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Simulating Interfacial Flows with Surfactant —
Axisymmetric Case

student : Yi-Min Huang Advisors : Dr. Ming-Chih Lai

Department ( Institute ) of Applied Mathematics
National Chiao Tung University

ABSTRACT

In this paper, we develop an immersed boundary method in the axisymmetric
cylindrical coordinates. Coupling the Eulerian flow and Lagrangian interfacial
variables by the Dirac delta function is convenient to spread the interface force and
interpolate the interfacial velocities..\\We solve the Navier-Stokes equations by
semiimplicit second-order projection'scheme; Test'a variety of cases that the drops
deform in the di_erent velocity field and observe the di_erence of the clean drop and
the drop contaminated with the surfactant. The surface tension is a_ected by the
distribution of surfactant along the interface. After those steps, we impose the
artificial velocity to control the distribution of marker positions and compare this with
the original manner without imposing artificial velocity. Finally, we put a drop on a
solid to observe the contact line moving.
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1 Introduction

The main purpose of this paper is to develop an immersed boundary method for Navier-
Stokes equations in cylindrical geometries, and to use this solver to simulate the three-
dimensional fluid interfaces with insoluble surfactant. We shall restrict ourselves in this
paper to the axisymmetric case. Surfactant are surface active agents such as soap, deter-
gent and food grease, which form a kind of skin on the surface of liquid and affect the
interface surface tension. Effects of the surfactant are also important in bio-mechanical
flows. For example, some insects drift on the water by injecting a chemical at the rear.
This chemical reduces the surface tension behind their bodies so that the insects are pulled
forward.

We refer to [5] and [6] in order to transform the immersed boundary formulation [7]
in three-dimensional coordinates into the cylindrical coordinates. For our axisymmetric
case, we must set the boundary conditions on » = 0 such as u, = 0 and du,/0r = 0 [5].

In [7], the surfactant concentration equation in Lagrangian coordinates on the interface
is presented, but it is in Cartesian coordinates. For testing a variety of axisymmetric cases,
we should transform the equation in Cartesian coordinates into cylindrical coordinates
according to [8].

Since our initial velocity field has to satisfy. Navier-Stoke equations and the axisym-
metric boundary conditions, the uniaxial extensional flow [9] is a good option. Surfactant
on the interface drifts along the direction of .the fluid flowing. Similarly, the markers in
Lagrangian coordinates on-the interface are affected by, the flow. The following section
will introduce a artificial method about market redistribution.

For testing the case aboutimeving contact line, put a drop on a solid on the slip bound-
ary and control its equilibrium contact angle. Then, we impose the surfactant on the
interface to observe that the drop slips with, the time evolution. This simulation result is
similar to that we use the detergent to remove grease. According to [12], we have Robin
boundary condition on the slip boundary. We have to modify our solver for Navier-Stokes
equations since this special boundary condition.

The remaining sections of this paper is organized as follows. In Section 2, we present
the governing equations which includes the immersed boundary formulas and the sur-
factant concentration equation in Lagrangian coordinates on the interface. Note that we
impose artificial velocities on some equations to modify the distance between markers.
The numerical method is described in Section 3 which includes an algorithm of solving
the Navier-Stokes equations and a mass conservative scheme for the surfactant equation.
We show our results about the effect of surfactant on drop deformation in some velocity
fields in Section 4. In Section 5, we summarize some conclusions and our future work.



2 The governing equations

In a fixed three-dimensional cubic domain, we consider an incompressible two-phase
flow problem and assume the interface is a simple closed surface immersed in the fluid
domain. The interface of the drop X separates two parts, €, inside the interface and €,
outside the interface from our domain. i.e. Q = [a,b] X [c,d] X [e, f] = Q; Q. As
the interface is contaminated by surfactant, the distribution of the surfactant changes the
surface tension accordingly. In each fluid region, the Navier-Stokes equations are satisfied
as

ou,
pi (a—'; + (V) ui) =V-Ti+pg  inQ, @1
V.-u =0, in;, (22)
u=u, inoQ, 2.3)
where for i = 1,2 in each fluid domain, T; = —p,I + u;(Vu; + Vul.T) is the stress tensor,

pi is the pressure, u; is the fluid velgeity, p; is the density, y; is the viscosity, and g is the
gravitational constant.
The velocity is continuous.across the-interface X. Thus,

[uls =wuls = ulsy; = 0 (2.4)
and the normal stress jump is balanced by the interfacial force F (defined only on X) as
[Tn]z +F =0 (2.5)

where n is the unit normal vector on X directed towards fluid 2. In this paper, we use
the immersed boundary method,to approach thewelocity solutions of the Navier-Stokes
equations. The immersed boundary'(‘the interface ) exerts force F to the fluids and moves
with local fluid velocity. For computing easily, we first consider the case of equal viscosity
U1 = 1 = u, equal density p; = p, = p, and neglect gravity. Hence, the interfacial force
term in delta function formulation and the surfactant concentration equation are the same
problem in the single phase.

To be convenient to compute our numerical experiment in the single phase, we first
non-dimensionlize the following three dimensional equations,

p(aa—l; + (u-V)u) =-Vp+V-QuE)+f, (2.6)
V-u=0, (2.7)
‘2—1; +(Vy-w)I = DV, (2.8)

where u is the velocity, p is the pressure, p is the density, u is the viscosity, I" is the
surfactant concentration, D, is diffusivity, and E = (Vu+Vu’)/2 is the rate of deformation
tensor.



Assume the dimensionless numbers, x = rox*, u = Uu", t = (ro/U)t", p = pU2 p*,

f = fof, and I = ['..,I"*. Then, the non-dimensional equations are presented as follows.

ou* 1 70f0 o

+ (U - VYU = -V —V L (QE) + —of, 2.9
ot (u Ju p Re CEY) pUZ, 29
Vout =0, (2.10)

ar- 1
+ (Vi u)T = — VT, 2.1
or* (Vs -w) Pe, ° &40

where Re = pU.rg/u and Pe; = ryUs/D;. In the axisymmetric cylindrical coordinates,
we spread the interfacial force into fluid by Dirac delta function 6(x) = 6(7)d(z) as follows.

£(x,1) = f a(;ﬂux—X(s, ) ds,
s N

where X is the fluid position, X is the interfacial position, o is the surface tension, 7 is the
tangential vector on the interface, s is the interfacial parameter, and X is the domain of
parameter.

Assume the dimensionless number or.= ayo”, then we have

faﬂa(x R ds 209 T x .
s @S r(Z) s (9S

We suppose Ca = uU.,/oyand use V= u = 0, then

ou* 1 1 oot
+U-VHu' = -Vpit =A"(u) +=—— o (x* — X") ds, 2.12
or* (u Ju P Re ) ReCa Jx Os & ) ds ( )
Vi-u' =0, (2.13)
or: 1
Vi) = — V2, 2.14
6t* + ( S u ) Pes ) ( )

In fact, the characteristic velocity U, = Gry where G is the principle strain rate and 2r 1s
the equivalent diameter of the bubble. Hence, we have Re = p(Gry)ro/u, Ca = uGry/o,
and Pe; = roUs/D;. The following subsections will introduce the operator forms of
governing equations in the axisymmetric cylindrical coordinates.

2.1 Immersed boundary formulation

Throughout this paper, we consider the Navier-Stokes equations in cylindrical coordi-
nates instead of Cartesian coordinates, and the domain is axisymmetric. It is convenient
to compute our data in a cylindrical coordinate system (7, 8, z). Due to the azimuthal sym-
metry, the flow depends spatially on only two cylindrical coordinates(r, z). The interface



Y is represented by a parametric form (r(s, 1), z(s, 1)), 0 < s < L;, where s is the parameter
of the initial configuration of the interface, which is not necessarily the arc-length.

By using the non-dimensionlization process, we can write down our governing equa-
tions in the usual immersed boundary formulation as follows.

ou, ou, Ou, Op _ 1 (62ur 10u, 0*u, u,

1
A iels - — - S e —f @15
ar g T 07 Tor TRe\ar Tror 0z? r2)+ReCaf (2.15)

ou, ou, ou, Op 1 (0%u, 106u, 06%u, 1
— — —+ — = — -—— —_— 2.1
ot "l or Tl 0z " 0z  Re\ or? " r or " 072 " ReCafZ’ 2.16)
10ru, Ou,
- —= = 2.1
r or " 0z U (2.17)
f(x,1) = fF(s, 1o (x—X(s,1)ds, (2.18)
>
0X (s,
8(: ) =U(s, 1) =X (5, 1), = fu(x,t)é(x - X (s,1)) dx, (2.19)
Q
0
F(s,0)= v (T (5,07 (s;0), (2.20)
X
T 2.21)

as
The dimensionless numbers_are the Reynolds-number:(Re) describing the ratio between
the inertial force and the viscous force, and the capillary number (Ca) describing the
strength of the surface tension. The Eq.(2.18) represents the interfacial force F spreads to
the fluid such that we get the force f'= (f,, f.) on the fluid, and the force F on the interface
is balanced by the normal stress. Here, u = (u,, u,) is the velocity ( u, is the radial velocity
and u, is the axial velocity ), o is the surface tension, and 7 is the unit tangent vector on
the interface. The Eq.(2.19) represents the interface moves with the fluid velocity. The
Eulerian (x) and Lagrangian (X) variable are used in the three-dimensional Dirac delta
function 6(x) = 6(r)d(z).

The interfacial force F arises from the surface tension and its form is derived from

Laplace-Young condition. If o is not a constant, then we further take the derivatives in
Eq.(2.20) as follows.

0 0 5} 0
F(s,n) = a(o"l')= 0—(;-1'+0'8—: = a—os-‘r+0'/<n

2.22
Ak (2.22)

where « is the curvature of the interface and n is the unit outward normal. In Eq.(2.22),
(0o /ds) T is the Marangoni force (the tangential force) and okn|0X/ds]| is the capillary
force (the normal force). Note that if the surface tension is a constant, then the force
only exerts in the normal direction. Let the interface be contaminated by the surfactant



which reduces the surface tension, we can find the phenomenon that the surface tension
is smaller as the surfactant concentration is higher. The relation between surface tension
and surfactant concentration can be described by the non-linear Langmuir equation. The
following is the approximation of non-linear Langmuir equation.

oc@=0c.(1+In(1-40), (2.23)

where I' is the surfactant concentration, o, is the surface tension of a clean interface, and
B is a dimensionless number that measures the sensitivity of surface tension to changes in
surfactant concentration.

Since we want to close the system, the surfactant is insoluble to the buck fluids such
that it is convected and diffused along the interface. Hence, there is no exchange between
the interface and the bulk fluids. By those reasons, the total mass of the surfactant must
be conserved. The equation of surfactant concentration is derived in next subsection.

2.2 Surfactant concentration equation

In order to make the total mass of jthessurfactant. conserved, we present a slightly
different derivation from Stone [10] for-the surfactant transport equation in the three-
dimensional cylindrical coordinates.

In axisymmetric cylindrical coordinates; we can regard, the surface as the curve in r-z
coordinates. Thus, let L(f).be an interfacial segment where the surfactant concentration
(the mass of the surfactant_per unit-Surface-area)s defined. Since the surfactant remain
on the material element and'do not'transport or diffuse to the surrounding bulk fluids, the
mass on the segment is conserved

i I'd,H)yrdl =0, (2.24)
dt L(1)

where d! is the arc-length element. To apply the time derivative more easily, we rewrite
the above equation in terms of the initial parameter s as

d o0X
_ IR D |—
(s >‘as

rds = 0. (2.25)
dt L(0)

By taking the time derivative inside the integral, we obtain

L%
L(0) at

Note that, in our present formulation, both the interface and surfactant concentration are
tracked in a Lagrangian manner. Thus, the time derivative of the first term in Eq.(2.26) is

8_X
0s

ot

s r) ) ds =0. (2.26)



exactly the material derivative of Stones derivation. Now we need to compute the rate of
the stretching factor, and using Eq.(2.19), we have

0 ‘GX or |0X N 0 |0X
J— —\r = _ yr— |—
ot\|ds ot | ds ot ds
ard (or\, 9z (9
_ou |9X +ra—a—(a)+a—za—(a—f)
r s %
u, |0X %%+%%
= 7}’5 +r%T (227)
u, 0X + (Vur [-)_X) (Vuz _S)
= 22 2
r |os %
u, GX ou 6X
= —r T
r|os o 8s
0X
AV
Vi-w)r|— sl

Here, the notation V-u = #,/r+ (0u/0t) "t means the surface divergence in axisymmetric
cylindrical coordinates. Since the material segment is arbitrary, we thus have

(')X

6F ‘ Veru) I =0. (2.28)

If we allow surfactant diffusion along the interface, we obtain the surfactant transport-
diffusion equation as

0X
==
0s

or X

— 4 a_X‘(v )1—‘— 1 2 a_r -
or T as | Y "~ Pe,ds " o5 Js

] (2.29)

where Pe; is the surface Peclet number and the boundary condition of " is dI'/ds = 0 on
OL (t) . We note that surface diffusion is also written in terms of initial parameter s.

2.3 Controlling the interfacial markers uniformly

When there is the velocity field in the domain, the interface may be deformed ,and
our computational markers on the interface concentrate on some part of interface with
the direction of the fluid flowing. This phenomenon makes the larger error for the drop
volume than the one which let the interfacial markers be distributed uniformly.

Since drop deformation is only related to the force in the normal direction, we impose
an artificial velocity on Eq.(2.19) to redistribute the interfacial markers uniformly. Hence,



substitute Eq.(2.19) into

0X (s, 1)
ot

fu(x,t)d(X—X(s,t)) dx + U (s,0) T
Q

uX(s,0),0)+U"(s,0)1
U(s,0)+ U (s,0) T, (2.30)

where the scalar U* is the artificial velocity, and it can modify the marker positions such
that they avoid being moved by the tangential force. This condition 910X/ds| /ds = 0
means that the tangential displacement of markers remains unchanged. According to
those conditions, we obtain

> 9U *oU

'ds’ — — - 7'ds’ 2.31
Oy -Tds 3y 3 ( )

UA (s,1) — U (0, t)——
7T

where U (0, ) = 0, since we should fix one marker to modify their relative positions.

After adding the artificial velocity term, the new marker positions have changed, so
Eq.(2.29) has to add some term.to preserve that the equation holds. The following is the
modified surfactant transport=diffusion equation;

CER T = N T

3 Numerical method

In this paper, the fluid flowVariables are defined-on:a center of the cell which is divided
by uniform grid mesh; that is, the pressure-is defined on the grid points labelled as x =
(ricij2,2j=12) = (i = 1/2)h,(j — 1/2)h) for i, j = 1,2,..., N, the velocity components
u, and u, are defined at (r,_1/2,2j-12) = ((i — 1/2)h,(j — 1/2)h), where the spacing h =
Ar = Az . For the immersed interface, we use a collection of discrete points s, = kAs, k =
1,2,..., M such that the Lagrangian markers are denoted by X = X(sx) = (rt,2x). The
surfactant concentration I'; and surface tension o are defined at the half-integer points
given by s;_1» = (k — 1/2)As. Without loss of generality, for any function defined on the
interface ¢(s), we approximate the partial derivative d¢/ds by

d(s+As/2)—¢(s—As/2)
As ’

Since |DX;| can approximate the interface stretching factor by using this finite difference
convention, the unit tangent vector 1, are defined at the half-integer points.

Let At be the time step size, and n be the superscript time step index. At the beginning
of each time step, e.g., step n, the variables Xj; = X (s, nAr), I} = I' (5312, nAt) ,u" =
u (x, nAt), and p" = p (x,nAt) are all given. The details of the numerical time integration
are as follows.

D¢ (s) = (3.1



1. Compute the surface tension and unit tangent vector on the interface as

op=0.(1+1In(1 -pI7)), (3.2)
D)X!

= K (3.3)
|D, X

both of which hold for s;_;,, = (k — 1/2)As. Then we define the interfacial force as
Fi = D, (0%7}) (3.4)
at point Xy.

2. Distribute the force from the markers to the fluid by

f'(x) = > 1oy (x — X}) As, (3.5)
k

where the smooth version of Dirac delta function,

(L +cos(Z)), if =2 < x < 2h

3.6
: otherwise, (3.6)

op (%) = {

is used.

3. Solve the Navier-Stokes equations=This-can-be done by the following semi-implicit
second-order projection scheme, where the nonlinear term is approximated by a
second-order extrapolation to avoid solving.a nonlinear system at each time step.

30 — 40"+ u!

2At
- - - 1 - 1
2(u" -V n_ n—l.V n—1 v/ n:_A~n+1 " )
(2w Fa)u' = (u - D)+ Vpt = oA+ o G-D
a=u, onoQ, (3.8)
V,-u™! =0, (3.9)
- 3V, i 9¢
Vgt = ——, == Q 1
n A1 gn - O ond (3.10)
B 3(ﬁ"+1 _ lln+1)
Vg = (3.11)

2At ’



1
pl=pt+ ¢! ——V ! (3.12)

The boundary conditions of the velocities are u#, = 0 and du,/dr = 0 on r = 0. Here
the gradient operator V,, = (8/dr, 3/0z) , the divergent operator V,,- = (—a—rr, a_z) and
the Laplace operator
azunﬂ 1 aunﬂ azunﬂ un+1 aZunH 18un+1 azun+1
r r Z Z Zz

Ayt = L+ 4 - , . 4= +
or? r or 072 r2 or? r or 072

82¢”+1 . 18¢”+1 . 62¢”+]

or? r or 07?
are the standard centered difference operator on the grid which is defined at the
center of the uniform grid mesh. One can see that the above Navier-Stokes solver
involves solving two Helmholtz equations for velocity @"*! and one Poisson equa-
tion for pressure. These elliptic.equations.are solved by using the fast Poisson solver
which is provided by the public software package Fishpack.

2 n+l _
Vh¢ -

. Interpolate the new velocity on-the fluid lattice peints onto the marker points and
move the marker points to new-pesitions.

Ut = > o x - Xpi, (3.13)

X =X7 + A (3.14)

In order to redistribute the inferfacial markers more uniformly, we should add the
artificial velocity,

kA
UAk+] — s ZD Un+1 I’l+1AS _ ZD U'H—1 n+1As (315)

From the above equations, we have the modified marker positions,
1 An+l 1
X=X+ AU+ AU (3.16)

. Update surfactant concentration distribution I*!. Since the surfactant is insoluble,
the total mass on the interface must be conserved. Thus, it is important to develop
a numerical scheme for the surfactant concentration equation to preserve the total
mass. This can be done as follows. Substitute Eq.(2.27) of rate of stretching factor
into the equation(2.29), we have

or 6(‘(9X

oX|or 910X . 1 djf or ‘%
or ot "IN T Pe,0s |\ 05 || |05

"os

ds

] (3.17)



Now we discretize the above equation by the Crank-Nicholson scheme in a sym-
metric way as

o -0 DX+ 7 DX DX - g [DX T+ T
At 2 At 2
11 e o -t i I -
C Pe,As| DX+ DX As DX+ DX As
Fis1)2 D — 1% Ti1)2 -1

DX [+ DX A [DX]

+ DXy, | As
(3.18)

Where k is “half-integer” index, i.e. k = 0.5,1.5,..., M — 1/2. According to the
new interfacial marker position XZ“ obtained in the previous step and the boundary
condition (I*! — T7*1)/As = 0, where k = 0.5 or M + 1/2, on the endpoints
of the interface, Eq.(3.18) results in a symmetric tri-diagonal linear system which
can be solved easily. More tmportantly, the total mass of surfactant is conserved
numerically; that is,

DR XE iy As = SaTUB X 17 ,As (3.19)
k k

The summation in Eq.(3.19).is/the mid-point rule discretization for the integral in
Eq.(2.25).The thing that the-total mass-is-conserved can be derived by taking the
summation of both sides of Eq.(3.18) and using the boundary condition.

Note that, when the artificial:velocity is imposed on our equations like Eq.(3.16),
Eq.(3.18) also have to impose the artificial velocity as follows.

- e DX + DX et DX = [ DX Tt T
At 2 At 2
+1 An+l +1 +1 +1 An+l +1 +1
Ter12U k12 (FZH +I7 )/Z_rZ—l/zU k=1/2 (FZ +FZ—1)/2
2As
P nUNern (T + ) (2= 1 UA o (T2 + T ) /2
+ k+1/2 k+1/2 k+1 k k—1/2 k=1/2 k k-1
2As
+1 1 1 +1 1 1
11 " D -0ne "1 I =T
Pe; As | ID X + DX As DX + DX As
Tes1 2 Ui —T% "1 -1,

(3.20)

+ —
DXz, | +|DXp| As |D, X

+ |DSXZ_]| As

10



4 Numerical results

4.1 Oscillating drop

z-axis

z-axis

First, it is important to check how much the drop volume leaks or bulks up since
it affects the computational accuracy. We test a simple case that a spheroid drop in the
static liquid will be shrunk and turn into a sphere drop. Consider a computational domain
Q = [0, 1]x[-1, 1] in the axisymmetrical cylindrical coordinates, and put a spheroid drop
with the semi-major axis whose length is a = 0.75 and with the semi-minor axis whose
length is b = 1/3 into our domain. Then, given the computational mesh 2 = Ar = Ag,
At = h/8, Reynolds number Re = 25, and Capillary number Ca = 0.04 for our fluid.

Time =0, (V, = VIV, =0%

Time =1, (V, - V)IV_ = 0.35525 %
2™ VelVe
T T

1 T T

0.8

z-axis

z-axis

Time =0.25, (V, = VIV, = 0.12587 %

Time =05, (V, = VIV, = 0.26542 %

z-axis

Time =125, (V_ -V )/V_=0.40839 %
a elle
T

Time = 1.5, (V, - V,)IV, = 050401 %
T r

z-axis

11

z-axis

z-axis

Time =0.75, (V, = VIV, = 0.36258 %




Time=2, (\/a - \/e)/\/e =0.68024 % Time =2.25, (Va - Ve)/\/e =0.75274 % Time=25, (\/a - \/(_))Ne =0.83533 % Time =275, (\/a - ve)Ne =0.92554 %
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Figure 4.1: In the fluid velocity field, we observe the time evolution of a spheroid drop in
a static liquid with Re = 25, Ca = 0.047and At = h/8.

In figure 4.1, the oscillation of the ¢lean-drop depends on the fluid velocity field and
the incompressibility of the drop. ‘The spheroid drop witha = 0.75 and b = 1/3 oscillates
from the time 7 = 0 to T = "2, and its steady state is the sphere drop with the radius
r = (0.4368. After T = 2, the amplitude.of vibration is smaller than the one before 7' = 2,
but the drop volume leaks with the time-evelution. The reason of this phenomenon is
that there is the spurious velogities‘in'our computational process. The spurious velocities
influence the computation of the new marker positions.on the interface .Thus, we only do
our best to reduce the relative error of the-drop volume. The relative error of the drop
volume is smaller than 1% at T = 2.75 in figure 4.1. So, This is an acceptable error range
for us.

4.2 Convergence test of fluid velocity and surfactant concentration

After above subsection, we impose the surfactant on the interface to observe the
drop behavior. Throughout this paper, we choose 8 = 1 for the surface tension equation
Eq.(3.2). In order to make our research convinced, we should carry out the convergence
study of the immersed boundary method. We use the different mesh &7 = Ar = Az = 1/32,
1/64, 1/128,1/256 to perform our computation relatively. The Lagrangian mesh is cho-
sen as As ~ h and the time step size is At = h/8. The solutions are computed up to time
T = 1. Since it is not easy to obtain the analytical solution from our problem, we choose
the finest mesh as our reference solution to compute the L., error between the reference

solution and the solution which is solved from the coarser grid. Here, we choose Re = 1,
Ca =0.25, and Pe, = 12.5.
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Table 1: The mesh refinement analysis of the velocity u,, u,, and the surfactant concen-

tration I'.
h ”ur - URref”oo Rate ”uz - UZref”oo Rate ”r - l—‘ref”oo Rate

1/32  8.5478E -03 - 1.1470E - 02 - 1.2303E-02 -
1/64  2.4752E-03 1.788 4.6027E -03 1.317 2.4629E -03 2.321
1/128 7.5121E—-04 1.720 1.8433E-03 1.320 4.9265E -04 2.322

Table 1 shows that the error of ||u, — Ug,fllcos [1t; = Uzyefllo, and || = T'peflloo converge
to zero where Ug,.s, Uz..s, and I',,; are r-axial, z-axial reference velocities, and reference
surfactant concentration relatively. The convergent rates for u,, u,, and I" are about 1.7,
1.3, and 2.3 relatively, but our method is a second order scheme. Note that since the fluid
velocities are defined at the center of the uniform grid in r — z coordinates, the refined
mesh will not coincide with the same grid locations. Thus, we approximate the coarser
grid by averaging the velocities obtained fronuthe reference grid near the coarser grid. We
attribute this is part of the reasom: why the rate of .convergence behaves less than second-
order. Similarly, the surfactant concentration is.defined. at “half-integer” grid. When we
average the reference grid, we should use-the weighted average since the concentration is
the mass per unit surface area.

4.3 Clean vs. contaminated interface

There is different behavior for'clean interface and contaminated interface, so we will
study it in this subsection. We compare a clean drop with a contaminated drop in an
extensional flow, u, = —0.5Gr and u; = Gz;where G is the principal strain rate [S]. By
the comparison, we observe that the surface tension reduces when the surfactant is on the
interface. Here, we use the mesh 4 = Ax = Ay = 1/64, the Lagrangian grid with size
As = h, and the time step size At = h/8.

4.3.1 The steady state of the clean interface in the extensional flow

In general, a drop will be stretched along the direction of fluid flow if it is put into the
extensional flow. But there is surface tension on the interface, it may restrict a tendency of
stretching drop. Therefore, before the comparison the clean interface with contaminated
interface, we first observe a property for the clean drop. We fix a small Reynolds number,
Re = 1, such that our Navier-Stokes equations are similar to the Stokes equations. Then,
we attempt to change Capillary number and get the numerical result that the drop achieves
a steady state.
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Figure 4.2: The drop will form a steady state when the Capillary number is smaller than

the critical value. Here, the dotted line is the initial interface and Ca = 0.2.

0.4 is

= 0.5 ,and the tip points of the interface on the z-axis are

If Capillary number is 0.2 such as figure 4.2, then the drop with radius r

stretched slowly at about T

, Capillary number is 0.27, and we

about at the positions (7, z) = (0,+0.47). In figure 4.3

find that this adjustment can not decelerate the stretching drop after 7 = 2. The reason

is that Capillary number has a critical value in this case and it is between 0.2 and 0.27.

Hence, the stretching drop will achieve a steady state quickly as the Capillary number is
smaller than the critical value. But the stretching drop will not stop when the Capillary

number is larger than the critical value. The Capillary number Ca = uGr/o, is relative
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2. Here, the dotted line is the initial interface and Ca = 0.27.

If the Capillary number is larger than the critical value, then the drop continue

The initial markers on the interface are defined at the uniform grid, but the markers will

not be distributed uniformly after the drop is put into the extensional flow with Re = 1
and Ca = 0.25. Most of interfacial markers concentrate in the vicinity of the tip points

4.3.2 The effect for the controlled markers on the interface

to be stretched after T

Figure 4.3:



of the drop as the fluid flows along the z-axial direction. For accurate computation, we
impose an artificial velocity on Eq.(2.19) and Eq.(2.29) to redistribute interfacial marker
positions uniformly.

time =0, (V, = VN, = 0% time =05, (V, ~ VIV, = 0.028247 % time =1, (V, = V)V, = 0.047636 % time =15, (V, - V)V, = 0.10333 % time =2, (V, = V)V, = 0.23924 %
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Figure 4.4: In an extensional flow, compare thé elean drop with the contaminated drops
whose Peclet numbers are different. Note that the markers on interface are not distributed
uniformly.
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Figure 4.5: The time evolution of the surfactant dynamics in a extensional flow. Note that
the markers on interface are not distributed uniformly.

The time and the relative volume error of drop with Pe; = 12.5 is on the top of figure
4.4 and figure 4.6. In figure 4.4, the relative volume error of the drop is 0.23924% at
T = 2, and it is larger than 0.024377% which is the relative volume error of the drop in
figure 4.6. So, redistributing markers on the interface uniformly can reduce the volume
error. Both in figure 4.4 and figure 4.6, the clean drop reaches a steady state as the
Capillary number is smaller than the critical value.
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Figure 4.6: In an extensional flow, compare the clean drop with the contaminated drops
whose Peclet numbers are different. Note that the markers on interface are distributed
uniformly.

time = 0.5 time =1
35 35 +  Pes=0125 35 + Pes=0.125 35 35
—#- Pes=125 —#- Pes=125
— © —Pes =1250 — © — Pes = 1250
3 3 3 3 3
25 25 25 25
c c = <
S s S S
2 2 g £
g 2 g 2 § 2 § 2
8 8 8 8
g g 2 g
8 8 8 8
H H s g
g 15 g 15 815 g 15
£ £ £ £
2 3 2 2
1 1 1 1 1
| smmm— 0. SM 1 osM
0 05 1 15 o 05 1 15 o 05 1 15 o 05 1 15 o 05 1 15
arc-length arc-length arc-length arc-length arc-length

Figure 4.7: The time evolution of the surfactant dynamics in a extensional flow. Note that
the markers on interface are distributed uniformly.

We put a drop into a uniaxial extensional flow such that the drop is stretched by the
flow. In order to find the differences from the clean drop and the contaminated drop, we
impose the surfactant on the clean interface and its surfactant concentration is I' = 0.5.
There are three Peclet numbers, Pe; = 0.125, Pe; = 12.5, and Pe; = 1250, in figure
4.6 and figure 4.7. The concentration curves has different shapes for different Peclet
numbers. Whether we observe figure 4.4 or figure 4.6, we find that the interface move
more slowly as the Peclet number is larger. The reason is that the high Peclet number
reduce the effect of the surfactant diffusion. According to the direction of the fluid flow,
the surfactant concentration in the vicinity of the tip points of the drop is higher than
others. The evidence is in figure 4.5 and figure 4.7.
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Figure 4.8: This is the total mass of surfactant for Pe; = 0.125, Pe, = 12.5, and Peg =
1250.

The diffusion term in Eq.(2.29) influences that the ‘surfactant diffuses from the high
concentration to the low concentration. Therefore, the surfactant is carried by the fluid
flowing, but the diffusion effect is very small'if Peclet number is very large. In figure 4.7,
it is more obvious that the surfactant'concentrate in the vicinity of the interfacial endpoints
as Peclet number is larger. Let’s attempt to explain why the interface move more slowly as
the Peclet number is larger. Itis known for us that the'surfactant reduce the surface tension
on the interface. Smaller Peclet number makes the surfactant distributed uniformly, so
the surface tension is reduced averagely. But'larger Peclet number makes the surfactant
concentrate in the vicinity of the interfacial endpoints. Most of surface tension on the
interface only reduce a little, but the higher concentration near the interfacial endpoints
makes the tip points of the drop become sharper. By the comparison, the interface move
more slowly as the Peclet number is larger. In figure 4.8, no matter which Peclet number
we choose, the total mass of surfactant is conserved very well by our method.

4.4 Forming the dumbbell-shaped drop in another fluid velocity field

In order to ensure our scheme and concept, we want to observe whether there is a
similar numerical result for the drop in another velocity field. Consider the velocity field
, u, = —0.5Gnrcos(nz) and u, = G sin(nz), which satisfies Eq.(2.17) and the boundary
condition u, = 0, du,/0r = 0 on r = 0 in the axisymmetric cylindrical coordinates. Put a
drop into the velocity field with Re = 1 and Ca = 0.5. Then we impose the surfactant on
the interface. In the following result, we have imposed the artificial velocity to uniformly
redistribute the marker positions.
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Figure 4.9: The left two figures are the process that the drop is stretched from 7" = 0 to
T = 3. The total mass of surfactant isson'the right hand side.

Observing the left two subfigures in figure 4.9, the drop with I' = 0.5 and Pe; = 50
is stretched along z = —L and z =1 in the velocity field. At T = 3, the surfactant
concentration is higher near the stretched parts than other parts of the interface. The
reason is that the surfactant is carried along the direction of the fluid flowing. We can
compare the drops with different Peclet-numbers-in figure 4.10. The stretched part of the
drop with Pe; = 50 is sharper than'the one 'with " Pe, = 0.5 since there is more surfactant
concentrating on the tip parts.”In addition, the clean drop is more smooth than others.
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Figure 4.10: The difference of the drop with different Peclet numbers

19



time =0 time =1 time = 2 time =3
6 T T 6 T T 6 T T 6 T T

—©—Pes=05 —©—Pes=05 —©—Pes=05 —©—Pes=05
—+— Pes =50 —+— Pes =50 —+— Pes =50 —+— Pes=50

surfactant concentration
[

surfactant concentration
w

surfactant concentration
w

surfactant concentration
)

— - .

. . . .
0 1 2 3 0 1 2 3
arc-length arc-length arc-length arc-length

Figure 4.11: The time evolution of the,surfactant dynamics in this velocity field.

For the curve of surfactant concentration with Peg'= 0.5 in figure 4.11, it is more
smooth and more straight than the one with Pe, =50 since larger Peclet number reduces
the diffusion term in Eq.(2.29). On the right hand side of figure 4.9, the total mass of
surfactant is conserved. Hence, this result is similar to the one about the drop in the
extensional flow.

4.5 Moving contact line on the slip boundary

In this case, we put a clean drop onto ‘a‘solid, and the initial contact angle is a right
angle. We restrict the computational domain Q = [0, 1] X [0, 1] in r — z coordinates. In
axisymmetric geometries, most of boundary conditions are the same as the previous cases
except the slip boundary conditions u, = 0 and u, = €(du,/0z) on z = 0, where € is a
coeflicient about the slip length. Instead of the solver for the software package Fishpack,
we solve Eq.(2.15) by the IMSL subroutine “DLSLXD” since the boundary conditions on
z = 0 have changed. According to Young’s condition o cos 8, +0y = 0, we get the force
F. = o.(cosf; — cos ;) at moving contact line along r-axis where 6; is the equilibrium
contact angle and 6, is the dynamic contact angle.

4.5.1 Convergence test of fluid velocity and surfactant concentration

First, we should carry out the convergence study of the immersed boundary method.
We use the different mesh 7 = Ar = Az = 1/32, 1/64, 1/128,1/256 to perform our
computation relatively. The Lagrangian mesh is chosen as As ~ h/2 and the time step size
i1s At = h/8. The solutions are computed up to time 7" = 1. Since it is not easy to obtain the
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analytical solution from our problem, we choose the finest mesh as our reference solution
to compute the L, error between the reference solution and the solution which is solved
from the coarser grid. Here, we choose Re = 1, Ca = 0.5, Pe;, = 50, 8, = 60°, and € = h
for our computation.

Table 2: The mesh refinement analysis of the velocity u,, u,, and the surfactant concen-

tration I'.
h ”ur - URref”oo Rate ”uz - UZref”oo Rate ”r - Fref”oo Rate

1/32  1.0782E -03 - 2.9943E -03 - 27585E -03 -
1/64  4.3824E-04 1.299 1.3635E-03 1.135 1.0808E —03 1.352
1/128 1.5433E —-04 1.506 5.0570E—-04 1.431 3.7413E-04 1.531

Table 2 shows that the error of ||u, — Ug,efllcos [It; = Uzyeflloo, and || = T'eloo converge
to zero where Ug,.r, Uz,.s, and I, s aver=axial, z-axial reference velocities, and reference
surfactant concentration relatively. “The convergent'rates for u,, u,, and I" are about 1.5,
1.4, and 1.5 relatively, but our method is,a.second order scheme. The reason is that it
produces some errors as the.data location.which we want are interpolated by the reference
data.

4.5.2 Clean vs. contaminated interface with 6, = 60°

In this subsection, we want to.compare the.clean interface with contaminated inter-
face as the equilibrium contagt angle is 60°. Since'the surfactant is insoluble and only
distributed on the liquid-to-liquid interface, oy and.o . are not affected by the surfactant.
Therefore, the force F. at the moving contact'line must be different from the one on the
clean interface. Thatis F, = o5, — 07y — 0 cos ; where o, — 0y = 0. cos 6.

In order to achieve the equilibrium contact angle quickly, we set € = h = 1/128,
At = h/8, Re = 100, and Weber number We = ReCa = 0.1. We set Pe;, = 500 such that
there is the obvious fluctuation on the surfactant concentration curve. In figure 4.12, we
find that the tip points of interfaces on z-axis move slowly after about 7" = 4. The tip point
of contaminated interface on z-axis is farther from the original point than The tip point
of clean interface on z-axis. It is imaginable since the term o cos 6, in the force on the
moving contact line is smaller than o cos 8;. Hence, 6, must be so small (6, < 6,) that it
can achieve the equilibrium and o cos 8, = o cos 6,.

The fluctuation of concentration curve is presented in figure 4.13. We can compare
this figure with figure 4.12. Note that the right endpoint of the curve is defined at the point
which is closest to the moving contact line. In the beginning, the surfactant concentrate
in the vicinity of the moving contact line since the slipping drop produce the similar
velocity field as the extensional flow out along r-axis. After T = 4, the concentration
curve becomes straight gradually since the drop becomes a steady state gradually.
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Figure 4.13: The time evolution of surfactant concentration depended on figure 4.12.
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Figure 4.14: This figure presents the relative volume error, the total mass of surfactant,
the variation of cos 6,, and the variation of 6, with time.(solid line : clean drop, ‘—-—- —- ’
: contaminated drop)

In figure 4.14, the relative volume error is smaller than 1% from 7= 0to T = 8. The
total mass of surfactant is conserved by our method. For the clean drop, the contact angle
is about 60° after T = 4, but the contact angle is about 45° for the contaminated drop since
the surfactant has changed the original equilibrium contact angle. In fact, our Reynolds
number is so large that it influences the smoothness for the curves about concentration
and contact angle.

4.5.3 Clean vs. contaminated interface with 6, = 120°

In this subsection, we set the similar non-dimensional parameters for our computation.
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Figure 4.15: The drop is on'the slip boundary.
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Figure 4.16: The time evolution of surfactant concentration depended on figure 4.15.
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Figure 4.17: This figure presents the relative volume error, the total mass of surfactant,
the variation of cos 6,, and the variation of 6; with time.(solid line : clean drop, ‘—-—- —- ’
: contaminated drop)

In figure 4.15, we find that the tip points of interfaces on z-axis move slowly after
about 7' = 6. The tip point of contaminated interface on z-axis is closer to the original
point than The tip point of clean interface on z-axis. In this case, the term o cos 6, in the
force on the moving contact line must be equal to o cos §; to achieve the steady state.
Hence, the new equilibrium contact angle is larger than original contact angle after the
interface is contaminated.

The fluctuation of concentration curve is presented in figure 4.16. We can compare
this figure with figure 4.15. Note that the right endpoint of the curve is defined at the point
which is closest to the moving contact line. In the beginning, the surfactant concentrate
in the vicinity of the moving contact line since the slipping drop produce the similar
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velocity field as the extensional flow out along z-axis. After 7 = 6, the concentration
curve becomes straight gradually since the drop becomes a steady state gradually.

In figure 4.17, the relative volume error is larger than 1% after T = 2, and it is over
5% at T = 12. This result is a little bad for us. The reason may be that in order to achieve
the equilibrium contact angle quickly, larger Reynolds number influences the accuracy.
The total mass of surfactant is conserved by our method. For the clean drop, the contact
angle is about 120° after T = 4, but the contact angle is about 135° for the contaminated
drop since the surfactant has changed the original equilibrium contact angle. In fact,
our Reynolds number is so large that it influences the smoothness for the curves about
concentration and contact angle.

4.5.4 Imposing initial velocity on our moving contact line case

In this subsection, we impose initial velocity, u, = Grz* and u, = —2Gz>/3, on our case.
This velocity satisfies the slip boundary condition, axisymmetric boundary condition, and
V -u = 0. In order to reduce the effect of the velecity field to make contact line moving,
we choose G = 0.5 and the equilibrium contact angle:6, = 0°. Given initial contact angle
120°, Re = 10, We = 0.1 andPe; = 625 for the:drop and the velocity field. Compare the
clean drop with the contaminated drop as-follows:

s o o o
o By Z0s

Figure 4.18: The drop is on the slip boundary. Clean drop (solid line) and contaminated
drop (‘= - —-— ’) are in this figure.
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In figure 4.18, the clean drop is very close to the contaminated drop since the shear rate
is smaller than other previous cases. But the contact angle of the contaminated interface
is smaller than the one of clean interface since the surfactant reduces the contact angle
more quickly than the clean one. We can observe the phenomenon more clearly in figure
4.19.

time = 12
T

0.8 1

0.6 1

z—-axis
o
(6]
T
L

0.4r 1

0.3 1

Figure 4.19: It is"an enlargement in‘figure 4.18 at 7 = 12.

In figure 4.20, the surfactant concentration at moving contact line is higher than the
other parts near moving contact line at first. The reason is that the moving contact line
slips along the direction of positive r—axis, and the fluid flows along the same direction.
Therefore, the surfactant concentrate in the vicinity of moving contact line. After 7 = 9,
the surfactant diffuses from moving contact line to other parts since the contact angle is
going to achieve the equilibrium contact angle.

In figure 4.21, the relative volume error is about 1.5% at T = 12. The total mass of
surfactant is conserved by our method. For the clean drop, the contact angle is about 35°
at T = 12, but the contact angle is about 0° for the contaminated drop since the surfactant
reduces the surface tension such that the contact angle at moving contact line achieves the
equilibrium contact angle more quickly.

In fact, if we choose the larger shear rate, then the effect of the fluid velocity field is
greater than the effect of the slip boundary. Hence, it is difficult to see that the contact
angle at moving contact line achieves the equilibrium contact angle.
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Figure 4.20: The time evolution of suffactant:Concentration depended on figure 4.18.
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Figure 4.21: This figure presents the relative volume error, the total mass of surfactant,
the variation of cos 6,, and the variation of 6,; with time.(solid line : clean drop, ‘—-—- —- ’
: contaminated drop)

28



5 Conclusion

In this paper, we used the immersed boundary method in the cylindrical coordinates to
construct our formulation. Since the velocity field is in the axisymmetric coordinates, the
velocity boundary conditions on r = 0 must be set #, = 0 and du,/dr = 0.We solve the
Navier-Stokes equations by projection method, and update the new marker positions by
imposing the artificial velocity in order to make the new positions uniformly. Controlling
marker positions uniformly can make the volume error smaller. Similarly, the surfactant
equation must impose the artificial velocities to control the concentration locations. The
surface tension is reduced by the surfactant, and Peclet number influences the diffusion of
the surfactant. For a drop on a solid, controlling the equilibrium contact angle can produce
the hydrophobic phenomenon or hydrophilic phenomenon. Imposing the surfactant on the
interface affects the equilibrium contact angle in this moving contact line case.

Since our interface is in the same phase, our future work will develop the immersed
boundary method in the axisymmetric cylindrical coordinates such that the interface is
in the different phases with different densities'and viscosities by an indicator function
[14]. Similarly in different phases, We also can put aidrop on a solid in the axisymmetric
cylindrical coordinates. Sincethe drop was notimposed the gravity in our moving contact
line case, we can impose gravity on it ,and try, to modify the the relative volume error and
the smoothness of the conéentration curve.

A  Equations in‘cylindrical-eoordinates

The Navier-Stokes equation

u,  Ou ugduy O, u; L op
U—+——+u - =+ =
ot or r 80 "oz r Or
1 (Pu, 10u, 10*u, *u, 20uy u, 1
= — t——+ = + - =+ —f Al
Re ( arr  ror rroe* 9% r? oo r2) ReCaf A1)

Ouy Oug  ug Oug Oug  uug Op
— 4 Up—t—— tU,— + — + —
or  ar T rae oz T s 96

1 02u9+10u9+182ug+82ug+26ur Uy N 1 £ (A2)
TRe\orr " ror 2o 62 246 r2) ReCa’” '
ou, Ou, uyou, ou, Op
8t+ur[)r r89+uzﬁz+8z
1 (Pu, 10u, 10*u, 0%u, 1
= — e , A3
Re ( o " ror  rRoe 0z? " ReCafz &-3)
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The equation of continuity

10ru, 10ug Odu,
it 2L 22 A4
r or * r 00 * 0z ’ (A4)

In our axisymmetric case, uy = 0 and dp/06 = 0 where ¢ is an arbitrary function. Hence,
we cancel Eq.(A.2),and Eq.(A.1), (A.3), and (A.4) are transformed into

ou, ou, ou, OJp 1 (6*u, 10u, O*u, u, 1
ouy O O 1 : S e —— (A5
ar Y 8r+uZ6z " or Re(8r2 Y T 0z% r2)+ReCaf (A-9)
Ou, Ou, ou, dp 1 (0*u, 10u, Ou, 1
R e S e +——Ff, (A6
ot u or T 0z 0z Re\orr ror 072 ReCafZ (A-6)
1 doru, Ou,
- +— =0, A7
r or 0z (A7

B Artificial velocity in Eq.(2.19)

Derivation of artificial veloeity so that the markers are uniformly distributed
oX A A
E(S’t): ux, 00 x—X(s50)dx+ Urn=U(s,0))+ Ut (B.1)
Q

, S.t.
X5l =0 (B.2)

Here, 6(x) = 6(r)d(z). The subscript s means d/ds and 0 < s < 2. Since X[, = 0, |X;| is
independent of s and is dependent on 7. Hence,

1 27
Xl = —f Xyl (s, )ds’ (B.3)
27T 0
Then
1 2
X, = 5 f Xol, (5", s’ (B.4)
T Jo
We want to claim 5 o P
U
X, = =X, = —"- —_ B.5
Xl atl | 55 T 5 (B.5)
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proof:

at N N

= it — (B.6)

where k is curvature of interface. O
Couple Eq.(B.4) with Eq.(B.5) and 16t U%(0; t) = U*(2n,1) =0

18] T+6UA L[ a0 T’+6UA('l)d'
- B §——il : — (s s
Js ds o | oy Jds
1 [7dU
T, : /d ’
2n Jo 08’ e
oUA au 1 (79U
— (85 = — T+ — -T'ds’ B.7
= Tos .0 TBaG | g 0 Tas (B.7)
Integrating with respect to s
¥ U s (U
A £ — A 0.1 - _ . /d ’ P rd ’
U'(s,t) = U"(0,1) Oc')s’Ts+27roﬁs’Ts
21 X
ou ou
= UANs,f) = — 7'ds’ —f — -7'ds (B.8)
2 0 (')S’ 0 as’

C Artificial velocity in Eq.(2.29)

Let the concentration function be I' (X(s,7),#) with respect to the marker position and
time. The following is the original surfactant transport equation.

2—1;+U-VF+FVS-U:O (C.1)

Since the surfactant only transport along the interface, then 0I'/0n = 0 and

%+U-VSF+FVS-U:O (C.2)
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Redefine I' (X(s, 1), ) = I'(s, t) with respect to the marker parameter and time. Note that s
is independent of 7. Then combine the first two terms

or
—+IV,-U=0 C3
ot (C.3)

Impose the diffusion term on the right hand side of Eq.(C.3).

or _ I 1 6(r6F) (C.4)

Consider the velocity after imposing artificial velocity : U,,,, = U,y + U%t. Since U on
the above equations is old and U,;; = U,,,, — U7, then, by Eq.(C.2) and (C.4), we have

or 1 1 o0 r or
— U VI+IV,-U = ——— —[——
a7 Pe, r[X,| Os (|XS| as)
or or 1 o0 r or
= —r|X,| - Ur==%TV, - UrliX,| = — — C.5
atrl | ' Bs rixd PeS8S(|XS|8s) (€5)
By
). G = U,+U*‘p’g|
, we want to claim
O IXH) = X -U+2(UAr) (C.6)
g T ads '
proof :
8 (91" alxsl
Y Xs = Xs -
at(rl D 8t| |+ 7 Ey
= (U,+ UAL )|X5|+rw derived from Eq.(B.6)
Xl Xl
= U, IX,|+ U'r,
A TIs A 0 Is A Zs A 0 s
. rS(U’S+Us x;tU a(m)) +ZS(UZS+US x;tU &(pzm))
Xl Xl

where U,; = 0U,/ds and U,, = U, /ds. Since

ﬁ s ﬁ Ls _a_T_Kn|X|
as\IX,|] ~ as\IX,|)]  os
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and 7 -n = 0, then

a r.U +Z U
9 rXD) = U X+ Ulr, IsPrs T CsHzs A
o VXD = U ””( X, +US)
a A rSU}”S + ZSUZS
= U+ o ()4 r 2=
9 U 1 o ryU,s + z2,U
9 oxy = Y Y (14 S ST
= xga D = T xgas (U X.P
1 0
= VY . ~ A
U+ X as ()
= ZOKD = XU (U)o
ot * S s .
By Eq.(C.5) and (C.6), we have
—r|X| — UA — +I' = b UA = I s
8tr| | r8s+ 6t(r| D 6S( r)] PeSas(|Xslﬁs)
or 0 0 1 0 r or
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