation:

u=0, v=0at S, (4.32)

which assume that the surface of the bubble acts as solid. This considerably simplifies the
normal stress boundary condition (4.31)) to

py=p+2Ho at S. (4.33)

Note that the normal stress boundary conditions and give a relationship be-
tween the mean curvature of the bubble, the flow characteristics u, v and p, and the bubble
pressure, pp. The latter means that if one approximates u, v and p at the bubble surface S,
it is possible to find the bubble shape as a solution of the system , and
(in the case of free surface) or (4.25)), (4.26)) and (4.33) (in a case of immobile surface) with
appropriate initial conditions, applied at the bubble apex.
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4.2.4 Simple integral flow rate condition as a kinematic boundary
condition

For analytical calculations (see Sec. [4.5)), it is more convenient to use the simple integral

flow rate condition
R

2 / v (r, 2) dr = (Vi — Vi) R2. (4.34)
Tb
instead of the kinematic boundary condition (4.29)). In the next lines, we prove that Eq.

(4.34) follows from the kinematic boundary condition. In order to do that, we consider a
long bubble in a cylindrical tube (see Fig. . Next, one introduces the following notation:

o Sz={(r,¢,Z)| 0<r <R, 0<¢<2r} or this is the part of the plane z = Z, which
is inside the capillary;

o Sy ={(r,o,2p)| 7o <7 <R, 0 < ¢ < 2w} or this is the part of the plane z = z,, which
is inside the capillary and outside the bubble;

o S;={(R,p,2)| 0 < <27, 2z, <z < Z} or this is surrounding surface of the cylinder
C with bases S, and Sz;

o S = {(r,p,2)| (r,¢,2) €S, 2, < z<7Z} or this is the part of the bubble surface,
which is inside the cylinder C;

e nz, n; and n, are the unit normals to Sz, S, and S, pointing out of the cylinder C,
and 7 is the unit outer normal to the surface S (see Fig. .

Figure 4.4: Description of the surface Sy = Sz U S, U S, U S.

Then, using the mass conservation law and the divergence theorem, we obtain

!f/nf.vdsz/vl/v.vdvz///()dvzo’ .

Vi
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where Sy = Sz U S, U S, U S is the surface, over which we integrate, ny is the unit outer
normal to Sy and Vy is the volume, surrounded by Sy. Writing the integral [/, s, 0 vdS
as a sum of four integrals, we obtain consecutively

//ng-vd5+//nb~vd5’+//ns-vdS—//ﬁ~vdS:0. (4.36)
Sz Sh Ss S

We take into account the boundary conditions at the wall of the capillary (4.13)) and at the
bubble surface (4.17)) in the latter and get

// vdS — // vdS = 0. (4.37)
Sz S

Eq. (4.37) is valid for Z — 4o00. Using this fact, we obtain

2m R
_lim //v r,Z) rdrdp — // r,2p) rdrde = 0, (4.38)
zZ—+00
0 0 0 m
R ) R
T
271'/ [Vb — 2Vom (1 — R2>] rdr — 27r/v (ryzp) rdrdy = 0, (4.39)
0 T
see Eq. (4.14). Therefore, the following statement:
R
Vy R? R* R*
/v (ryzp) rdrdy = 5~ 2Vom (2 Y
T
R2(Vy — Vom)
= — 4.40
. (1.40)

holds true or equivalently (4.34). Note that (4.34]) follows from the continuity equation
(4.10), the no-slip boundary condition (4.13), the boundary condition at z — +oo (4.14)
and the kinematic condition .

Other way to prove is by proving that

R

I(z) = /rv(r, z)dr (4.41)

Ty

is a constant for all points (ry, 2,) € S. The surface S could be represented as union of non-
intersecting surfaces Si, in which 7, is a function of z. Then, using the continuity equation

(4.10)), the no-slip boundary condition (4.13)) and the kinematic condition (4.29)), we obtain

R
oI (ro(2),2z) _ 0l dry  OI ov
o = O s + — % = —rpv (rp, 2) cot0+/razdr =
T
R
= —ryv (r z)coté)f/g (ru)dr =
= b bs or -
Ty
= —rpv (1p, 2) 2089 — Ru (R, z) + ryu (rp, 2) = 0. (4.42)
in
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The latter holds true for every Sy and then it holds for S. Thus, the integral f: rodr is a
constant for all points at S. Also if the integral flow rate condition (4.34]) holds true, then
it follows from (4.42]) that the kinematic boundary condition (4.29)) also holds true.

4.3 Dimensionless form of the problem and general strat-
egy for solving it.

4.3.1 Dimensionless form in the case of free surfaces

In the case of fully mobile bubble surface, we obtain the Stokes problem (4.10)- (4.12)
with applied no-slip boundary conditions at the wall of the capillary (4.13), inlet/outlet
boundary condition , simple flow rate boundary condition , tangential
and normal boundary condition at the bubble surface S, where S is parametrized
by the cylindrical coordinates (ry, z), which fulfill Eq. , and the mean curvature is
computed, using (4.26). Next, the model is non-dimensionalized by introducing the following
new dimensionless variables (with bars):

e the radial and axial coordinates are scaled with the capillary radius R
r z
F=— = 4.43
T=Rp iR (4.43)
e the arc length, the radial and axial coordinates of the bubble and the mean curvature
— with the capillary radius R

Ty Zb S —

?b:E, Eb:E,EZE, H:HR, (444)
e the velocity components — with the bubble velocity V;,
_u v V .
U= U= Up(r):_Q%n (1-7); (4.45)

e the pressure — with nV;,/R
_ Do — p

=P 5 _P 4.46
Po= v/ P~ /R (4.46)

The effects of buoyancy and capillary forces are measured, using the Bond number, Bo, the
capillary numbers, Ca and Cay,, and the relative increase in the velocity, W:
pg. R _ Vom

7”1) me
Bo = —“—“"— = — W=1-—- -+,
o s Ca s Capm s VE,

Using the non-dimensional variables, we obtain the dimensionless Stokes problem in cylin-
drical coordinates:

(4.47)

10, v
op 010 1 o

o = o [rar ”‘)} t o (4.49)
op 10 (_ov\  0*v Bo

5o (a> o=t ow (4.50)

see Egs. (4.10)— (4.12). The following boundary conditions are applied:
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e boundary condition at the wall of the capillary

u=0 7=1at7=1;

inlet/outlet boundary conditions for |Z| — oo

u=0, 1=1+7,(F) at |Z| = oo;

simple flow rate boundary condition

1

v
2 | Fodr =1 — 22 =W;
/rvr Vi ;

Ty

tangential stress boundary condition

ov  ou , o ou
cos(26) (87" + E)z) + sin (26) (32 - 87") =0at S;

normal stress boundary condition

Jv  Ou
o o2 2 _ el -
D, =P — 2sin 9|:C0t 0 24— — C0t6<3r+€)z + Ca at S,

v Ou 2H
15) or

where the bubble surface S is computed, using the equations

rein cosf,
p
% =sin6,
—_  df sinf
2H = —
ds Ty

(4.51)

(4.52)

(4.53)

(4.54)

(4.55)

(4.56)
(4.57)

(4.58)

4.3.2 Dimensionless form in the case of tangentially immobile sur-

faces

In the case of tangentially immobile bubble surface, we obtain the Stokes problem (4.10)—

surface solidification have the following form:
u=0,v=0at$S
and the normal boundary condition reads
_ _ 2H
Dy =D+ Ca at S.

In the rest of this chapter, we drop the bars for notational convenience.
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4.12)) with applied boundary conditions at the wall of the capillary (4.13)), for |z|] — oo
4.14)), normal boundary condition (4.33) and boundary condition for surface solidification
4.32) at the bubble surface S. In the non-dimensional variables, the conditions of the

(4.59)

(4.60)
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Fluid flow: r=1+¢¢, Assumption: The characteristic dimensionless
10 o) o —o u = giip + %y + O(e?), thickness of the liquid lay om the bubble
7 Or dz § v = Ty + 20, + O(%), nall parameter of the considered problem.
dp 919 u =
== e P ~
ar  or [r or (Tu)} i 02> P::§+Px+0(5)-
G 1@ o v Bo - —— Zero-order lL:lb(rication app;‘?o(ximation:
Lo (r =)+ =+ y z
9 ror\"or) 92 Ca wo(r,2) =1+ Tz) 1)+ T7)1nr,
dA (1-m)° dB 1—42%hr Ordinary differential
No-slip BC: u=0, v=1atr=1 up(r, 2) = PP T6r . equation for the
dpy  Bo d 4 o
i o _Bo 4 ynamic pressure pg:
Simple flow rate BC: 2 rudr =1— @ i ©
: Vi First-order lubrication approximation: dp,
3

16 T: = F(ry,0,ps, Bo, Capn)
par,2) = = 5= (ruo) + g2(2)

Tangential stress BC: dgs _ 3(3—drf +1)) +4(2+ 2] —r}) Inr, A

v Ju . v Ou = = 5 5 ==
cos(20) (5 + £> + sin(26) (E - 5) =0at S dz 24 [21 —rp+ (1+77) Inny) dz?
4(1—13)"+ (3+4rf — 7r) +4rilnr) Inr, 2B
Normal stress BC: 8(1—r)[1—rf+ (1+7)Inr) (22
v  Ou v du 2H
— p— 9sin2 2927 L 20 hb et -
py=p — 2sin G[COL 03z+87' COt0(3r+3z)]+Ca al S

Bubble shape:
dry

2 cosd

a5 = %

dz

i: =sind

25 =—Ca- ps— )
ds T

Figure 4.5: Description of the main aspects in the strategy for solving of this problem

4.3.3 General strategy

In this subsection, we describe briefly our strategy for solving this problem. We assume
that the characteristic dimensionless thickness of liquid layer, e, far from the bubble apex is
a small parameter of the considered problem and, therefore, rescale the radial coordinate,
r, as r = 1 + €£. The expansions in series for the radial and the axial components of
the fluid velocity and for the pressure with respect to the small parameter, €, are sought-

out in the following form (4.100)—(4.102]). One substitutes the expansions (4.88)), (4.100])—
[#.102)) in the Stokes problem (4.48)- (4.50)), closed with the no-slip (#.51]), the simple flow
rate (4.53)) and the tangential boundary condition (4.54) or (4.59). Equating the leading

coefficients in each of the equations, we obtain a system of partial differential equations with
boundary conditions. Its solution, the zero-order approximations for the flow variables wu,
v and p, is found analytically. Analogously, one gets the first-order approximations for the
flow variables. Next, these approximations are substituted in the normal stress boundary
condition and the system (4.196)—(4.199) of four ordinary differential equations for 7y, 2,
6 and the dynamic pressure difference ps is obtained (see Section . Further, we find
appropriate initial conditions at the cylindrical part of the bubble, using small perturbations
around the cylindrical shape of the bubble. Finally, the sought-out film thickness is obtained
as a solution of a boundary value problem (additional conditions, ensuring closure of the
bubble profile, are added) by using an iterative procedure.

4.4 Exact solution for the cylindrical part of long bub-
bles

In the case of long bubbles (bubbles with aspect ratios of bubble lengths to capillary di-
ameters greater than 2), a well pronounced cylindrical part of the bubble shape appears.
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Chapter 4. Motion of long bubbles

Let us denote by h the dimensionless thickness of the fluid layer and the respective value
of the radial coordinate of the bubble — by r. = 1 — h. In the cylindrical part of the
bubble, the Stokes problem (4.48)- with boundary conditions (4.51)), (4.54), (4.55)
in the case of fully mobile surfaces and the Stokes problem 7 4.50)) with boundary
conditions (4.51)), (4.59), (4.60) in the case of fully immobile surfaces have exact solutions.
The obtained Stokes problems are similar to the problem f with the follow-
ing differences. First, the problem f is dimensionless and, secondly, there is an
additional term in (4.50), namely Bo/Ca. Due to these facts, we shall be looking for the

solution of (4.48)— (4.50) in the form

B 2
u(r) =0, v(r) = (Ce,l - CZ) % + Ceolnr + C. 3, (4.61)

where C. 1 = %, Ce.2 and C, 3 are unknown constants, see Eq. (U.118]). Below, we shall
consider the cases of free and tangentially immobile surfaces separately.

4.4.1 Free surfaces

The meniscus running slope angle in the cylindrical part of the bubble is § = 7 and, thus,
for fully mobile bubble interface, the tangential boundary condition (4.54)) is simplified

considerably

v
o =0 (4.62)

r=rc

and the normal boundary condition (4.55)) has the form

1
Py =p+ Car for r = re. (4.63)

From the latter, it follows that C.; = % = 0 for r = r.. Substituting the general solution
(4.61) in the no-slip boundary condition (4.51]), we obtain
1B
Coz=1+-—2 (4.64)
or the general solution has the form
B
u(r) =0, v(r) =1+ ﬁ (1—7?) 4+ Ceolnr. (4.65)
Using the simplified form of the tangential boundary condition (4.62)), we obtain the exact
solution for the cylindrical part of a fully mobile bubble surface:
Bo Bo
=14+ — (1 -7+ =
v(r) + 4Ca ( " ) + 2Ca
The substitution of the exact solution, Egs. (4.66)), in the integral flow rate condition, Eq.
(4.53)), leads to a relationship between the bubble velocity and the physical flow parameters:

r2Inr. (4.66)

1
B . B
W_/{2r+2c(; (r—rd)—FC—errlnr dr

Bo Bo
:1—7’24——80@ (1—27‘3+7’§) + 4Car3 [rg (1—21nrc)—1]
B
=1-7r2+ 78C'Oa (1 — 472 437 — 472 In T‘C) (4.67)
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4.4. Exact solution

or equivalently

B
r2Ca = Capm + go (1—4r2+ 3r: —drilnr.). (4.68)
In the latter, we use the fact
r?lnr r r?
/rlnrdr— 5 —/§dr—z(21nr—1). (4.69)

The substitution of Cayy,, = 0 in Eq. leads to the Goldsmith and Mason formula
[424] for a bubble, on which only gravity acts. Eq. gives an exact relationship
between the dimensionless thickness h and capillary number Ca for given values of the
physical numbers Bo and Cap,,. In the case of small thicknesses of the cylindrical film
layer, h << 1, the asymptotic expansion of Eq. reads

Capm B 1
Ca = 222 —&——0 — — 4432 —4r%Inr,
r2 8 \r2

. B ;
= (1+2h+ 3h% + 4h*) Capn + = [+ 2 + 34% + 4n°
2 3 2 h3 4
—4+43 —6h+3h* —4 7h+§h -3 + O (h*)
2 2h3 4
= Capm +2Capmh + 3Capmh” + (Bo + 6Capm) —= + O (h*). (4.70)

Due to the fact C'a > 0, we shall look for additional constraints on the values of Ca,,, and
Bo. If the bubble is in rest (Ca = 0), then Cay,,/Bo can be computed as follows:

Capm 1
;1; =-3 (1—4r2 +3r; —4rilnr.). (4.71)

Otherwise, the capillary number Ca is positive (see Def. |4.47)) and it follows

B
Capm + ?0 (1—4r% 4+ 3r% — 474 Inr.) > 0. (4.72)
Depending on the sign of Bo, there are two general cases — the Bond number Bo is positive

or negative. If the gravity acts along the z-axis (Bo > 0), then the following inequality:

Capm 1
Tom o (1= 42+ 3% — 4r¥Inr,) for Bo>0 (4.73)
Bo 8 . . .
holds true and the point (h, Caypy,/Bo) lies above the curve (4.71)), corresponding to the
bubble at rest (see Fig. [4.6). Moreover, the capillary number Cay,,, could be positive (see
Fig. 4.1a) or negative (see Fig. 4.1b)). In case that Bo < 0, then the following inequality:

C 1
gpom < —5 (1= 42 +3r! —4riinr,) for Bo<0 (4.74)

holds true, the point (h, Cap,/Bo) is under the curve and the Poiseulle flow acts in direction,
opposite of Oz (Cayp,y, > 0), see Fig. [4.6
This statement follows from the fact that

filre) :=1—4r2 +3r —4rtInr, (4.75)

98



Chapter 4. Motion of long bubbles

Bo>0 1

Capy/Bo

Bo<0
-0.08 T -
Capm >0
-0.10 T -
-0.12 + -
-0.14 ———t
0.0 0.2 0.4 0.6 0.8 1.0

Dimensionless thickness, 4

Figure 4.6: Regions of different signs for the Bond number, Bo, depending on the dimen-

sionless wetting film thickness, h, in the case of free surfaces. Solid line corresponds to
Ca=0.

is positive for r. € (0,1). In order to prove that let us denote by fo(r.) the following
expression:

fa(re) :i=1—7r2+2r21nr,. (4.76)
Using the fact that fo(r.) decreases for r. € (0,1) and
fa(re) > f2(1) =0 for r. € (0,1), (4.77)
we conclude that the function f;(r.) decreases for 7. € (0,1) and, thus,

fi(re) > f1(1) =0 for r. € (0,1). (4.78)

4.4.2 Tangentially immobile surfaces

In the case of tangentially immobile surfaces, the normal stress boundary condition (4.60))
is equivalent to (4.63)). Then, by substituting the solution (4.65)) in the condition for surface

solidification (4.59)), the exact solution of the problem in the cylindrical part is obtained in
the form:
Bo Bo
=0 =14+ —(1-r) = |1+—(1—12
ulr) =0, v(r) = 14+ 22 (1=12) = |14+ 2 (1= 1)

Inr

(4.79)

Inr.

The relationship between the bubble velocity and the physical flow parameters for tangen-
tially immobile surfaces is obtained as follows:
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4.4. Exact solution

W= {2r+QB(; (r—1%) —2 [1+EI(1—7«§)] qil;:}dr
= 1<_Tg+8B;'(; (1—2r2 +7r7)
e oot
2
g e U] =
or equivalently )
iy ot B2 1t (L, as

Eq. (4.81)) gives an exact relationship between the dimensionless thickness h and capillary
number Ca for given values of the physical numbers Bo and Cay,y, in the case of tangentially
immobile surfaces. For a bubble in rest (Ca = 0), we obtain

1—rit (172)] . (4.82)

2

c 1 1-77

%>_, [1_r3+(ln:c) for Bo > 0, (4.83)
2

c 1 1-77

gpom <= [1 _7:34_ % for Bo < 0, (4.84)

see Fig.[£7] In order to investigate the sign of the right hand-side of the latter, we introduce
the following function:
fa(re) i=r2—=1— (1473 Inr,. (4.85)

It decreases with the increase of r. for r. € (0,1), see Eq. (4.77). Thus, it follows
fa(re) > f3(1) =0 for r. € (0,1). (4.86)

Using the latter, we conclude that the right hand-side of is negative and, then, Ca,p,
is positive in the case of Bo < 0 (see Fig. 4.7).

Fig. [A77] shows the regions of positive capillary numbers, Ca > 0, for bubbles with
immobile surfaces. If the gravity acts along the z-axis (Bo > 0), then the Poiseuille flow
in the opposite direction (Cay,, > 0) always accelerates the bubble motion. The Poiseuille
flow along the z-axis (Capn, < 0) decreases the translational bubble velocity, V3, and the
solid lines in Fig. [4.7] correspond to the bubble in the state of rest. As can be expected, the
gravity decelerates the bubble motion for g, < 0 (Bo < 0). To ensure the bubble translation
with V4 > 0, one should apply an intensive enough pressure gradient to have C'apy, > 0.
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Chapter 4. Motion of long bubbles

Capy/Bo

-0.14 : : : :
0.0 02 04 0.6 0.8 1.0

Dimensionless thickness, 4

Figure 4.7: Regions of different signs for the Bond number, Bo, depending on the dimen-
sionless wetting film thickness, h, in the case of tangentially immobile surfaces. Solid line
corresponds to C'a = 0.

In the case of small thicknesses of the cylindrical film layer, h << 1, the asymptotic
expansion of Eq. (4.81) reads

2Inr,

= D e D)

Capy, — — [1 — 7;2; + (1 + r?) lnrc]

2 3
?{2hh2+(22h+h2) {h};};+0(h4)”

5h? 2R3

h3
- {1 tht ==+ +0 (h4)} Capm + - Bo + O(h*)

5 h3
= Capm + Capmh + gCapth +(Bo+4Capm) =+ 0 (h*). (4.87)
One sees that the linear term for free bubble surfaces is 2 times greater than that for
immobile interfaces, while that related to the gravity (proportional to h%) is 4 times greater.

4.5 (Generalized lubrication approximation

In the lubrication approximation, one assumes that the partial derivatives in z-direction
are smaller than those in the radial direction [4.75 [4.81]. Then, the Stokes problem (4.48]),
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4.5. Generalized lubrication approximation

and with the no-slip, the simple flow rate and the tangential boundary condi-
tions could be solved analytically. Obtaining the approximations for the flow variables, the
normal stress boundary condition is used to calculate the bubble shape, which corresponds
to the asymptotic solution of the simplified hydrodynamic problem. Usually one solves only
the zero-order approximation in respective reduced Cartesian coordinate system [4.1] or in
original cylindrical coordinate system [4.80]. Here, the Stokes equations and boundary con-
ditions are formulated in the lubrication approximation including the zero- and first-order
approximations in the following sections. The exact solutions for the zero- and first-order
approximations of the velocity and pressure extend the validity of the expressions for the
flow parameters and increase the accuracy of obtained results, see Section [4.7.1

4.5.1 Leading-order problem

We assume that the characteristic dimensionless thickness of liquid layer, e, far from the
bubble apex is a small parameter of the considered problem and, therefore, rescale the radial
coordinate, r, as follows:

r=1+¢¢, (4.88)

where £ is the new radial coordinat Then, the derivatives % and 59—:2 are computed:

o dco 19

o= 35E = 29E (4.89)
92 deN? 92 1 62
7= (dT) T (4.90)

Due to the change of the radial coordinate, it is important to rescale the velocity components,
depending on the direction, in which they act. Thus, the radial component u (acting in
direction ) is scaled with the small parameter ¢ and the axial component v (acting in

direction z) is scaled with 1:
u

Uw=—, 0=n. (4.91)

€
If we choose different scale for the radial component of the velocity, the mass conservation
law would not hold. By substituting (4.91) in (4.48)— (]4.50|)E| we obtain the following

system:

1 o, .. 00
1+€£8—§(ru)+& =0, (4.92)
0 (10 N L
9%~ % (r@f (ru)) +e 552 (4.93)
op 10 ( 00 92 Bo
20p _ 10 ([ OV 207V | o DO
S " O (T’a€>+6 8Z2+6 Ca’ (4.94)

Next, we shall find an appropriate scale for the pressure p:

p=cp, (4.95)

1We change the variable in such a way in order to ”zoom-in” in the thin film region. In it, the new
variable £ is in the range [—1,0].

2Note that system 7 is obtained if one finds the dimensionless form of the original problem
by introducing new variables ug = u/L, vo = v/R and setting € to R/L, where v and v are the dimensional
radial and axial components of the velocity and L is the length of the bubble. Therefore, the solution of the
considered problem for small value of the film thickness corresponds to a long bubble (L > R).
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Chapter 4. Motion of long bubbles

using physical con51derat10ns In the current problem, we consider flow, which moves due to
the pressure gradlent 22 and gravity. The latter means that we cannot neglect the pressure
gradlent 5 and, therefore, k > 2, see Eq. - On the other hand, choosing k > 2 leads

9p _

o€ 8” = 0 or the flow is not moving. Therefore, the appropriate scaling

to the conclusion
for p is

p=e’p. (4.96)
Analogously, the term Bo/Ca, which describes the gravitational force, have to be scaled as

5 Bo
=g‘— 4.
G=¢’ Ca’ (4.97)

4.5.2 TIteration formulation of the equations

The solution of hydrodynamic problem could be presented in the approximation form
u=ug+uy+ug+---, v=voF+v1+va+--, p=po+p1+p2t---, (4.98)

where the subscript “0” denotes the zero-order approximation, “1”—the first correction
term, “2”—the second correction term, etc. Taking into account the leading order of the
variables u, v, p (see Sec. , the zero-order approximations, first and second corrections
ug, v and pi are defined by the following expressions:

wp = "y, v = op, pr =" (4.99)
Then, the expansions in series for the radial and the axial components of the fluid velocity
and for the pressure with respect to the small parameter, €, are sought-out in the following
form:

u=eig + iy + >y + O (%), (4.100)
v =1 + b1 + €702 + O (%), (4.101)
=G+ 2 +00). (4.102)

In terms of the new variables (4.88]), (4.100)—(4.102)), the Stokes problem (|4.48])— (4.50)
acquires the following form:

1 6[(1+5§)ﬂ0]+350+€{ 1 a[(1+5f)ﬂ1}+5f’1}

116 o¢ 0z S\1+vee % RE
+52{1j ga[(lggg)ﬂ2]+a$}o(s3), (4.103)
e
{% Zfai[<l+€>a?]}
+52{a£2_ 1§<9€{(1+ g)%ﬂ_i@}:o(g?ﬁ). (4.105)
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4.5. Generalized lubrication approximation

Note that we keep the original form of the operators, acting in the radial direction, in the

system ([4.104)—(4.105|) for computational convenience.

Next, we shall find the asymptotic expansions of the boundary conditions. Firstly, the
asymptotic expansion of the no-slip boundary conditions (4.51)) has the following form:

i + €ty + ety = O (%), o + b1 +&%T2 = 1+ 0 (%) at r=1. (4.106)
Analogously, the asymptotic expansion of the simple flow rate condition (4.53)) is

1 1 1
W
/rﬁodr + 6/r®1dr + 52/7’172dr =5 +0 (). (4.107)
Tp Th Th
Surface parametrization in the new variables

The other boundary conditions depend on the parametrization of the bubble surface. Hence,
the radial coordinate of the bubble profile, 7, is rescaled similarly to Eq. (4.88):

rp = 1+ e&. (4.108)

In order to compute the expressions for the tangential and normal boundary conditions, we

express cot f in terms of e:
cosf dry  d&

t0 = =— = . 4.109
0 sinf  dz c dz ( )
Using the latter, we find the asymptotic expansions of sin?§ and cos? 6:
1 1 gy \*
sin? § = = s =1- <5”> e?+0 (%), (4.110)
1+ cot” 6 1+€2(%) dz
2 .2 déy 2 3
cos“f =1—sin"6 = B +0(e%). (4.111)
z

Tangential boundary condition in the new variables

The expansion in series of the condition for surface solidification (4.59) has the following
form:
Gio + €ty + e°le = O (%), Do + ey +e°0 = O (%) at S, (4.112)

while the expansion — of the tangential stress boundary condition in the case of free surfaces

(4.54) reads

0y | 001 ,[0ay | 00y _d& (0T  dio\] s
ra +6—6€ £ [E)z + 2 2 \a )| T O (¢%) at S. (4.113)
The latter is obtained as follows. Firstly, we substitute Eq. (4.88]) in Eq. (4.54) and get
10v  OJu ov  10u
20) (=5 + 25 ) +sin(20) (== — 22 ) = . 4114
cos ( 9)(585+8z)+sm( 9)(82 535) 0atS ( )
Multiplying the latter by e, we obtain
Ou Ov ov  Ou
29 _ ou  ov .2 v ou) _
(2cos*6 — 1) (882+8§)+281n 9C0t9<582 35) 0. (4.115)
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Chapter 4. Motion of long bubbles

Substituting the asymptotic expansions (4.100)—(4.101)), (4.109)—(4.111)) in Eq. (4.115]), one

gets
) ] [ o)

HEQ% @? _ 35?) —0(<%) at S (4.116)

or equivalently

Do 00 lau0+a@2 L4 (3170 8ﬂo)_2(cl&,)28ﬁo

DA I 3
TR T T = =0(e%) at S. (4.117)

73
From the latter, it follows that

81}()
= 4.11
Je —0ats. (4.118)

Thus, we obtain Eq. (4.113)).

Normal boundary condition in the new variables

In terms of the new variables (4.100)—(4.102)), the expansion in series of the normal stress
boundary condition acquires the following form:

2H
Py =potprtpat g +O() at S (4.119)
in the case of immobile surfaces, see Eq. (4.60)), and
2H 0
pb=p0+p1+p2—|—0 2%—!—0() at S (4.120)

in the case of free surfaces, see Eq. (4.55)). In the next lines, we shall prove that equation
(4.120) holds true. In order to do that, we substitute Eq. (4.88) in Eq. (4.55) and obtain

2H 10u ov 10v  Ou
2L g | LM t29—— ot 6 = t S. 4.121
p—l—o sin [ 3f+ ( 8§+ )}a ( )
Using Eq. (4.102)), the latter acquires the form

2 ~ ~ 2 ~ 2H
€pp=potepr+e | p2+

Ca
ou ov ov ou
— 2esin?6 | 20— — — +e— : 4.122
€ sin 9[8£+€C0t 082 COt9(8£+ )} at S ( )
Substituting the asymptotic expansions (4.100)—(4.101f), (4.110) in (4.122)), one concludes
- . . 2H o1 g, ol
2py = 2 =) 21 H(emm —¢ ) at S, (4.12
e*py = Po +epr + ¢ (p2+ Ca) e[1+0( )}( 96 Sds og ) TOE) At S (4123)

From the latter and Eq. (4.118)), it follows
2H 6’&0

52pb:]50+5]51+€2<ﬁ2+ca BTz

which is equivalent to Eq. (4.120)), see Eq. (4.99).

>+O( %) at S, (4.124)
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4.5. Generalized lubrication approximation

4.5.3 Zero-order approximations ugy, vy, Po

The zero-order approximation of the Stokes problem (4.103[)— (4.105)) is
1 91 +&f) o) n 0%

i T 5, =0, (4.125)
Opo
56 =0 (4.126)
Do 19 950

It is more convenient to solve this problem in its original notation. Changing the variables
back to the original ones 7, ug, vy, py, we obtain the problem

19 9

o (rug) + 5 0, (4.128)

Ipo N
5 =0, (4.129)

Opgy 10 Ovg Bo
az‘rar( m)‘ca—o' (4.130)

The zero-order approximations of the boundary conditions in the original variables are listed
below:

e the no-slip boundary conditions at the wall:

up =0, vg =1 at r=1; (4.131)

e simple flow rate conditionf’}
1

/rvodr = %; (4.132)

Ty

e the tangential stress boundary condition in case of immobile surfaces:

up =0, vo=0at S (4.133)
or in case of free surfaces: 5
Vo
— =0atS. 4.134
or & ( )

From (4.129)), it is obvious that py = po(z). Then, using Eq. (4.130)), the general form of
the velocity along the z-axis vg is obtained

2
vo(r,z) = (Cfipzo - gZ) TZ + Py(2)Inr 4+ Qo(z2), (4.135)

3Note that the simple flow rate condition is more convenient to use for analytical computations than the
kinematic boundary condition. The main reason is that the kinematic boundary conditions in lubrication
approximation gives a relationship between the zero-order approximations u; and v;, while using the simple
flow rate condition, we could obtain directly an expression for the unknown wv;.
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Chapter 4. Motion of long bubbles

where Py(z) and Qp(z) are unknown functions of z, see Eq. (4.61f). Substituting the latter

in the no-slip boundary condition (4.131]), we obtain
1/d B
( Po O) . (4.136)

L (dpo BO) (1—1%) + Py(z) Inr. (4.137)

is derived. In order to find Py(z), we substitute the latter in the flow rate condition (4.132))

and obtain consecutively:

1
‘g’/{ri(‘%f’o) (r =) + Py(2)rlnr| dr

1—-r2 1 /d B
! < Po 0) (1—21“34—7"?)

T2 16\d: Ca
P
— # (1—rZ+2rflnm). (4.138)
In the latter, we used (4.69). Expressing Py(z) from (4.138]), one concludes that
oy 2 B0 - (- ) (0 - )” wiss)
0\%) = 4(1—rf+2rilnr,) ' '
holds true. Then, vy(r, 2) acquires the form:
A B
vo(r,z) =1+ 7 (1-r%)+ 1 Inr, (4.140)
where the functions A(z) and B(z) are given by the following definitions:
2
Bo dm . A(L-)-8(W-141)
Ay = Bo_ o gy . 4141
(2) Ca dz’ (2) 1—rZ+2r2lnm, ( )
By integrating the continuity equation (4.128) and using (4.69)), uo could be computed as
follows:
1 Oy 1 dA 3 1 dB
=—= —dr = —— —r)dr — —— Inrd
o r T&zr 4rdz/(r r)r 4r dz rardr
1 [dA , 4 dB Ro(2)
= — |— —2r)— —r(2Inr—1 . 4.142
16 {dz( ") dzr( nr )]+ T ( )
In order to find the unknown function Ry(z), we substitute the obtained result in the no-slip
boundary condition (4.131]) and get the following expressions for Ry(z):
1 (dA dB
= (£ 414
Bo(2) 16 ( dz dz > (4.143)
and, thus, ug has the form
A (1-)? 4B 1-12+221
_dA (1=r)" dB 1-r’+2°Inr (4.144)

w2 = e T @ 161
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4.5. Generalized lubrication approximation

Immobile surfaces

In this case, the velocity at the bubble surface is equal to zero, see Eq. (4.133). Using Egs.
(4.133), (4.140) and (4.141]), we obtain

A
Ozvo(rb):1+—4 (1—7‘2)
A(lfrg)278(w —1+T§)

4(1 - rg + 27"5 Inry)

Inry,. (4.145)
By expressing A(z) from the latter and substituting it in (4.141)), we calculate the derivative
of pressure function pg:

dpy  Bo 41 =rf+2(1—W)lnr]
— = =-Ak)= 2 2 2 .
1—=rf)[I—rf+ 1 +7r)Inr

= (4.146)

The substitution of the obtained expression, Eq. (4.146]), for the function A(z) in the
definition of function B(z), Eq. (4.141)), gives an explicit formula for the function B(z)

4(2W —1+1r?)
L—ri+ (1 +r})nr,

B(z) = (4.147)

Free surfaces

In this case, substituting Eq. (4.140f) in the zero-order tangential stress boundary condition
(4.134)), one obtains

oo Ow|  _ 24n A1 =12)° =8 (W —1+12)
- or N 4 dry(L—r+2r¢lnr,)

r=ry

(4.148)

Analogously to the computation in the case of immobile surfaces, we obtain the following
differential equation:
dpo Bo A2) 8(L—rg—W)
- = — z) =
dz Ca 1—4rZ+3r} —4rilnr,

(4.149)

by expressing A(z) from Eq. (4.148). The respective expression for function B(z) follows
from equations (4.141)) and (4.149):

B 167’b2 (W -1 +7’§)
1 —4r2 +3r} —drflnry,

B(2) (4.150)

4.5.4 First correction terms u, vy, p;

The first correction terms of the Stokes problem (4.103)— (4.105) are obtained similarly to
the zero-order approximation, see Eqs. (4.128])— (4.130). The only difference between the
the computations is that the term Bo/Ca is missing from Eq. (4.130)) in the first correction
term. Thus, the general form of vy is

() = PP+ Qi) (4.151)

where Pj(z) and Q1(z) are unknown functions of z, see Eq. (4.135). In order to find the
unknown functions, we find the first correction terms of the boundary conditions:
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e the no-slip boundary conditions at the wall:

u; =0, v =0 at r=1; (4.152)

e simple flow rate condition:
1

/rvldr =0; (4.153)

b

e the tangential stress boundary condition in case of immobile surfaces:

up =0, vy =0at S (4.154)
or in case of free surfaces:
91 G ats (4.155)
or ’ '

Substituting (4.151)) in the no-slip boundary condition (4.152)), we obtain the following
expression for Q1(z):
1 dp:

Q1(z) = i ds (4.156)
and then vy (r, ) acquires the form
1d
vi(r,2z) = _Zg (1—7%)+Pi(z)Inr. (4.157)

Analogously to finding Py(z), we substitute (4.157) in the flow rate condition (4.153)) and
obtain

- 1 dpl 2\ 2 Pl(Z)
=54 77 1

(1—rf+2r7lnm), (4.158)

(1 — r2)2 dpy
Pi(z)=— b N 4.159
1(2) 4(1=r+2r¢lnr,) dz ( )

Then, v1(r, 2) acquires the form
A B
vy (r, 2) = Tl (1—7%) + Tl Inr, (4.160)
where the functions A;(z) and Bj(z) are given by the following definition:

2
dpl A1 (1 — Tg)

A =—-——> B = . 4.161

1(2) dz’ 1(2) 1—r?+2r2lnm, (4.161)

Analogously to the zero-order approximation, we obtain the following expression for u;:

CdA, (=) dB 1-r2 4 2%y

- J 4.162
w (7, 2) dz 167 dz 167 (4.162)
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4.5. Generalized lubrication approximation

Immobile surfaces
In case of immobile surfaces, the velocity at the bubble surface is equal to zero, i.e

Ay (1-r2)°
4(1—=r+2r2lnr,)

0:111(7'b):—(1—r§)+

1 Inry,. (4.163)

The latter holds true for all points (rp, 2,) on the bubble surface and, thus, A; = 0. From
Eq. (4.161), it follows that B; = 0 and, therefore,

up =vp =0. (4.164)
Using equation (4.161]) and (4.164]), we obtain the following differential equation:
dp:
— =0 4.165
dz ’ ( )

which could be solved directly.

Free surfaces

In the case of free surfaces, substituting general solution (4.160)) in the first-order tangential
stress boundary condition (4.155]), one obtains

2
81)1 Al Ty Al (1 - T’g)

0= — = - . 4.166

or 2 + dry (1 — 72 + 212 1Inmy) ( )

T=T"p

Using similar reasoning to the previous case, one concludes that Eqgs. (4.164) and (4.165)
hold also for free surfaces.

4.5.5 Second correction terms us, vs, po

The second correction terms are obtained by solving the Stokes problem (4.103f), (4.104])
and (4.105))

1 O[(1+ef)in] O,

R (4.167)
o5, 1 0 05, 920y
0z 1+E0¢ [(1 *eb) 35] "oz Y (4:169)

As we said, it is more convenient to solve this problem in its original variables, i.e. r, us, vs, pa-
Using them, we obtain the problem

10 (rug) n Ovy

0 10 (rug)|

g [pQ on } —0, (4.171)
Opa 10 [ Ove vy
e () o )

In order to close the system, we add the second correction terms of the boundary conditions,
ie.
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Chapter 4. Motion of long bubbles

e the no-slip boundary conditions at the wall:

uz =0, v =0 at r=1; (4.173)
e simple flow rate condition:

1

/rvgdr =0;

(4.174)
Th
e the tangential stress boundary condition in case of immobile surfaces

uy =0, va=0at S (4.175)
or in case of free surfaces:

Oug Ovy dry ( Ovg Oug _ .
5 T Y@ (az‘ar) =0at5;

(4.176)
By integrating Eq. (4.171)) with respect to r, we obtain

10
pa(r,2) =

ar (ruo) + g2(2),

(4.177)
where ¢2(2) is unknown function of z. Using the continuity equation (4.128]), one gets the
following expression for po:

pa(r,z) = q2(2) — %.

P (4.178)
Taking into account Eqs. (4.140)), (4.172)), (4.178)), we obtain consecutively
10 Ovz\ _ Opa2 8%y _dg 8%,
rar(rar> =0 02 = Yo
dgz  1d%A o 1d’B
= T od? ( ) —

(4.179)

In order to find an expression for vy, we integrate the latter with respect to r twice

9 (,0v _@_ldiA(_S) 14°B
or Tar _dzr "

5 1.2 ) =52’ Inr, (4.180)
Ovy  dgor 1d*A 5 1d°B C(z)
W—ag*g@ (27'77" )7§w(27’1n7’77’)+ r (4181)

and finally obtain

dgs 12 1d*A 9 1d*B
R el
=T T )
+C(2)Inr 4+ Q2(2), (4.182)
where C(z) and Q2(z) are unknown functions of z, see Eq. (4.69). In order to find Q2(%),
one substitutes (4.182)) in the no-slip boundary condition (4.173) and gets the following
expression for Qo:

1dgy 3 d®A  1d°B
— 2% 248 45 41
@) =17 tndr  5d2 (4.183)
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4.5. Generalized lubrication approximation

Using the latter, an expression for vy is obtained

1 dQQ d2A

Vg = 1ds ( —1)+33ﬁ(r — 47 —1—3)
1d*°B
Bl (1—r*+7*Inr) + C(z)Inr. (4.184)

Substituting the general form of vo, Eq. (4.184]), in the simple flow rate condition (4.174]),

we get
[ 1dg , » 2 1 d*A L 32
—{mczz“ DAy Gy

1

1d?B [r 1"4 r C(z)r?
— == | = ——+ —(4lnr-1 2Inr —1
8 d22 {2 T )] ; (2hr )}r—n,
1dg , 5 2 1 d?A 4 5
=———(r} - —4
164, 51~ gg gz 10— O+ 9y — 4]
1 d*°B ,_ , 4 4
+@ﬁ (873 — Bry 4+ 4ryInr, — 3)
C(z)
- (1—rp+2r71nm) . (4.185)

In the latter, we used

1 1
k k+1 k+1 k
/7’ Inrdr = o1 1/1nrd(r +)—— P (r + lnr—/r dr)

Tk+1
C(k+1)?

which is valid for k # —1. Expressing C(z) from equation (4.185]), one obtains

[(k+1)Inr — 1], (4.186)

(1-12)° dgy  (1=12)*(4—12) @24

40 —r2+22Inr) dz | 4A8(1—r2+22lnr) d2?
3— 87“,? + 5rb 4rb lnr, d°B
C32(1—r2422Inry)  dz?

C(z)=—

(4.187)

Immobile surfaces.

In case of immobile surfaces, the velocity at the bubble surface is equal to zero, i.e. vy (rp) =

0 (see Eq. (4.175))):

2
Ldgs | (1-1?)
- — -2 2 g ]
0=valre) =77 lrb P2 oinr,
A a3 (o) (4-g)
dz? 32 A8 —rZ+2rZlnry)
1d®B 3—8r2 +5rf —4rtinr,
— = 1 =72 +r2 b b b 1 . 4.188
8 dz2 { Tp Ty Ty o+ 4(1—r2+2rflnr) " ( )
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Chapter 4. Motion of long bubbles

or equivalently

dgp 3B —4ri+ry) +4 (2421 —ry)Inry, d2A

dz 24[1 — 72+ (1 +72)In7,) d?
4(1=r2) + (3+4r2 = Tri + 4rflnry) Inry, d?B (4.189
8(1—r2)1—rZ+ (1+rf) Inr dz?" /189)

Free surfaces.

The tangential stress boundary condition in case of free surfaces, Eq. (4.176)), written for

vy reads:

Ovs dry (Ovy  Oug Oup

— =2———-——| — — at S. 4.190

or dz ( 0z or 9z ( )
The substitution of the zero-order solutions (4.140]) and (4.144)), the general solution (4.184))
and the expression for C(z), Eq. (4.187), in the latter leads to the respective differential
equation for gs:

dgy  T—30r2 433 — 1008 + 602 (1— 612+ 3rd) Inry,  d2A
dz 12(1 — 4r2 + 3rf — 4rf1Inmy) dz?
5—16r7 + 11} + 4r? (4 — 77“5) Inry, + 2473 In®r, d2B
8(1 —4r} + 3r} —4r}Inry) dz2
(1 — rl? + 27“13 In rb) 9 5 dA
1) (1e7r2) . 22
* 2ry (1 — 4r2 4+ 3rf — 4rtInry) (Tb ) ( + rb) dz
dB| dry
1—rf —6r21 — |- =2 atS. 4.191
+(1—rf —6ryInr,) dz} 7 ° S (4.191)

The obtained solutions of the hydrodynamic problem in the generalized lubrication ap-
proximation are used to solve the boundary value problem for the bubble shape, using the
Ratulowski and Chang approach [4.80].

4.6 Boundary value problem, modeling the shape of
long bubbles

4.6.1 General formulation

As we mentioned before, if approximations of u, v and p at bubble surface S are obtained,
then the bubble shape in the case of free surfaces could be found as a solution of the system
f with appropriate initial conditions, applied at the bubble apex. In section
we found approximations of u, v and p at bubble surface S in the case of small thickness of
the liquid layer, . Then, an approximation of the normal stress boundary condition
could be obtained in the form

Ovg Ouy 2H
_ _ % _,0up  2H . 4192
Po=po+p1tgr— - 5 T ? S (4.192)

by substituting Eq. (4.178)) in Eq. (4.120]) and neglecting the terms of higher order. We have
already computed expressions for ug, Eq. (4.144), and vy at S, Eq. (4.140). But, in order
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4.6. Boundary value problem

to find expressions for py and ¢o, one shall solve additionally differential equations, whose
right-hand side depends on 7, and, therefore, are coupled with the rest of the equations in
the problem, see Eqs. (4.149) and (4.191)). As py and ¢ depend only on the z-coordinate,
then at the bubble surface, z = z;(s), po and g2 are functions of the arc length of the bubble
surface s. Using this fact, we differentiate Eq. with respect to s:

1 d@H) _dpo  dex _ d <8”° 28“°> at S (4.193)

“Ca ds  ds ds ds\ oz “or

and substitute the obtained expressions for ug, vg, dpg/ds and dgs/ds in the right-hand side
of the latter in order to reduce the number of equations in the system. Then one could
solve the system (£.56)— (4.58), (4.193) instead of the problem ({.55)~(4.58) in case of free
surfaces. For tangentially immobile surfaces, Eq. is replaced with

L d@2H) _dpo  di2 _ d (38”0> at S. (4.194)
z

" Ca ds ds ds ds

A minor issue in Eqgs. (4.193) and (4.194)) is that the notation d(2H)/ds is not really
convenient. Moreover, the variables, which are usually used in the fluid dynamics models,
are the flow velocity, pressure and density. Thus, we introduce the dimensionless pressure
difference function, ps(s), which accounts for the dynamic pressure contribution at the
bubble surface, and we shall exclude the mean curvature H from Egs. , and
. In order to do that, the non-dimensionalized Young-Laplace equation of capillary
is used

2H = —Caps, (4.195)

which gives a relationship between the dynamic pressure difference, the mean curvature of
the bubble and the surface tensiorﬂ see [4.2] [4.87]. Thus, the following nonlinear system of
four ordinary differential equations for the bubble shape:

d

% = cos®, (4.196)
d

% = sind, (4.197)
do sin 6

—=—Caps — —, 4.198
ds ap Ty ( )
dps

75 = £ (r0,0,ps, Bo, Capn), (4.199)

is obtained, where F' is the right hand-side of Eqs. (4.193)) or (4.194)), see Eqs. (4.56) —
(4.58), (4.193)— (4.195). In the next subsections, we shall find the concrete form of the
function F' in the case of free surfaces or tangentially immobile surfaces.

4The dimensional Young-Laplace equation of capillarity has the form 2H o = —ps. Its dimensionless

form is obtained by using Eqs. (4.44)), (4.46)—(4.47]).
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Chapter 4. Motion of long bubbles

Concrete form of F' in the case of tangentially immobile interfaces

In case of tangentially immobile surfaces, we obtain the following expression for the function

F:
2
s _ dpo 9+(dq2—avo)sin9—a<av0>cost9ats (4.200)

ds dz dz 022 or \ 0z
see Eqgs. (4.194)), (4.196)— (]4 197). From Eqgs. (4.140), (4.144)), (4.189), it follows that the

derivatives ‘fiqj, %;0 nd 8 52 have the following form:
% . 221;1 e 657? at S, (4.201)
%:1?5.% %.%ats, (4.202)
ggz_g.ﬁj+z.‘$ats, (4.203)

where ga5 and ¢po are the coefficients in front of d —z and d —= in Eq. (4.189)). The explicit

expressions for the first and second derivatives of A( ) and B (z) with respect to z are given
below:

dA  dA dB  dB
4.204
dz drb cot 9, dz drb cot 6, (4.204)
diA_i dA o) — A g, dAd(cotd)
dz? d"'b dr 2 dry dz
d2A 9 dA 1 db
=—gottd — ———— 4.205
dry 0 dry sin® @ ds’ ( )
&*B _d*B _,, dB 1 df
cot™f — ————— 4.206
dZ2 d 2 d’r’b bln 9 ds ( )
see Eq. (4.196)), (4.197). Substituting Eqs. (4.201)—(4.206) in Eq. (4.200), we obtain
as(ry) . bs(rp) db cos? 6
F=—-—"=sinf — — +cs(re) —, 4.207
o sin’ 0 ds + cs(ro) sin 6 ( )
where
4. (m) = ~Ca 20 (4.208)
s dz’ :
1—r7\ dA Inry\ dB
bs (ry) = (ga2 = —* - —2) == 4.2
s (1b) (QAz 1 > dry + <q32 1 > dry (4.209)
. 1—7r2\ d?A 1, dA
Cs (T'b) = <QA2 - 4> d’l"b + ET%

Inry\ d?B 1 dB
- = . 4.210
+ (qm 4 ) dri  Ary dry ( )

After lengthy computations, we obtain the exact form of the functions as (r4), bs (1) and
¢s (p)
4[(1=72) Ca+2Capy, Inry)

e G ¥ TR R e B (4.211)
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4.6. Boundary value problem

(1=r2)2=2(1=W) (1 —r2+2r2Inr)

6ry (1 —r2)° [1—r2+ (1+72)Inry)°
x [3(50% —3) (1-12)°

+ (—13 + 14r§ + 237”3) (1 — r%) In 7y

+2(=3+5r; +5ry +5rf) In®ry ] ; (4.212)
- 6r2[1—r2 + 11 +r2)Inm)* . {21 (t4r) (1 TZ)?’
F12(3 411 +3r1) (1= 13) Inry
+ (25 + 131y + 2573 (1 —7r7) In®
+ (6 4 52rf + 28rf + 52rf + 6ry) In® ry

2wl [3(7— 1208 +130) (1= )"

(1=73)

+2 (184 71 + 4rf +67r9) (1—13)° Inry,

+ (25 + 1457 + 2287 + 12208 4+ 187r%) (1 —2)* In?

+2 (3 =21} + 861y + 168rp + 71ry + 58r4°) (1 —r7) In’r,

— 4r7(3 = 217§ — 12ry — 52rf — Trf — %) In* 1] } . (4.213)

bs (Tb) =

cs (1rp)

The function ag (1) corresponds to the zero-order solution and the value of as (r.) is equal
to zero at the cylindrical part, r, = 7., see Eq. (4.81)). Using Eq. (4.81)) twice, the derivative
of as at the cylindrical part of the bubble, a’, (r.), is computed as follows:

1—r2)1—r2+(1+7r2)Inr]
4[(1=72) Ca+2Capy Inr.] (1 —4r2 + 3rt — 4rtlnr,)
- 1121 —r2+ (1+r2)lnr)
8 (r2Ca — Capm) — Bo (1 —4r2 + 3rt — 4rtlnr.)
re(l—r2)[1 =72+ (1+7r2)lnr]
(1—r2+2r2lnr.) [SCapm + Bo (1 - 7“3)2}

=— 5 ) (4.214)
re(l=r2)"[1=r2+ 1 +7r2)lnr

1
—4 <2C’arc + QC'apm>
r

A (TC) = (

Concrete form of F in case of free surfaces

In case of free surfaces, we obtain the following expression for the function F':

dps _ dpo . dga  0*vg Dug \ . 0%vg 0%y
_ N _ _ 4.21
T » sin 6 + ( p -y 920, sin 0 552 +2 52 cosf at S, (4.215)
see Egs. (4.193), (4.196)), (4.197). Using Eqs. (4.140)), (4.144)), (4.191)), we obtain
dgo d’A d*B dA dB
s R it ke 22 cot g 421
2. a2t g Tas2 oyt (g ot as g ) cotd, (4.216)
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Chapter 4. Motion of long bubbles

Pug _ (1-rp) (-1-3rf) d*A r}—142lnr, &°B

= — . 4.217
0z0r 1677 dz2 1677 dz2’ ( )
0?2 14+3rf dA —1—7r2 dB

Yo _ 1¥On, 44 b 27 (4.218)
or? 8ry dz 8ry dz

: : dA dr, dBdr, d*A d’B :
where q14, q1B, q24, g2 are the coefficients in front of =, “= b S0 &2 in Eq.

(4.191)), respectively. The explicit expression for the derivative of ps; with respect to s has
the general form (4.207)), where the functions as (1), bs (rp) and ¢; (rp,) are computed as

d
as (ry) = fC’a%, (4.219)
14\ dA r2— 1\ dB
b, (ry) = b 44 T 1) 4B 4.220
s (1) <C]A2 + 87"5 ) dre + (q32 + 87‘5 ) . ( )
(ry) = +1—r§ d2A+ +7“§—1 d’>B
Cs\Th) = | qA2 87”’3 dT‘g 4B2 87’% dT‘g
1+ dA 1\ dB
_ Ty ) 2 [ 4.221
+ (qm 4r3 > dry, Tt 473 ) dry,’ ( )

see Eqgs. (4.202))—(4.206)), (4.216)—(4.218]). After lengthy computations, we obtain the exact
form of the functions as (1), bs (15) and ¢ (1)
8 (Capy, — riCa)
() = — — Bo; 4.222
as (o) 1—4r} +3r} —4r}lnr, © ( )
2
3ry (1 — 472 + 3rf — 4rfInry)°

x {(3 — 4r? — a4t 8808 — 670 (1 12)°

bs (’f’b) =

+ 47“21 (3 — 497‘% + 531",21 — 317"?) (1 — r?) Inry
— 9675 (3 —3rf + 1) In*ry
+2(W = 1)- [(3+ 40 — 770+ 825) (1 1)
+ 40§ (3= Try — 795 + 95r5) (1 —r5) Inry
— 247§ (34 18r7 — 23r)) In® 1y, — 288r° In® 1| } ; (4.223)
2
N 3r (1 —4r2 +3r} —4r}In rb)4

(353 - 1680} — g~ 1a10f  a071%) (1 r)°

cs (1)

+8rf (18 = 10507 — 7077 + 710§ +98r%) (1 —12)  Inry
+ 481§ (=25 — 277 + 3ry + 21rf) (1 —r7) In® ry
+ 3847}? (-9+ 3rf + rgl) In®
(W —1)- {(3 — T3r2 + 23508 + 2057 — 490r8) (1 — 1)’
— 127“5 (1 + 17r§ - 1341";,1 - 437“5 + 1877“§) (1 — rf)z Inry
— 8rp (15— 451r7 — 1097y + 533r5) (1 —r7) In® 7y
+ 5767, (6 4 77 — 6ry) In®rp, — 1152r;* In* ry ] } . (4.224)
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4.6. Boundary value problem

As it should be, as (r.) = 0 in the cylindrical part of the bubble shape, see Eq. . The
derivative a’(r.) has the following form:
16Car,.
T 1- 4r2 + 3rd — 4rdlnr,
8 (Capm — rgCa) (78% — 87”3 — 167“2 In rc)
(1—4r2 +3r4 —4rtnr,)?
_ 8re [QC’a + Bo (1 —72+4+2r2ln rc)]
1—4r2 4+ 3rt —4rilnr,
2 [8Capy, + Bo (1 —r}+4riinr.)]
re(1—4r2 +3rt —4rilnr.)

a/s (7c)

(4.225)

4.6.2 Initial conditions

In order to close the system (4.196[)—(4.199)), we shall add four initial conditions for the four
unknowns in the system 7y, 23, 6 and p,. The most natural choice for the initial point is the
bubble apex. Thus, we could add the following initial conditions for the variables ry, zp, 6:

75(0) = 2,(0) = 6(0) = 0, (4.226)

but the initial condition for p, at the bubble apex is not clear. Because of that, we shall
find appropriate initial conditions at the cylindrical part of the bubble. But before focusing
on that, we shall investigate the system 7 in detail. First, it is obvious that
Eq. (4.197) is not coupled with the rest of the system. This means that the system ,
could be solved and, then, the axial coordinate of bubble surface z;, could be
found, using numerical integration of Eq. . Second, changing the initial conditions
for z, leads to translation of the bubbleﬂ Thus, we set the initial condition for z; to
2b(Sin) = Zin, where z;, does not depend on the values of the rest of the initial conditions.
In the next lines, we find appropriate initial conditions for the rest of the variables, i.e.
7,0, ps. In order to do that, we write the system (4.196)), (4.198)), (4.199) in vector form:

du
— =F 4.232
M F (4232)
where
u=(n, 0, )", (4.233)
. T

sin 6

F(u) = (cos@, —Caps — ——, F (rp,0,ps, Bo, Capm)> ) (4.234)
Ty

5 Let us denote by z ; the solution of the (zp,2 — sz1)|5:5‘ = 22,0 — %1,0- (4.230)

Cauchy problem:

dz
d:k = sin, (4.227) The solution of the latter is
b,k (Sin) = 2k,0, (4.228)

where 0 is a known function and zj, o are known %b,2 — Zb,1 = #2,0 — 21,0+ (4.231)

constants. Then, one obtains

d
?(Zb,2 —2p,1) =0, (4.229)
S
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Chapter 4. Motion of long bubbles

In the latter, the transpose of u is denoted by u” and the function F has the following form:

. 2
F= _% sin 6 + b‘f(—gl’e) (Caps + Sme) +¢s (7o) ot (4.235)

sin Ty sin@ ’

see Eqs. (4.200) and (4.198)). It is obvious that the considered system of equations (4.232)

has a constant solution .
T 1
= -, = 4.236
o (TC’ 2’ Car, > ( )

at the cylindrical part of the bubble (F(ug) = 0). Then, the expressions for initial conditions
at the cylindrical part of the bubble are derived, considering small perturbations u; =
(rp.1, 01, ps’l)T around the cylindrical shape, i.e.:

u=1ug+u. (4.237)
Let us fix the initial condition for ry 1, i.e.
Tb,l(sin) = —(5, (4238)

where 0 < § << 1. In the next lines, we shall derive appropriate expressions for the other
conditions in terms of §. In order to do that, the system (4.232)) is linearized around the
exact solution ug, i.e.

du1

o = F(w) + VF(uo)uy = VF(up)uy, (4.239)
where V is the gradient operator and it has the following explicit form:
0 -1 0
VF(uo) = @ 0 —Ca |, (4.240)
—ole) Bl 0 Caby(re)

Thus, the linear form of the studied system of equations (4.196]), (4.198)), (4.199) reads

dTb,l

= — 4.241
Is 01, ( )
d91 b1

= D 4.242
o 2 Caps, ( )

dps1 a’(re) doy
, _ s —bs(r.)—. 4.24

ds Ca b1 (re) ds ( 3)

Let us recall, that our aim is to find appropriate initial conditions at the cylindrical part of
the bubble. At it, the bubble shape is described well by the the zero-order approximation
and, thus, it is unnecessary to use the correction terms in the linearized system (see Section
. Then, we can neglect bs(r.), which comes from the second-order correction term, see
Eqgs. (4.192) and (4.219)). Therefore, we obtain the following system:

d?"b71

= -0 4.244
ds 1, ( )
doy 7y
DT oap,s, 4.24
I 2 Caps ( 5)

dps 1 al (Tc)
s =5 4.246
ds Ca " (4.246)
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4.6. Boundary value problem

Expressing 0, from Eq. (4.244)) and substituting it in Eq. (4.245)), we obtain

1 b1 d?ry 1
sl = — | — — ). 4.247
D ,1 C'a ( Tg + d52 ( )
Using Eqs. (4.246|), (4.247)), one gets
1 [ 1dry:  d°ryq al(re)
— | 5 —= =) === , 4.248
Ca (rf ds * ds3 Ca ' ( )
d37“b 1 dTb 1
3 ; ] _
T ds3 + re ds + arpy1 = 07 (4249)

where a is computed as follows:

2r2 [SCa + Bo (1 —rf 4+ 4rtlnr )]
3 1 c pm c c c
- )= 4.250
a = rea(re) 1—4r2 +3rt —4rtlnr, ( )

for free surfaces and

1"2 (1 — 1"2 + 21"2 In rc) {SC’apm + Bo (1 — 1"3)2]
a = 5 (4.251)
(=2 b2 1- ()]

for tangentially immobile surfaces, see Eqs. (4.214) and (4.225). Eq. (4.249) is a third-

order homogeneous differential equation and it has an exact solution. In order to find it, we
compute its characteristic polynomial equation

(Are)® + Are +a =0, (4.252)

Due to the fact that the polynomial in Eq. (4.252) is increasing in (—oo, +00), the cubic
equation has three solutions — one real A; and two conjugate complex numbers Ag, A3 =
as +iaz. The real root could be calculated, using the formula

1/3 1/3
arem [(Z4 L) a2 ) (4.253)
Te= 11 "7 2 127 2 '
Then, the general solution of Eq. (4.249) has the form
Tb,l(S) = 07;716>\15 + Oi726a28 COS(CLgS) + Ci,3€a25 SiH(CLgS), (4254)

where C; 1, C;2 and C;3 are unknown constants. There are two general cases for the
solution, depending on the signs of A\; and as. If a < 0, then Eq. (4.252)) has one positive
real root and two conjugate complex roots with negative real part’l We are looking for
small perturbations of the solutions at the cylindrical part of the bubble, then C;; = 0
(Otherwise, limg_,_ o 7p,1(s) = —00). Then, the obtained solution is a non-physical one —

6Using Vieta’s formulae, we obtain

A+ Ao+ /\3 = A1 + 2a2 = 07 (4.255)
A1A2A3 = A1 (a% + ag) = —%. (4.256)
7”C

If a < 0, then it follows from Eq. (4.256)) that A1 > 0 (0 < 7. < 1). Using Eq. (4.255)), we conclude a2 < 0.
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Chapter 4. Motion of long bubbles

the capillary surface is periodic with an increasing amplitude for s < s;,. If @ > 0, then Eq.
has one negative real root and two conjugate complex roots with positive real part.
Due to the fact that we are looking for small perturbations of the solution, we conclude that
Ci2 = C; 3 =0 and the solution has the form

T‘b’l(S) = Oi’leAls. (4257)
Using (4.238|), we obtain
rp1(s) = —0 et (s=sin) (4.258)
Substituting the latter in Eqs. (4.244) and (4.247)), one gets
d
0, = s [7567)‘1(51'"75)} = \e M (sin=s) (4.259)
s
1 [—de Hilsin=s) (s —s
Pt = o [7& — A25e M sin )} . (4.260)

Thus, the initial conditions for the boundary value problem in the case of long bubbles
acquire the form

rb(Sin) = 1e — 0, 2b(Sin) = Zin, (4.261)
o _ 1 o 1Y\ 6
0(8“1) = 5 + )\(5, ps(sm) = Ca re (A + 7‘2) a, (4262)

where X\ := ) is the negative root of equation (4.252)) and it is computed via the formula
(4.253)), see Eqgs. (4.237)), (4.238]), (4.259)), (4.260]).

4.6.3 Regions of validity of parameters

As we derive in the previous section, long bubbles appear only if @ > 0. In the next lines,
we shall find constraints for the ratio % in order long bubbles to appear.

Free surfaces

The expression for a in the case of free surfaces is given in Eq. (4.250). From the condition
a > 0, we conclude that

8Caym + Bo (1 —4rt + 4riInr.) > 0 for r. € (0, 1), (4.263)
see Eqgs. (4.78]), (4.250). Moreover, if a = 0, it follows
Capm 1—drt +4riinr.

=— for B . 4.264

Bo 3 or Bo#0 (4.264)

For Bo > 0, the condition a > 0 is equivalent to

Capm o 1—4rd +4rdlnr,

4.265
Bo 8 ( )

and for Bo > 0 — to

Capm - 1—4rd 4+ 4rilnr,

4.266
Bo 8 ( )
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4.6. Boundary value problem

Taking into account the conditions (4.73)—(4.74)) and the following inequality:

1—4rd +4riinr, 1—4r2 +3r2 —4rtinr,

S S for r. € (0,1) (4.267)

one obtains the regions of possible solutions of the considered problem in the case of free
surfaces, see Fig. If a long bubble appears and gravity acts along the z-axis (Bo >
0), then the point with coordinates h and Cayy,/Bo lies above the curve , which
corresponds to a bubble at rest (see Figs. and . In the case that gravity acts against
the z-axis (Bo < 0), a long bubbles appear only if the point (h, Caypy,/Bo) is under the

curve (4.264) (see Fig. [4.8)). For values of the parameters, which correspond to points, lying
between the curves (4.71)) and (4.264)), there is no solution of the problem.

Capy/Bo

] free surface
04—ty

0.0 0.2 04 0.6 0.8 1.0
Dimensionless thickness, /4

Figure 4.8: Regions of physical parameters for possible elongated bubble profiles for g, > 0
(Bo>0)and g, < 0 (Bo < 0) as functions of Ca,y, and dimensionless wetting film thickness
h in the case of free surfaces. Solid lines correspond to C'a = 0 and dashed lines to a = 0.

Immobile surfaces

The expression for a in the case of tangentially immobile surfaces is given in Eq. (4.251]).
The condition a > 0 is equivalent to the following inequality:

8Capm + Bo (1—12)* >0, (4.268)

see Eq. (4.78). The curve

_ 22
C;Z’” _a 87"c) (4.269)
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Chapter 4. Motion of long bubbles

corresponds to a = 0. Taking into account conditions (4.83)—(4.84]) and the following in-
equality:
(1-2)°

2
1 (1-72)
R | S R S B <1 4.2
3 < 8[ T, + v, ] or 0 <r. <1, (4.270)

one obtains the regions of the possible solutions (see Fig. . If the gravity acts along the
z-axis (Bo > 0), then a long bubble appears only if the point (h, Capy,/Bo) lies above the
curve , which corresponds to Ca = 0. For Bo < 0, the existence of the long bubble
for particular values of h and Cayy,/Bo is verified if and only if the point (h, Capn/Bo) lies

under the curve (4.269)).

Capy/Bo

] immobile interface
-0.14 4 : : : :

0.0 0.2 0.4 0.6 0.8 1.0

Dimensionless thickness, 4

Figure 4.9: Regions of physical parameters for possible elongated bubble profiles for g, > 0
(Bo>0)and g, < 0 (Bo < 0) as functions of Ca,y, and dimensionless wetting film thickness
h in the case of tangentially immobile surfaces. Solid lines correspond to Ca = 0 and dashed
lines to a = 0.

4.6.4 Algorithm for finding the bubble shape

Generally speaking, the system (4.196)—(4.199) models the form of a drop for a given pres-
sure distribution along the bubble surface. The solutions depend on the initial conditions

and describe different types of possible capillary profiles: open capillary curves, curves with
loops, etc. We are not interested in all solutions of this problem but in that, which corre-
sponds to a closed bubble profile and, therefore, satisfies the natural boundary conditions at
the bubble apex, see Eq. . Indeed, if one defines a tentative value of h, then the radial
coordinate is r. = 1 — h and the capillary number is calculated as Ca = Ca (Bo, Capm, rc)

from Egs. (4.68) or (4.81). Hence, for given physical parameters Bo and Capy,, the system
of equations (4.196)—(4.199) with the initial conditions, given by Eq. (4.261)) and (4.262]),
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4.6. Boundary value problem

has a numerical solution, which corresponds to an elongated bubble only for one thickness
of the fluid layer in the cylindrical part, h.

Before focusing on finding the dimensionless thickness of the liquid film, h, we shall
describe briefly how to solve the considered problem for fixed value of h. First, it can
be noticed easily that there is a singularity in the third and the forth equations,
and 7 for s = 0. The singularity in the third equation is removed easily due to the
following computations:

do . sinf
sy T OO T
cos 40 do
_ _ ds — _ -
= —Cap,(0) glg(l) deb Caps(0) as| (4.271)
From the latter, it follows that
do Caps(0)
— = ——" 4.272
ds|,_, 2 ( )

The singularity at the right hand side in the fourth equation in not removable due to
the fact
lim F(ry,0,ps, Bo, Capm) = +00. (4.273)

ry—0

This result comes from the inaccuracy of the approximation and is not physical phenomena.
Due to this fact, we write the function F' as follows:

2
F — _a3<rb> Sin9 _ bs(Tb) SiDG? + M Sin 9’ (4274)
S

Ca sin® 0 sin® 6

see Eq. (4.207)). In the latter, we shall set sinf = 1 in the denominators, i.e.

F = —asc(,:tb) sin @ — b, (rp) sin 9% + ¢,(13,) cos® O sin . (4.275)
This approximation, obviously, holds in the cylindrical part of the bubble. Moreover, the
closer we get to the apex of the bubble, the capillary pressure becomes more pronounced
and inaccuracies in solving the hydrodynamic problem effect the solution weakly. Due to
this fact, the approximation Fj is appropriate to use for arbitrary value of 6.

The algorithm for solving the considered problem for fixed value of h in the case of free
surfaces is briefly described in Alg. [3] The main idea of algorithm is pretty straightforward.
We compute the radius of the cylindrical part of the bubble r., the capillary number Ca
and the parameter a. By using this information, one finds the only negative root of the
polynomial and use it to find the initial conditions. Finally, we solve the considered
problem, using the tenth-order Runge-Kutta method with fixed step.

The results from running this procedure for Bo = 2 and Cap,, = 0 and for Bo = 0
and Capy,, = 0.5 in the case of free surfaces are illustrated in Fig. .10} For Bo = 2 and
Capm = 0, the capillary curve has a loop for h = 0.1, the calculated profile is open for
h = 0.2, and only for h = 0.1617, one obtains the real bubble shape (Fig. . In the
second case, for h = 0.26 and h = 0.29, the capillary profiles are open and the physical
solution is obtained for h = 0.2752 (Fig. [4.10b)). For all combinations of Bo and Cayy, (see
Sec. , the behavior of capillary profiles is similar to this, illustrated in Fig. [4.7
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Chapter 4. Motion of long bubbles

Algorithm 3 Compute the bubble profile in the case of free surfaces for fixed h

1: procedure COMPUTEBUBBLEPROFILE(Bo, Cap, h)
2 re 1 —h;
3 Ca + Ca(Bo, Capm,Tc); > Eq. (4.68)
4: W 1—-Capp/Ca;
5: a = a(Bo,Capm,T.); > Eq. (4.250
6 AL = )\1(@); > Eq. (4.253
7 0 < 0.00001;
8 initial Conditions <+ initialConditions(Ca,r.,d, \1); > Eqgs. (4.261)), (4.262)
9: step < —0.0001;
10:
11: procedure RHS(ry, 23, 6, ps)
12: if r, > 0.001 then
ind
13: return {cos 0,sinf, —Caps — ﬂ,Fl(rb,G,ps,Ca, Capm, W)}, > ((4.275))
Ty
14: else o
15: return {cos Q,Sin&—;m,O} > (4.273) ;
16: end if;
17: end procedure;
18:

19: RungeKuttal7(step, RH S, initialConditions);
20: end procedure;

08 1

~ ~ 06
5} o}
kS S
£ £
o D 04
S e
= =
Qo =}
©) o

02 1

0.0 +

0 1 2 3 4
Coordinate, z;, — z Coordinate, z;,, — z
(a) Bo=2, Capm = 0. (b) Bo=0, Capm = 0.5.

Figure 4.10: Calculated capillary profiles for three different values of the dimensionless layer
thickness, h, in the case of free bubble surfaces.

Next, we shall focus our attention on finding the unique value of h, for which the profile
closes (for given values of Bo and Capy,). In order to do that, first, we shall state the
criteria for stopping the Runge—Kutta method in the case that the profile does not close for
the current value of h. We use the following stopping criteria:

® T next > Tb,current;
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4.6. Boundary value problem

® Zb,next > Zb,current

L4 enewt > ecurrenta

where the suffix “next” denotes the next computed approximation and the suffix “current”
— the current one. Using these criteria, we obtain a sequence of bubble profiles for different
values of h. The next step is to investigate how far from closing are these profiles. In order
to do that, we introduce a new function ComputeDist(Bo, Capm,h), which computes the
distance between the end of the profile and the abscissa for given values of Bo, Capy,, and h.
Having all this in mind, we are ready to present an algorithm for finding the dimensionless
thickness h (see Alg. . The main idea of the algorithm is to start with initial guess for
h. Then, we obtain the distance from the end of the bubble profile to the abscissa, using
the function ComputeDist, for the bubble profiles, which have dimensionless thicknesses
h, h(1 — precision) and h(1 + precision). Comparing the obtained results, the next value
of h is chosen to be that one, for which the distance between the end of profile and the
abscissa is the smallest. The algorithm continues, while we cannot find ”better” value for
h. Then, the precision is set higher. In the current implementation (see Alg, the value of
h is computed with precision of 0.001%.

Values of the dimensionless thickness h for the closed profiles, depicted in Fig. are
computed, using Alg. [

Algorithm 4 Compute the value of the dimensionless thickness h

1: procedure FINDFILMTHICKNESS(Bo, Caym,)
2 h + 0.33;
3 precision < 0.1;
4:
5: for i <+ 1to 5 do
6: lastRb < ComputeDist(Bo, Capm, h);
7 lastRbL < ComputeDist(Bo, Capm, h(1 — precision));
8 lastRbU <— ComputeDist(Bo, Capm, h(1 + precision));
9:
10: while min(lastRb, last RbL, last RbU) # lastRb do
11: if min(lastRbL,lastRbU) == lastRbL then
12: h < h(1 — precision);
13: else
14: h < h(1 + precision);
15: end if
16:
17: lastRb <+ min(lastRbL,last RbU);
18: lastRbL < ComputeDist(Bo, Capm, h(1 — precision));
19: lastRbU < ComputeDist(Bo, Capm, h(1 + precision));
20: end while
21:
22: precision < precision/10;
23: end for

24: end procedure
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Chapter 4. Motion of long bubbles

4.7 Numerical results

For fixed physical parameters in the regions of possible solutions (Figs. and 4.9), the
system of equations (4.196)), (4.197), (4.198) and (4.199) with initial conditions and
is solved numerically, using the explicit tenth-order Runge-Kutta method [4.85]. In
all numerical calculations, the values of the amplitude ¢ in Eqgs. (4.261)) and (4.262) is 1075
and the numerical step in the arc length of the bubble surface is 10~*. For given parameters
Bo and Cayy,, the dimensionless thickness, h, is varied to obtain the physical bubble shape,

see Fig.

4.7.1 Comparison with experimental data

Fig. shows experimental data [4.24] (symbols) for the capillary numbers and dimen-
sionless layer thicknesses of long rising bubbles in capillaries as functions of the Bond num-
bers. The authors used pure substances to ensure a constant value of the surface tension.
The calculations for free surfaces (solid blue lines) describe the experimental data for all
studied values of the Bond number (Bo < 7.5) excellently. The Bretherton asymptotic
formulae (dashed lines in Fig. [4.11]) give good results for low values of capillary number,
Ca < 3.2 x 1074, Using our approach, the validity of theoretical calculations is experimen-
tally confirmed for C'a < 0.3.

The comparisons between the capillary numbers and dimensionless layer thicknesses,
calculated for tangentially immobile or free interfaces, are shown in Fig. It is well
illustrated that the bubble translational velocity decreases and the film thickness, h, in-
creases in the presence of surface-active substances, which generally lead to immobilization
of interfaces.

7 Capm =0 7+ Capm =0
o 61
R 6 361
E 5+ immobile 5 54
; S
=) interface =
241 54t
2 2, immobile
331 T - T
3 P 2 mter{’z/lf'i
21 27
| : . Brethqrton 1 ./“ ) Brethertont
10 103 102 10! 0.05  0.07 0.1 0.2 0.3 0.5
Capillary number, Ca Thickness, 4
(a) The Bond number, Bo, vs the capillary num- (b) The Bond number, Bo vs dimensionless
ber, Ca. layer thickness, h.

Figure 4.11: Comparison between experimental data for rising bubble [4.24] (symbols) and
the theoretical calculations.

In the case of motion of long bubbles under the action only of the Poiseuille flow (Bo = 0),
the comparison between experimental data and numerical calculations are shown in Fig.
The original Bretherton asymptotic solution [4.I] (dashed lines) describes experimental data
with accuracy of 10% for low values of the capillary numbers Ca < 5 x 1073, The extended
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| ‘ ' 0.5 7 :
07+ i A / Bretherton
’/éBrctherton PR //é — immobile interface__.
0.6+ | T 3 04 1 A ]
0.5 1
04 i 031
8 ] <
= immobile
03 1 interface T 02 1
0.2 7
0.1 1
0.1 4 1
Bo=0
0.0 - v‘ = = 0.0 | | ;
0.0 0.5 1.0 1.5 2.0 0.0 0.5 1.0 1.5 2.0
Capillary number, Ca Capillary number, Ca

(a) The relative increase of the velocity, W, vs (b) The film thickness, h, vs the capillary num-
the capillary number, Ca, [4.36], [4.39]. ber, Ca, [4.39).

Figure 4.12: Comparison between experimental data [4.36], [4.39] (symbols) for Taylor bub-
bles and the theoretical calculations. Solid line — generalized lubrication approximation;
A-line — model, based on the zero-order lubrication approximation [4.80]; B-line — ex-
tended Bretherton model [4.58].

Bretherton model [4.58] (B line) gives acceptable results for Ca < 0.1 — the predicted pa-
rameter W and dimensionless film thickness h are systematically lower than experimental
ones for larger values of the capillary number. The model, based on the zero-order lubrica-
tion approximation [4.80] (A line), describes well the experimental data for Ca < 0.2 but the
calculated values of W and h considerably increase for the case where C'a > 0.2. The use of
the generalized lubrication approximation, which accounts also for the first-order lubrication
approximation, leads to an excellent description of experimental data for Ca < 2.0, see the
blue solid lines in Fig. for free surfaces.

The numerical calculations and experimental observations show that there is no pro-
nounced difference between soluble and insoluble surfactants with respect to the film thick-
ness, h, for Ca < 2.0 — the calculated and measured values of h are systematically larger
than those, corresponding to bubbles in pure liquids [4.72]. These results correlate with the
calculated dependencies W (Ca) and h(Ca) in the case of tangentially immobile interfaces
(see Fig.[4.12). For fixed mean velocity V,,, of the Poiseuille flow (fixed values of Cayy,), the
enlarged viscous friction with tangentially immobile interfaces leads to the translation bubble
velocity, V4, closer to V,,, and respectively, to lower values of W (Fig. 4.12a). The increased
viscous friction gives rise to the dynamic pressure in the liquid film and the translational
bubble motion takes place for thicker cylindrical parts of the liquid films, h (Fig. [4.12D)).

Fig. shows the effect of the mean velocity of the Poiseuille flow, V,,,,, on the in-
creasing velocity of long bubbles, V}, for a fixed Bond number, Bo = 4.6. The experimental
data [4.83] (symbols) are close to the theoretical calculations for bubbles with free surfaces.
The calculated dependence V4,/Vp,, on Cay,, for tangentially immobile interfaces predicts
lower values of the relative velocity. At small Cayp,y,, there is a large effect of interfacial
rheology (free vs tangentially immobile interfaces) on the relative translational velocity of
bubbles. The small deviations of the experimental data from the calculated theoretical line
in the case of bubbles with free surfaces are likely due to trace amounts of surface-active
contaminations in the working fluid [4.83].
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8 1 Bo=46 1

free surface

immobile interface

0.02 0.04 0.06 0.08 0.10 0.12

Flow capillary number, Capm

Figure 4.13: Comparison between experimental data [4.83] (symbols) for relative velocity
Vo /Vom > 0 vs Capy, of long bubbles for fixed Bond number, Bo = 4.6, with the theoretical
calculation for fully mobile and immobile interfaces.

4.7.2 Simultaneous action of the Poiseuille flow and gravity

In the literature, there are no systematic experimental data for the long bubble motion under
simultaneous action of the Poiseuille flow and gravity (like those illustrated in Fig. .
Figs. and show that one distinguishes two general cases. The first one corresponds
to Bo > 0, when the Poiseuille flow with Cay,, > 0 accelerates and that with Cay,,, < 0
decelerates the bubble motion. The experimental data in Fig. f.13] correspond to Bo > 0
and Cap,, > 0. Fig. summarizes the numerical results for the effect of the Poiseuille
flow on the bubble translational velocity and respective thickness of cylindrical film layer
for positive values of the Bond number and different models for surfaces (fully mobile and
tangentially immobile).

Fig. illustrates that for C'a,,, = 0, the gravity should be sufficiently high to ensure
Bo > 0.842 in order to have a motion of long bubbles. Figs. and show that the
threshold value of Bo increases with the increase of the absolute value of Cay,, for Cayy, < 0.
Moreover for tangentially immobile interfaces, these values of Bo are considerably greater.
If the both forces act in one direction (Capym, > 0), then the bubble moves and Ca > 0 even
for Bo = 0 (see Fig. [£.12). With the increase of gravity effect (Bo number), the calculated
curves for a given Cay,, become closer to that, corresponding to Cay,, = 0 and the effect
of Poiseuille flow becomes less pronounced.

The greater values of the threshold Bond number for Ca,,, < 0 are interrelated with
the increase of the thicknesses of wetting films in cylindrical parts (Figs. and .
Oppositely for Capp, > 0, very thin cylindrical liquid layers can be realized. As it can
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Figure 4.14: Effect of the Poiseuille flow on the bubble translational velocity and respective
thickness of cylindrical film layer.

be expected, the films for tangentially immobile interfaces are thicker than those for fully
mobile surfaces.

The second general case is when the gravity decelerates the bubble motion (Bo < 0
and Capn, > 0, see Figs. and . The numerical results for the dependence of Capy,
and h on the capillary number, Ca, for both types of bubble interfaces are summarized in
Fig. for a wide range of Bond numbers, Bo < 0. It is well illustrated that with the
increase of the magnitudes of Bond number, |Bol, in order to have the same translational
velocities of bubbles (for given values of Ca), one need to apply more intensive Poiseuille
flows (Figs. and [1.15d). Nevertheless, the effect of gravity is relatively weak. For
example, the decrease of Bo from 0 to —45 for Ca = 1 increases Capp,: 1.62 times for free
surfaces; 1.50 times for immobile interfaces. The values of Capyy,, needed to ensure a given
capillary number, are greater for bubbles with tangentially immobile interfaces.

The calculated respective thicknesses h are given in Figs. and The increase
of the magnitudes of Bond number, |Bo|, leads to the decrease of the thicknesses of the
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Figure 4.15: Effect of gravity on the bubble translational velocity and on the thickness of
cylindrical film layer, h, in the presence of Poiseuille flow.

wetting cylindrical films. Note that the effect of Bo on h is more pronounced. Indeed, the
decrease of Bo from 0 to —45 for Ca = 1 decreases h: from 0.284 to 0.0988, that is 2.88
times for free surfaces; from 0.461 to 0.1914, that is 2.41 times for immobile interfaces. The
bubbles with tangentially immobile interfaces move with the same translational velocity as
those with free surfaces under the action of more intensive Poiseuille flows and with thicker
wetting films in their cylindrical parts.

4.8 Conclusion

Most of the research reported numerically or experimentally the motion of drops and bubbles
through capillaries in the pressure-driven flow or under the action of gravity separately.
The interplay of the two effects is not described systematically [4.82] [4.83]. In addition, the
physicochemical properties of liquids and interfaces have been restricted to the Marangoni
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effect and bulk diffusivity of soluble and insoluble surfactants, even though small changes in
parameters, such as Gibbs elasticity, surface diffusivity and viscosity can change considerably
the translational velocity of drops and bubbles. The validity of the asymptotic Bretherton
expressions [4.1] has been extended for capillary numbers up to 0.2 in the case of pressure-
driven flows [4.39] [4.58]. The various physicochemical properties of investigated systems
need a simple and transparent approach for modeling the bubble motion, which is valid
for moderate capillary and Bond numbers, and can be generalized by introducing complex
interfacial rheology and intermolecular forces.

We studied the motion of long axisymmetric bubbles with free and tangentially immobile
interfaces through capillaries, based on the exact solution of the hydrodynamic problem in
cylindrical coordinate system in the frame of the generalized lubrication approximation,
keeping the zero-order terms [4.80] and the first-order terms. As a result the expressions
for the fluid velocity and dynamic pressure are calculated for an arbitrary shape of the
bubble. These quantities are substituted in the normal stress boundary condition to obtain
the boundary value problem in terms of an arc length for the bubble shape. Diagrams for
the necessary conditions for the appearance of long bubbles are constructed (Figs. and
4.9). The implemented method allows fast and precise calculation of the dependence of
the capillary number and the wetting film thickness in the cylindrical part on the system
parameters.

The comparisons with available experiments (Figs. [4.11} [4.12] and[4.13]) show the validity
of the proposed approach for moderate capillary, C'a, and Bond, Bo, numbers, Ca < 2 and
Bo < 7.5. When the pressure-driven flow hinders the rising of bubbles, the gravity should be
sufficiently high to ensure bubble motion (Fig. . A very low applied pressure gradient
in the opposite direction of bubble translation leads to bubble motion and the Bretherton
condition (Bo > 0.842) does not take a place. When the gravity opposes the pressure-driven
bubble motion (Fig. 7 the translational velocity decreases for high absolute values of the
Bond number. Generally, in the case of tangentially immobile interfaces, the translational
velocity, V4, is lower and the wetting film thickness, h, is higher than those, predicted for
free bubble surfaces at given fixed system parameters.

Experimental and theoretical extension of this work could include the effect of surfactants
with concentrations above the critical micelle concentration and the motion of long bubbles
in nanofluids [4.75] [4.76].
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Chapter 5

Conclusions and main
contributions

5.1 General conclusions

A complex fluid (three-dimensional phase) is fluid, which is not Newtonian or the sur-
face tension on its material interfaces (two-dimensional phases) is not constant. Examples
for complex fluids are foams, emulsions, melts, biological cells, tissues and liquids, etc.,
which have applications in the chemical, pharmaceutical and oil industry, everyday life and
medicine. In continuum mechanics, a complex fluid is modelled by the mass, momentum
and energy balance equations, which are not closed. To close the physicochemical models
and to introduce a mathematical formulation of the respective problems, the natural scien-
tists assume different semi-empirical laws (linear or nonlinear) to relate the stress and strain
tensors. Even in the simplest linear rheological case of Newtonian fluids, the Navier—Stokes
equations for incompressible fluids become of a fourth order (the elimination of the pressure
leads to nonlinear partial differential equations, which contain bi-Laplacian of the velocity
vector). For typical applications, the bulk fluids are incompressible but the material in-
terfaces are not — they can deform, take different complex shapes and have considerably
different rheological behavior, which is affected by the adsorbed surfactants, polymers or
particles, by the properties of the biological membranes, etc. Generally, the appearance of
interfaces leads to complex boundary value problems. To construct adequate rheological
models, the experimentalists need simplified mathematical models and fast numerical pro-
cedures to fit the obtained data and to extract information about the rheological parameters
(e.g. the surface dilatational and shear viscosity and elasticity, yield stress, etc.).

In the thesis, we consider three different applications of the boundary value problems
in the case of linear or strongly nonlinear models of the second or higher orders. The
first problem (Chapter [2)) is related to the interaction between large protein molecules and
colloid particles (particles of micron or submicron sizes), both of which are attached to the
interface between two fluids. For small sizes (below 3 microns), the proteins and colloids
(termed as particles) interact with van der Waals, electrostatic and capillary forces. Except
for the van der Waals interactions, the electrostatic and capillary forces arise because of the
surface charge density of particles and their three-phase contact angles. Due to the small
particle volumes, the gravity is negligible and, therefore, the deformation of the interface is

139



5.1. General conclusions

a result of the electrostatic pressure distribution along the interface and related to it electro-
dipping force. The strategy for computer modeling is to solve the respective problem for flat
interface, to calculate the electrostatic pressure distribution and the electro-dipping force; to
use the calculated distribution in the normal stress boundary condition in order to compute
the interfacial deformation; etc. From experimental viewpoint, the first two steps are the
most important.

In the literature [5.1), 5.2], the problem for the electrostatic distribution is solved nu-
merically and analytically (in the terms of Mehler—Fock integral transform) in the case of
one fully conductive bulk phase (water). This simplification leads to the Dirichlet boundary
conditions at the particle-water and dielectric phase-water boundaries (the electrostatic po-
tential at these boundaries is equal to zero). The estimation of the part of the electro-dipping
force, arising from the water phase, shows that the contribution from the water phase is
not negligible and one should account for all dielectric phases simultaneously. In Chapter 2]
the Laplace equations for the electrostatic potentials in all three domains (spherical parti-
cle, upper and lower dielectric phases) are solved with the boundary conditions at all three
dividing surfaces (continuity of the electrostatic potentials and balance of surface charges).
The numerical solution of this generalized (in fact more realistic) problem gives the answer
to the question for the role of water phase on the electrostatic potential distribution. In
the most cases, some of the physical quantities have weak singularities at the three-phase
contact line (in our case, the derivative of the electrostatic potential that is the electric field
vector). Physically, a weak singularity means that the integral of the respective force, con-
taining these quantities, over the surface has a well-defined finite value. The isolation of the
weak singularity, transformation of the complex numerical domains into rectangles, using
toroidal coordinates, and the application of fast and precise numerical methods become of
a crucial importance for the adequate solution of the problem, described in Chapter

The second problem (Chapter |3) is a part of two very complex tasks. The first one is to
predict the two-dimensional ordering of a large number of molecules and colloidal particles,
which float at the surface between two fluids, and the drag forces, which act on them due
to their Brownian motion under the action of van der Waals, electrostatic and capillary
forces. The second task is related to the fact that there is no direct microscopic method
to measure the value of the three-phase contact angle. The recently developed optical trap
method uses laser beams to manipulate colloidal particles at the interfaces and biological
membranes. From the lateral velocity of a particle and the applied optical tweezer force, the
experimentalists measure the drag force of the colloidal particle (tracer). Thus, one needs a
fast and precise numerical method to calculate the drag force for a given three-phase contact
angle and to use this procedure for fitting of experimental data in order to obtain the most
probable value of the three-phase contact angle. From a physical viewpoint, the formulation
of the model in Chapter [3| is quite clear: Stokes equation in each of the incompressible
fluid phases; continuity of the velocity and tangential stresses at the flat dividing surface
between them; given translational velocity of the spherical colloidal particle, attached to the
interface, with a fixed three-phase contact angle. One possible numerical approach to solve
the problem is the two-vorticities-one-velocity formulation [5.3]. The reported method is of
a second-order in the three-dimensional domains (with respect to the Stokes equations) but
of a first-order in the two-dimensional domains (with respect to the boundary conditions).
As a result, the method is slow and not convenient for multitask applications. The problem
has also an analytical solution in terms of the Mehler—Fock integral transform for negligible
viscosity of one of the fluids (e.g. water—air interface) and contact angles < 90° [5.4]. In fact,
this particular case is not realistic and with a quite restricted application. Nevertheless, the
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only way to check the validity of a numerical method and its precision is to use this exact
solution of the problem. The main reason for the difficulties in numerical computations in
[5.3] and for the restricted validity of the analytical solution (contact angles < 90°) [5.4] is
the weak singularity of the pressure function at the three-phase contact line.

Our approach in Chapter [3] is based on the gauge reformulation of the Stokes problem,
which introduces vector and scalar potentials of the velocity and pressure distributions;
the reduction of the three-dimensional problem in the two-dimensional one for the first
Fourier modes with respect to the polar angle; the transformation of the complex domains
into rectangles, using a modification of the standard toroidal coordinates. As a result,
the original problem for the bulk fluids is reduced to a system of four partial differential
equations of a second-order for each of the phases. These systems are interrelated with the
boundary conditions at the dividing surfaces. The main difficulty in the gauge formulation
is to introduce self-consistent boundary conditions for the vector and scalar potentials.
The introduced in Chapter |3} new type of boundary conditions resolves this problem and
gives possibility to construct an efficient second-order ADI-type scheme for the numerical
solution, which is fast enough and gives good precision. The asymptotic analysis of the
weak singularity at the three-phase contact line shows the regions of regular and singular
pressure distributions and improves the precision of the calculation for the drag force.

One of the most difficult problems in physicochemical and biological modeling is to obtain
the shape of material interfaces in static and dynamic regimes. The complex shapes, the
stability and instability of interfaces and their interactions with other material objects are
of general importance for the description of their physicochemical properties. One example
is considered in Chapter [f] — a motion of a long bubble through a cylindrical capillary
under the action of pressure gradients (Poiseuille flow) and gravity. The bubble surface can
be: free, i.e. tangentially mobile interface — classical formulation; tangentially immobile
but deformable, e.g. the model of biological membranes, surfactant laden interfaces, etc.
The analytical solutions of the classical problems (free surfaces) for the gravity- and for
the pressure-driven motion in the case of very small bubble velocity are known as the
Bretherton problems [5.5]. The only formulas that extend the validity of the Bretherton
formulas and are applicable in the case of bubble with a free surface under the action of
pressure, are published in Refs. [5.6, [5.7]. Again, this problem is a part of more complex
computations, e.g. a motion of drops and bubbles in a rock porous medium in the oil
recovery problems or the motion of biological inclusions in the human veins. Due to the fact
that the available numerical calculations are very time consumable, it is difficult (and in the
most cases impossible) these calculations to be generalized to complex fluids and material
interfaces.

In Chapter 4] we combine the Bretherton idea with the approach in [5.6] and solve
the hydrodynamic problem for the lubrication approximation not only for the zero-order
but also for the first-order approximation of the fluid velocity and pressure. As it can be
expected, this increases the precision of the used approximation solution. One advantage of
this analytical method is its validity for an arbitrary smooth shape of the interface. As a
result, the analytical expressions for the flow characteristics in the case of tangentially mobile
and immobile interfaces are obtained. The normal stress boundary condition, in which the
lubrication approximation solution is substituted, defines the shape of bubble. The obtained
numerical problem is a system of four nonlinear differential equations with one adjustable
parameter, which has to be varied in order to calculate a close capillary profile. From
mathematical and numerical viewpoint, the obtained problem is analogous to the method
known as an axisymmetric drop shape analysis, which is incorporated in many commercial
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apparatuses for measurement of the surface tension and the contact angle. The obtained
numerical results describe excellently the available experimental data; expand the validity
of the semi-analytical model by at least two orders of magnitude to moderate capillary and
Bond numbers; explain the complex behavior of the simultaneous action of gravity and
pressure-driven flow; show the principle difference between mobile and immobile interfaces.

5.2 Main contributions

1. The problem for distribution of electrostatic potentials in dielectric media (two immiscible
fluid phases and a spherical colloidal particle, attached to the flat interface between them)
consists of Laplace equations for the functions in the three-dimensional domains, continuity
of these functions and conditions for their normal derivatives at the known two-dimensional
boundaries. The problem is solved numerically, using the developed for this purpose fast
and efficient algorithm. The strategy of computations is based on: the transformation
of the complex domains into rectangles, using appropriate toroidal coordinates; analytical
computation of the weak singularity at the three-phase contact line; implementation of a
self-consistent second-order ADI-type numerical scheme. The results generalize the idealized
case in [5.1], in which the water permeability is assumed to be infinite. In the present study,
we take into account its finite value as well as the simultaneous effect of all dielectric phases.

2. The problem for the translational motion of a spherical colloidal particle, attached to
a flat interface between two incompressible fluids, consists of Stokes equations for the ve-
locity vector and the pressure (in fact bi-Laplacian of the velocity vector is equal to zero)
in the three-dimensional domains, continuity of the velocity and the tangential stresses at
the two-dimensional fluid—fluid interface and a known velocity vector at the particle sur-
face. The problem is solved numerically from 10 to 1000 times faster than by the proposed
method in method [5:3]. The strategy of computations is based on: the gauge formulation
in terms of vector and scalar potentials of velocity and pressure; transformation of the three-
dimensional problem into the two-dimensional one for the first Fourier mode with respect
to the polar angle; transformation of the complex domains into rectangles, using modified
toroidal coordinates; construction of a second-order ADI-type numerical scheme, taking into
account the original formulation of the two-dimensional boundary conditions; the analytical
calculation of the weak singularity at the three-phase contact line and the isolation of the
pressure singularity, which increases the precision of the drag force calculations.

3. The problem for the gravity- and pressure-driven motion of a long bubble with tangen-
tially mobile (classical case) or immobile interface (biological membrane, surfactant laden
interface, etc.) through a cylindrical capillary is solved semi-analytically. The problem
consists of: Stokes equations in the three-dimensional domain; known Poiseuille velocity
profile at large distances from the bubble; no-slip boundary condition at the capillary wall;
tangential and normal stress boundary conditions at the deformable bubble surface. The
strategy of computations is based on: the exact analytical solution of the Stokes problem
for small slopes of the tangent to the bubble shape, which leads to zero- and first-order
approximations at an arbitrary smooth bubble shape; substitution of the obtained solutions
in the normal stress boundary condition, from which it follows a system of four first order
nonlinear differential equations with respect to the arc length with one adjustable parameter
(the capillary pressure at the bubble apex); the efficient numerical scheme for calculating
the fourth-order boundary value problem for the shape by fitting the adjustable parameter
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in order to obtain a closed capillary profile. As a result, the obtained method describes ex-
cellently the available experimental data, increases more than two orders of magnitude the
range of the applicability of the analytical approaches known in the literature, and explain
the complex physical picture of the simultaneous action of gravity and pressure-driven flows
for classical and tangentially immobile interfaces.
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Appendix A

Drag force coefficient

The net drag force F on a particle of radius R, attached on the interface between two
viscous fluids, is calculated by integrating the stress tensor P over the particle volume or as
a surface integral of the normal component of the stress tensor over the particle surface S,

(divergence theorem), i.e.
Fz//P-ndSp7 (A.1)
Sp

where n is the unit normal vector to the surface Sy, pointing to the fluid phases (see Fig.
3.1). Due to the fact that the drag force depends on fluid 1 at the upper part of the particle
Sp1 and on fluid 2 — at the lower part Sp2, we obtain

F://Pl-nd51p+//P2-nngp, (A2)
Slp S2p

where P denotes the stress tensor at the upper part of the particle surface and P, — at
lower part. The stress tensor P, of the viscous fluid phase m is computed as

Pm = 7me + Nm Vv + (VV)T} ) (A3)
where p,,, is the pressure and 7, is the viscosity of phase m, see Eq. (U.64) in the Supple-

mentary file U.
Next, we parametrize the spherical particle (x,ys, zs) by using spherical coordinates

zs = Rcosysing, (A4)
ys = Rsin psin 6, (A.5)
zs = Rcosf + Rcos a, (A.6)

where ¢ € [0,27) is the azimuth angle and 6 € [0,7) is the polar angle. Then, the polar
angle changes from 0 to 7 — « (0 < 8 < 7w — «) along the upper part of the particle surface
and from m — a to 7 (7 — a < 0 < 7) along the lower one. Therefore, one represents the

144



Appendix A. Drag force coefficient

expression for the drag force (A.2)) in the following form:

2r T—a 2r

F:/ /(Pl-n)\n\d0d<p+/ /(Pg-n)|n|d0d<p
0 0

0 mT—a

2T T« 2T w

= R2/ / (P1 - n)sinfdfdp + R2/ / (P2 - n)sinfdfdy, (A7)
0 0

0 m—a
by calculating the length of n:

In| = | (—Rsin psinfe, + R cos psinfe,)
x (R cos ¢ cos e, — Rsin g cos fe, — Rsinfe;) |
= | — R? (cos g sin® fe, + sin ¢ sin® fe, + sin 6 cos de.,) | (A.8)
= R%sind. (A.9)
Due to the fact that most of the computations in Chapter 3 are done in cylindrical coordi-
nates (r, , z), we use cylindrical coordinates in order to simplify the expression under the
integral sign. Taking into account that the particle surface is parameterised by spherical

coordinates, we use the transformation between the standard cylindrical coordinates and
spherical ones:

r=psinf, o =, z=pcosh + Rcosa, (A.10)

where p is the radial distance. Then, the parametrization of the sphere in cylindrical coor-
dinates is

r=Rsinf, p =¢, z=Rcosf + Rcosa (A.11)
and the unit normal n has the following coordinate form:

(Rcosfe, — Rsinfe.) x e, .
= = sin fe, fe., A2
" | (Rcosbe, — Rsinfe,) X e,| smer 4 cosfe ( )

where e, e, and e, are the standard basis vectors of the cylindrical coordinate system.
Using the expression for the normal vector, one obtains the components of stress tensor:

(P - n)y = Ppyypsind + Py cosf, m = 1,2, (A.13)
(P -mn)y = Ppypsintd + Pz cos, m=1,2, (A.14)
(P, -m), = Pzpsing + Py, cos6, m=1,2. (A.15)

Note that the drag force has y-component F},, which is calculated from the stress tensor:
(P, -m)y = (Py, -n),sing + (P, -n),cosp, m=1,2, (A.16)

see Eq. (S.346). Using formulas (A.7) and (A.16), one gets the formula for drag force
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component F),
2 T—«
F,=R? / /
Y=
0 0

[(P1yrsin @ + Py, cos ) sin

+ (Piyr sinf + Py, cos 0) cos ¢] sin 0dfdyp

2w

+R? / / [(Payr8in 6 + Po,.. cos f) sin ¢

0 T—a

+ (Payy sin @ 4 Pay, cos 8) cos ] sin 0dfdep,

where the cylindrical coordinates of the stress tensor are computed as follows:

Pmrr = —Pm + 277777,

avmz
+ or , m

_ Ume

va
— 1,2,
or "

=1,2

) 3

vy,
Py = m ( azw

Ovy,
ngor = Tm ( aTSO

Ovp,
Pm(pz = Mm ( az@

1
+8U"”), m=1,2
r r Oy

+1aum)’ m=1,2.

r Op

see Eqgs. (A.3) and (S.349). Next, we nondimensionalize the variables, using Eqs.

(13.23) and

Fo— TcFy o :rch pzﬁ
YU )RV T Uy, Te

Then, we obtain the following formula for the component Fy;
27 T—a

/ [(?1” sin@ + P, cos 0) sin @
0 0

+ (flw sin @ + Flg@z cos 0) cos ap] sin 0dfdy
o
+1io / / [(P2yrsin 6 + Py, cosf) sing

0 mT—o

+ (ﬁgw sin @ + P2@z cos 9) cos go] sin 0dfdp,

Fyzl,bl

where
Porr = —Dy, +2%, m=1,2,
Py = ag%w 82;”, =1,2,
— ov v, 107,
Prips = ag’?" %%Zﬂ — 12,

(A.23)

(A.24)
(A.25)

(A.26)

(A.27)



Appendix A. Drag force coefficient

For notional convenience, we shall skip the bars for all non-dimensional variables except F,
and p for the rest of this chapter. Then, in the gauge formulation, we have

Pmrr =V Wm +2av7:”
ar
ow w 10w ow 0%
— 3 mnr mnr - mey mz _ 2 m — 1 2 A.28
or T r Oy 0z arz ™" T ( )
2
Ppppe = Pmr e 0 (A.29)

0z or ordz’
IMmg Wi N 10wm, | 206  20%n

Fner = =5,

=1,2 A.
r r Op r2 9o 1 ordp’ = (A.30)

OMmp | 10wm:  20%n

P = _z . m=1,2, A31
v 92 1 Ao r Oz " ( )

see equations (3.30), (3.31), (3.34), (S.348)) and (S.350)). Using the Fourier amplitudes (3.54))
and (3.55]), one simplifies these expressions as follows:

Oty Qmyr Amyp O ame .
P — — — 2 =1,2 A.32
mrr <3 or =+ , , + 92 o2 sme, m ) 4y (A.32)
ﬁamr 6amz 82bm
P, = -2 in p, =1,2, A.
’ < o: " or araz> S, m (A.33)

or r r 72 r Or

da, " mr 2bpn 20b
Prpr = <a’“p _ Ome + Amr v m) cosp, m=1,2, (A.34)

Oa a 20b
Prgs = (S 4+ 2m2 2200 ) cosgp, m = 1,2 A35
? ( 0z + r r 0z ) cosie, m ( )

We substitute the expressions (A.32)—(A.35) into the integrals in the right-hand side of
equation (A.23) for the calculation of the drag force and obtain

Fy=n(ufy+p2fs), (A.36)

where the drag force coefficients f; and f, correspond to the contributions of the upper and
lower parts of the particle:

- e 8a1T 2a1r 2a1<p 8@12 82b1 8@190 2b1 28b1 .
Ji= / {(3 or + r r * 0z 237“2 + or +TT ror sin

80,1T 8a1z 82[)1 aaw iz 2 8[)1 .
+ ( 5% o 231"82 % T o, cos 6| sin 6d#, (A.37)

_ / {<3 daoy " 2az,  2a3,  Oaz. 9%bs Oazp | 2b2 2 5‘b2) sin 6

_ _9 92 292
or r r + 0z or? + or + 72 r Or

0z or oroz 0z r r 0z

2
+ <3a2r + Qaz. 2 07, + Jaz, T 28b2> cos 9} sin 0d6. (A.38)

Below, we simplify the integrals for the drag force coefficients. From boundary conditions

147



Appendix A. Drag force coefficient

(3.60) and (3.61]), one concludes

T—Q 2
fi= / {(36“” L ome 00 Oy 2;’;) sin 0
0

or 0z or? or

8a1r 8(11.2 62b1 8a1¢ aqy 2 8b1
+<8z o oro: " 0z ' r roz

) cos 0} sin 0d6

™=

2 2
/ Kgf);;r T VAR AN LAl zbl) snf

Oz or 022 or? 72

8alr 80,1z 8&190 aqy 2 8b1
(82 or * 0z * r r 0z

— ) cos 9] sin 0d6

M/ 0an,  Ban,  Oaw, 0%y 0% b\
/ {(3 or 3 0z + or _2822 _281"2 +’I’T sind
0

aalr aalcp aalz a1z .
+ ( s + 9, o r> COSQ:| sin 6d6. (A.39)

Further, one uses equation ([3.59)) to eliminate b; from Eq. (A.39):

™=

- 8a1r 8&12 8a1¢ 231)1 2a17~ 2a1¢ P
fl_/{<3r+az+8r+r8r_r+r sin 6

0
n (8a1r n 8a1<p day, Q12

0z 0z or
Taking into account boundary conditions (3.60)) and (3.61)), we obtain

) cos 9} sin 6d6. (A.40)

< o Galr aaw 8a12 .
fi= / [( or * or * 0z )s1n0
0

aalr aal(p 80’12 a1z . .
+ ( 9% + % or _7") 0059} sin 6d6. (A.41)

Substituting the definitions of the numerical functions (3.75) into the right-hand side of
equation (A.41) leads to

Fi=2 / [(28“10 + 8”“) sin ) + (28“10 _ O _ “”> cos 9} sinfdf.  (A.42)
T
0

or 0z 0z or

Next, using the nondimensionalized form of transformation (A.10)), i.e.

R
r=psind, ¢ = ¢, z=pcosd + — cos a, (A.43)
we obtain the following relations:
0 0 0
o = sin 05 + cos 9$ (A.44)
0

= = ﬁcos@a2 — psind
r

i (A.45)

%.
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Due to the fact that we parametrized the surface of the particle, using Eq. (A.10]), the
function under the integral sign is evaluated for p = R/r.. Therefore, the equation (A.42)
is simplified as follows:

e
(%

re Oull Tcl11
Qfﬁ 20 sinf — i cos@)d@

mT—CQ mT—Q

sin 0d6 — % / sin Oduyy — / TCZ“ cos 0df
0

_ 4 7a3u10 006 — 2r.uggsing |
) dp R 0=0
o .
—4 / “ﬁ sin 0df — 2’"0““(”]; a)sina (A.46)
0

Analogously, we obtain for the drag force coefficient of the lower part of the particle

2reugy (T — a) sina

= [ ou _
fo=4 / 8;0 sin 6d6 + 7 . (AA4T)

Then, F, is computed as

mT—CQ ™

F, =4xR?V | m / 910 1, b + 1 /
p

0 T—o

+ 27V Rsin a [nausgr (7 — ) — muqr (r — a)], (A.48)

see Eqgs. (A.22), (A.36), (A.46) and (A.47). Finally, changing variables p and 6 to the
‘

Duzo sin 0d6
I

toroidal coordinates o and 7, defined by (3.92), we conclude that

1 1

0 1— 72 0 1— 72
Fy = —4rVRsina | m g;o . ThT dr + 2 g;o . ThT dr
0 0
+ 27V Rsin a [naugr (1 — ) — muqr (m — a)] . (A.49)
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