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Axisymmetric Interfaces with insoluble
surfactant in Navier-Stokes flow with different
Viscosity

student : Cheng-Han Yang Advisors : Dr. Ming-Chih Lai

Department ( Institute ) of Applied Mathematics
National Chiao Tung University

ABSTRACT
In this study, the simulation of drop deformation in incompressible flow was executed
by developing an immersed boundary method in the axisym metric cylindrical
coordinates. The viscosity difference between two sides of drop interface was
particularly considered in this paper. We implemented a semi-implicit second-order
projection scheme to solve Navier-Stokes equations. Various viscosity between two
sides of drop were tested on simulation, as well as the effect of the surfactant on drop,
which affect the surface tension. In addition, the distribution of marker positions were
stabilized by imposing the artificial velocity and compared to the original manner
without imposition of artificial velocity.
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1 Introduction

The immersed boundary method was first used in reference to the method devel-
oped by Peskin (1972) to simulate cardiac mechanics and associated blood flow. In
this paper, we used this method to simulate the behavior of drop in extensional flow
using Navier-Stoke equations in cylindrical geometries, where axisymmetric case was
performed for convenience of computation. Numerous research has been studied in
the subject as above. We attempted to resolve Navier-Stokes equations with various
viscosity and density of a drop. Furthermore, we consider the case that surfactant
was added on the interface and surfactant, such as soap, detergent, will impact the
strength of surface extension.

We first consult [6] and [7] in order to transform the immersed boundary
formulation [5] in three-dimensional coordinates into the cylindrical coordinates.
Then, we must set the boundary conditions on r = 0 such as u, = 0 and du,/0r =0
[6] for our study in the axisymmetric cylindrical coordinates. [5] presented the
surfactant concentration equation in Lagrangian coordinates on the interface in the
Cartesian coordinates. In order to examine a variety of axisymmetric cases, and
according to [10], we should transform the equation into cylindrical coordinates for
our study.

Since our initial velocity field has to satisfy Navier-Stokes equations and the
axisymmetric boundary conditions, the uniaxial extensional flow u, = —0.5rG, u, =
2([2] is an optimum. Surfactant on the drifts are flowing along (the direction of) the
fluid. Similarly, the flow (has) also affected the markers in Lagrangian coordinates
on the interface. The following section will introduce a artificial method about
marker redistribution.

The remaining sections of this paper are organized as follows. We present
the governing equations in lagrangian coordinates on the interface which includes
the immersed boundary formulas and the surfactant concentration equation in sec-
tion 2. We imposed artificial velocities on some equations to modify the distance
between markers. Since viscosity and density are variables in Navier-Stokes equa-
tions, we update data of viscosity and density by indicator function. The numerical
method which includes an algorithm of solving the Navier-Stokes equations, a mass
conservative scheme for the surfactant equation and indicator function is described
in section 3. In Section 4, we first examine the convergence of Navier-Stokes equa-
tions , then we present the Oscillating drop and observe how much the drop volume
leaks or bulks up. we emphasize the effects of the drop deformation on viscosity,
surfactant and Peclet number Pe,, and observe the degree of deformation by [11].
we summarize conclusions and future work in section 5.



2 The governing equations

In this paper, we consider an incompressible two-phase flow problem in a fixed
three-dimensional cubic domain.The interface of the drop X separates two parts, €2,
inside the interface and {2y outside the interface from our domain,which is a simple
closed surface immersed in the fluid. i.e.Q = Q4 [ J Q.

In each fluid region, the Navier-Stokes equations are satisfied as

ou; :

V-uy = 0, n €2,

u = w, i 0f),

where T; = —p;I + p;(Vu; + Vu?) is the stress tensor, p; is the pressure, u; is the
fluid velocity, p; is the density, p; is the viscosity for ¢ = 1,2 in each fluid domain,
and g is the gravitational constant. The velocity is continuous across the interface
>.. Thus,

[11]2 = u|2’2 - u|2’1 =0 (24)

and the normal stress jump is balanced by the interfacial force F (defined only on
Y) as
[Tn]y +F =0 (2.5)

where n is the unit normal vector on Y directed towards fluid 2. In this paper,
we use the immersed boundary method to approach the velocity solutions of the
Navier-Stokes equations. The immersed boundary ( the interface ) exerts force F to
the fluids and moves with local fluid velocity. For simplicity, gravity is neglected, so
the same density of drop is only considered in this study. i.e. p; = ps = p.

To be convenient for calculation, our numerical experiment in the single phase
was computed by non-dimensionlizing the following three dimensional equations,

0
p(G V) = Vo)t (26)
V.ou = 0, (2.7)
ar )
a + (Vs : u) I = stsr7 <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 F = (Vu + Vu”)/2 is the rate
of deformation tensor.

Assume the dimensionless numbers, © = rox*, u = U, u*, p = pou*, p = pop*,
t = (ro/Us)t*, p = poUZp*, £ = fof", and T = ', ,T*. Then, the non-dimensional



equations are presented as follows.

ou* 1 70.fo
* * . * * — _ * %k . * . 2 *E* f‘* 2'
p(at*ﬂu V)U) Vit ooV (2u Hpono , o (29)
Vieut = 0, (2.10)
or+ * *\ T* 1 *2Tk
G H (Vo = ST, (2.11)

where Re = poUsro/po and Pes = roUs/Ds. In the axisymmetric cylindrical
coordinates, we spread the interfacial force into fluid by Dirac delta function §(x) =
d(r)d(z) as follows.

f(x,t) :/EF(s,t)é(x—X(s,t))ds,

where x = (r, z) is the fluid position, X (s,t) = (R (s,t), Z (s,t)) is the interfacial
position, s is the interfacial parameter, F is the interfacial force, o is the surface
tension, and X is the domain of parameter.

Assume the dimensionless number o = gg0*, Ca = 1yUs /00, then we can get

ou* 1
p(aﬁﬂu v>u) VPV QU E) 4 e (212)
Vieut = 0, (2.13)
ar* * * * 1 *2 %
o +(Viu)T Pesvs I (2.14)

The operator forms of governing equaitons in the acisymmetric cylindrical coordintates
will be introduced on the following sections. In fact, the characteristic velocity
Us = Grg where G is the principle strain rate and 2r is the equivalent diameter of
the drop. Hence, we have Re = po(Gro)ro/ o, Ca = poGro /oo, and Pes = roUs / Ds.

2.1 Immersed boundary formulation

In every corner of this paper, we consider the Navier-Stokes equations in cylin-
drical coordinates instead of Cartesian coordinates,in addition the domain is ax-
isymmetric. Hence, it is convenient to compute our data in a cylindrical coordinate
system (r, 6, z). Because of axisymmetric, domain is azimuthal symmetry and the
flow depends spatially on only two cylindrical coordinates (r,z). The interface 3
is represented by a parametric form (r(s,t),z(s,t)), 0 < s < L;, where s is the
parameter of the initial configuration of the interface, which is not necessarily the
arc-length.

The following governing equations can be expressed in the usual immersed bound-
ary formulation using the non-dimenionlization process.



8ur+ 8uT+ ou, +@_i 12 5 ou, +£ 8ur+8uz
p ot tr or b 0z dr  Re |ror Hr or 0z a 0z or
Lo
ReCa’"
8uz+ 8uz+ ou, _}_@ B i lﬁ 8ur+8uz +£ 28uz
p ot tr or e 0z dz  Re \ror ol 0z or 0z # 0z
1
+ ReC’afZ’ (2.16)
1oru, Ou,
r or 0z =0 (2.17)
f(x,1) :/F(s,t)é(x—X(s,t))ds, (2.18)
>
8Xa(:’t) =U(s,t) =u(X(s,t),t) = / u(x,t) 0 (x — X (s,t)) dx, (2.19)
Q
0 107
F (S7t) i % (U (8,t)T(S,t)) = EE (T (Sut) 1’1), (220)
X
Bs (R57Zs)
, BT , 2.21
T Ve 20
s Znculll (2.22)

Here, u = (u,, u,) is the velocity of the fluid,( w, is the radial velocity and w, is the
axial velocity), U = (U,, U,) is the velocity of the drop , o is the surface tension, 7
is the unit tangent vector on the interface,and n is the outward normal vector on the
interface. The dimensionless numbers are Reynolds number and Capillary number,
respectively. The Reynolds number (Re) describing the ratio between the inertial
force and the viscous force.The capillary number (Ca) describing the strength of
the surface tension. The Eq.(2.17) is the divergence free equation which means
continuity. we get the force f = (f,, f.) on the fluid by the Eq.(2.18). Because the
Eq.(2.18) represents the interfacial force F spreads to the fluid, and the force F on
the interface is balanced by the normal stress. The Eq.(2.19) represents the interface
was moved by the fluid velocity. The Eulerian (x) and Lagrangian (X) variable are
used in the three-dimensional Dirac delta function 6(x) = d(r)d(z).The Eq.(2.20)
represents the interfacial force F' which arises from the surface tension and its form
is derived from Laplace-Young condition.

2,
-3

(2.15)



We consider the case that the drop is contaminated by the surfactant. Let the
interface be contaminated by the surfactant, which reduces the surface tension, so
that we can find the phenomenon that the surface tension is smaller as the surfactant
concentration is higher. The relation between surface tension and surfactant concen-
tration can be described by the linear equation. The following is the approximation
of linear equation.

o (T) = o, (1 BT, (2.23)

where I is the surfactant concentration, o, is the surface tension of a clean interface,
and 3 is a dimensionless number that measures the sensitivity of surface tension to
variation in surfactant concentration.

2.2 Surfactant concentration equation

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. Due to those reasons, the total mass of the
surfactant must be conserved. The equation of surfactant concentration is derived
in this subsection. In the three dimensional cylindrical coordinates, we present a
slightly different derivation from Stone [9] for the surfactant transport equation in
order to make the total mass of the surfactant conserved.

We can regard the surface as the curve in r-z coordinates in the case of ax-
isymmetric cylindrical coordinates. So, let L(t) be an interfacial segment where
the surfactant concentration (the mass of the surfactant per unit surface area) is
defined. Since the surfactant on the material element don’t transport nor spread to
the surrounding (bulk) fluids, the mass on the segment remained consistent.

Hence,

d
a4 / I (1,4) Rdl = 0, (2.24)

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

d 0X
= T (s,t)|

o5 | fids =0. (2.25)

Further we take the time derivative inside the integral,

/ al' |oX 0 (|0X
L(0) 825 88 315 88

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

R+T

R> > ds = 0. (2.26)



Eq.(2.26) is 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

9 (|9X _ orpox| 019X
ot 0s Ot | Os ot | Os
10X, A + %2 (%)
"| Os ‘%—’8(
OX| | B
= U, g + R }%% (2.27)
(X (VUL 4 % (vu )
"| Os ‘%—f
0X ouU 0X
= Urlas +<§'T)R‘a
0X

Where, the notation V,-u means the surface divergence in axisymmetric cylindrical
coordinates and Vs-u = U,/ R+(0U/07)-T. Since the material segment is arbitrary,
we can get

R‘ o] R‘aX (V,-u)T =0. (2.28)

ox|or L [oX
Os | Ot 0s

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

or 0X 1 0 or 0X
a”‘g‘ws'“)r—peﬁ[(Ra)/‘%

where Peg (Peclet number) is a dimensionless number relevant in the study of trans-
port phenomena in fluid flows and the boundary condition of I' is 9I'/ds = 0 on
OL (t) . We note that surface diffusion is also written in terms of initial parameter
s.

ox
O0s

] (2.29)

2.3 Controlling the interfacial markers uniformly

The interface might be deformed as a velocity field in the domain, which causes
our computational markers on the interface to concentrate on some part of interface
along the fluid flowing direction. This phenomenon leads into a larger error on the
drop volume than the one which interfacial markers are uniformly distributed.



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 uni-
formly. Hence, substitute Eq.(2.19) into

0X (s,t)

5 = U(s,t) +U" (s, t) T

= u(X(s,t),t)+U"(s,t) T
_ /Q u (%, )6 (x — X (5,1)) dx + U (s,1) 7, (2.30)

where the scalar U“ is the artificial velocity, and it can modify the marker posi-
tions such that they avoid being moved by the tangential force. This condition
010X /0s| /0s = 0 means that the tangential displacement of markers remains un-
changed. According to those conditions, we obtain

2m aU ,
o 0 83 ’

U (s,t) = U*(0,t) = (2.31)
where U® (0, t) = 0, since we should fix one marker to modify their relative positions.

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

(2.32)

0x
0s

or 0X

A s (B O

R
ot

2.4 Density and viscosity equations

Because the drop formation would change as fluid flows by, we have to update
the viscosity and density of domain, including inside and outside of the drop, need
to be updated using indicator function.

I(x,t) = /95(X—X)dX,

Then, we take gradient to both side to obtain,

VI(x,t) — v/&(x—X)dX



Furthermore, we take divergence to both side to obtain,

v VI(x,t)=— -/mn-(S(X—X)ds (2.33)

Moreover,
P (X’ t) = p2+ (pl - PQ) I <X> t) ) (2'34)
p(x,t) = po+ (pn —po) I(x,1) (2.35)

3 Numerical method

In this paper,computational solution of the fluid flow variables are defined on
a staggered grid. This implies that different dependent variables are evaluate at
different grid points.

More specifically, the pressure is defined on the grid points labelled as x =
(Ti_l/Q,Zj_l/Q) = ((Z — 1/2)]1, (] = 1/2)h) for i = 1, 2, ey M,j = 1, 2, e ,N, the
velocity components w, and u, are defined at (rit1/2,2;) = (ih,(j — 1/2)h) for
i =1,2,....M—-1,5 = 1,2,...,N and (1, zj412) = ((« — 1/2)h,jh)for i =
1,2,...,M,5 = 1,2,..., N — 1respectively, where the spacing h = Ar = Az. In
addition, the positions of density and viscosity are the same with those of pressure.
A accepted staggered grid configuration is shown in Fig.3.1.It can be seen that pres-
sures are defined at the center of each cell while velocity components are defined at
the center of the call faces.

For the immersed interface, we use a collection of discrete points s, = kAs, k =
1,2,..., MK such that the Lagrangian markers are denoted by X = X(s;) =
(Ry, Zy). The surfactant concentration I'y and surface tension oy are defined at
the half-integer points given by s,_12 = (K — 1/2)As. Without loss of generality,
for any function defined on the interface ¢(s), we approximate the partial derivative
0¢/0s by

Do (s = LAY~ (= e

Since |DsXy| can approximate the interface stretching factor by using this finite
difference convention, the unit tangent vector 7, 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 X} = X (s, nAt), I} =
r (sk_l/g,nAt) ,u” = u(x,nAt), and p" = p(x,nAt) are all given. The details of
the numerical time integration are as follows.

. (3.1)
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Figure 3.1: The computational domain {2 using staggered grid with mesh size h.

1. Surface tension and unit tangent vector

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

o = oo (1— 7). (3.2)
DXT"

r= 3.3

Tk |D5XZ|’ ( )

both of which hold for s;_1/2 = (kK — 1/2)As. Then we define the interfacial
force as

n n_n DSZn N M
Fp = D, (o)) — R—nk (Thng) (3.4)
k
at point Xj.
. Force to the fluid
Distribute the force from the markers to the fluid by
f'(x) = > Fpon (x — X3) As, (3.5)

k



where the smooth version of Dirac delta function,

5 () :{ & (1—|—COS(2h)), if —2h <x<2h (3.6)

otherwise,

is used.

. Navier-Stokes equations
Solve the Navier-Stokes equations. This can be done by the following semi-
implicit second-order projection scheme, where the nonlinear term is approxi-

mated by a second-order extrapolation to avoid solving a nonlinear system at
each time step.

L [3a T — dul 4w n ? - LOurt
P 2AL — U Y T,
B _@ L 22 au}"ﬂ 2 8u 2 8u 2,u UT"H}
n (97“ Re “r Or (9 w 8 or r2
ReCaf
. 3uzn+l 4U Al un 1 15 un—l aun—l e ) aun—l
p 2At " 87" * 0z
e 10 (0 10 3 o
N 62’ Re “ror b 7“ or T 02’ 8
ReCafn (3.7)
a = w, ondfl,
@h : l.l.n—"_1 = O,
~ 1~ n+1 . 3Vh u 8¢ .
Vh . (p—nvh(b ) = IAL 3 an O on 0f) (3.10)
B 3p ( n+l n+1)
n+l1 __
Vo — A7 , (3.11)
P = g (312

Here the gradient operator V, = (0/0r,0/0z) , the divergent operator Vi =

(%%r, 88 )- and the Laplace operator

2, n+1 n+1 2, n+1 n+1 2, n+1 n+1 2, n+1
A, amH — (8 u 1 ou” o*u? ul 0*u” N 1 ou? 0*u” )

or? r or + 022 2 7 o2 r Or 022

10



_ 82¢n+1 1 a¢n+1 aQ(bn—i-l
2 pn+l -
Vi or? * r or + 022

are the standard centered difference operator on the grid which is defined at
the staggered grid mesh. One can see that the above Navier-Stokes solver
involves solving two Helmholtz equations for velocity a"*' and one Poisson
equation for pressure. These elliptic equations are solved by using the direct

sparse solver which is provided by CXML.

. Ghost values form boundary condition

The numercial experiment in next section is concerned with a drop in a
extensional flow. In this case, the initial condition of a extensional flow
u = G (—0.5r, z) is applied in the beginning. The velocity of the computational
domain is [a, b] X [c,d] where a = 0 because of axisymmetric, and the bound-
ary conditions of the velocities are u, = 0 and du,/0r = 0 on r = 0. That
is,u, (r,c) = —=0.5rG,u, (r,d) = —0.5rG,u, (a,z) = 0,u, (b,z) = —0.5bG ,and
u, (r,c) = cG,u, (r,d) = dG,u, (a,z) = zG,u, (b,z) = 2zG. Then approxima-
tions for ghost values from linear extrapolation are given in the following.

ur (3,0) = —rG —u,(i,1),
ur (i, N+1) = —rG —wu,(i,N),
ur (0, ) 0,
u. (M, j) = —0.50G;
YA
u, (i, N) = dG,
s O =, (1,7),
u, (M +1,5) 22G —wu, (M, 7).

Note that w, (i,1),u, (i, N),u, (1,7),andu, (M + 1, ) are unknowns for the
system when these ghost values are used. Therefore, the effect of these ghost
values will appear in the right-hand side of the linear system and simultane-
ously affect the coefficients of the linear system.

. Updating position of marks
Interpolate the new velocity on the fluid lattice points onto the marker points
and move the marker points to new positions.

Uttt = > u e, (x - Xp)h?, (3.13)

Xt = X4 AU (3.14)

11



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

n EA -
S o LU SRS L

k'=0

From the above equations, we have the modified marker positions,
X+ = X7 AU 4 AU (3.16)

. Update surfactant concentration distributionFZ+1

Since the surfactant is insoluble, the total mass on the interface must be con-
served. 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 Eq.(2.29), we have

|1 #3) 0X
R>F:Pes$[ /‘ ” (3.17)

Now we discretiz the above equation by the Crank-Nicholson scheme in a
symmetric way as

ox
O0s

Rloslar Yo Uas

or 0 <’8X

Iyt — et DX + Ry DX;| | R | DX — Ry | DXG| ot 4 T

At 2 At 2
11 RZill/z Tt — Bl RZ+11/2 Lyt -1
Pey As | |DXH |+ | DX As DX + | DX As
. Ri1)s Ui - 1% Ry 1) |
|DXp | +|DXE| As DX} +|D Xy,  As
(3.18)

Where k is “half-integer” index, i.e. k = 0.5,1.5,..., MK — 1/2. According
to the new interfacial marker position X"Jr1 obtained in the previous step and
the boundary condition (I'}*! — F”+1)/As =0, where k = 0.5 or MK + 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 importantly, the total mass of
surfactant is conserved numerically; that is,

> TPHDXE R ,As = Z Tr|DXp| Ry A5 (3.19)

k—1/2
k

The summation in Eq.(3.19) is the mid-point rule discretization for the inte-
gral in Eq.(2.25).The thing that the total mass is conserved can be derived

12



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.

Oyt =0y B DX+ B DX B DXE - B DX T+ Ty

At 2 At 2
n n+1 n n n n+1 n n
[ BEpU ke (Tl + TR /2 =i pUA T (T + 1) /2
2As
+RZ+1/2UAZ+1/2 (FZH + FZ) /2 B RZ—l/QUAZfl/Q (FZ + FZ—l) /2
2As
7 n n n+1 n n
= L Rkill/Q ijr_ll - _ Rktl/2 L
Pes As | DX+ DX As | DX + | DX As
L Ry Ui =T R 1) | B 3.20)
‘DSXZH} + | DX} | As |Ds X5 | + }DsX271| As

. Update density and viscosity

Since the density and viscosity are discontinuous constants across the interface,
they can be represented by Eq.(2.34)and Eg.(2.35). By Eq.(2.32) and Lapace
operator in the cylindrical coordinates, we obtain

N livr; =2L;+Lich; | Vi —Licyy | Ligy — 25+ 1

A ]z — : ’
ol
= 0, on oS
_ Ginypy —Giapy L Gid Gigriyr =~ Gimrjmyo (3.21)

Ar T Az

where,

a Z TLIIth (ri+1/2,j — Rk> dh (ZiJ — Zk) dhAS
G . = ( i+1/2,j > — k
lj Gi,j+1/2

Sonidn (riy — Ri) di (2151172 — Z) dnlds
k
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4 Numerical results

4.1 convergent test

First of all, we test the convergence of Navier-Stokes solver. Here, we perform
different computations with varying meshes h = Ar = Az = 1/32,1/64,1/128,and
the time step size is At = h/4.The solutions are computed up to time 7" = 1.The
problem is set up in fluid domain Q = [0, 1] x [—1, 1], the Reynolds number R, = 1
and the capillary number C'a = 1. We set exact solutions as follows and f,., f, obtain
by E.q.(2.15) ,E.q.(2.16).

u, (ryz,t) = grgcos (mz)e”"
u, (r,z,t) = r?(cos(mr) — 2sin (7z)) e’
p(r,z,t) = cos(27r)cos(nz)e”
When,
p(r,z,t) =1
Tl R |
Table 1: The mesh refinement analysis of the velocity u,, u..
h Hur Bk uexact”oo Rate Huz = uemact”oo Rate
1/32  4.6868E — 04 - T.TA83E — 04 -
1/64 2.0812E —04 1.1712 4.1138E—04 0.9134
1/128 1.1699F — 04  0.8310 2.2038E — 04  0.9005
When,

p(r,z,t) = (1.5+cos(mr))e”"
p(r,z,t) = 1

Table 2: The mesh refinement analysis of the velocity u,, u,.

h |ty — Uezact||oo  Rate |ty — Ueract|loo Rate
1/32  6.1872E — 04 - 7.6975FE — 04 -

1/64 2.1793F — 04 1.5054 4.2531FE — 04 0.8559
1/128 1.1867E — 04 0.8769 2.2278E —04  0.9329
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When,

p(r,z,t) = (1.5+cos(nr))e”
pir,zt) = ((2r° —3r?) cos (mz) + 1) e

Table 3: The mesh refinement analysis of the velocity u,, u,.

h |ty — Ueract]|lco  Rate  |Ju, — Uepact]|oo  Rate
1/32  6.3648E — 04 - 8.9644F — 04 -

1/64  2.3356E — 04  1.4463 5.4650F — 04  0.7140
1/128 1.2293E —04 0.9260 3.3458E —04  0.7079

Table 3 shows the mesh refinement analysis of the velocity u,.,u.. One can see
that the error decreases substantially when the mesh is refined, and the rate of con-
vergence is somewhat first order. Note that, the fluid variables are defined at the
staggered grid in r — z coordinates, but the density and viscosity are defined at the
center of of the uniform grid. In addition there are some cross derivative terms in
our equations, so it is not fully implicit. Thus it is why the rate of convergence
behaves less than second-order.

After above test, we impose the surfactant on the interface to observe the drop
behavior. We observe effects of the clean drop deformation on the viscosity in an
extensional flow , u, = —0.5Gr and u, = Gz, where GG is the principal strain
rate [6], and is chosen as G = 1. The computational domain is chosen as Q =
[0,1] x [=1,1] in the axisymmetrical cylindrical coordinates, and the initial drop is
chosen as a circular one with radius ry = 0.25. We choose = 1 for the surface
tension equation Eq.2.23. In order to make our research convinced, we should carry
out the convergence study of the immersed boundary method. We use the different
mesh h = Ar = Az = 1/32,1/64,1/128 and 1/256 to perform our computation
relatively. The Lagrangian mesh is chosen 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 Reynolds number
Re = 1, Capillary number Ca = 0.25, Peclet number Pes = 12.5, the viscosity
inside drop p; = 5, and the viscosity outside drop us = 1.
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Table 4: The mesh refinement analysis of the velocity w,, u,, and the surfactant
concentration I.

h [ty — Uppesllo Rate  |Ju. — Uzpesllo Rate | — Lyosllo Rate

1/32  7.2843E —03 - 8.4760E — 03 - 1.1299F — 02 -
1/64  3.9920FE — 03  0.8677 3.7282E —03  1.1850 6.2283F — 03 0.8593
1/128 2.0879E — 03  0.9350 1.3146E —03  1.4744 2.4108FE — 03 1.3692

Table 4 shows that the error of ||u, — Ugyef|loo, ||tz = Uzpeflloos and ||I' = Tepl|oo
converge to zero where Ug,.r, Uz, and I,y are r-axial, z-axial reference velocities,
and reference surfactant concentration relatively. The convergent rates for wu,, u.,
and I" are about first order, but our method is a second order scheme. Note that since
the fluid velocities are defined at the staggered grid in r — z coordinates, the refined
mesh will not coincide with the same grid locations. Thus, we approximate the
coarser grid by cubic spline interpolation the velocities obtained from the reference
grid near the coarser grid. In addition there are some cross derivative terms in our
equations, so it is not fully implicit. We attribute this is part of the reason 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.

4.2 Oscillating drop

Before to proceed, 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.
This computational domain is set up as = [0, 1] x [—1,1] in the axisymmetrical
cylindrical coordinates, and put a spheroid drop with the semi-major axis whose
length is a = 3/4 and with the semi-minor axis whose length is b = 1/3, respectively
into our domain. Then, given the computational mesh h = Ar = Az, At = h/8, the
Reynolds number Re = 25, the Capillary number C'a = 0.04, and the surface Peclet
number Pe, = 12.5. The initial surfactant concentration is uniformly distributed
along the interface such as I' (0, s) = 0.5. The parameters in E.q.2.23 are chosen as
o. = 1 and 8 = 0.5,respectively. In the meanwhile, we consider the density inside
and outside of the drop are iy = 2 and py = 1, respectively, and we computed the
relative error of the drop volume V., by

V-V
Vip = 1
Vi
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, where V;
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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, C'a = 0.04 and At = h/8.

In figure 4.1, the oscillation of the drop depends on the fluid velocity field and
the incompressibility of the drop. We also observe the distribution of the viscosity
in figure 4.1. The spheroid drop with a = 3/4 and b = 1/3 oscillates from the time
T =0 to T = 2, and its steady state is the sphere drop with the radius r = 0.4145.
After T' = 2, the amplitude of vibration is smaller than the one before T' = 2, but
the drop volume leaks with the time evolution. The reason of this phenomenon
is that there is the spurious velocities 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 7' = 2.75 in figure 4.1. So,
this is an acceptable error range for us.

4.3 Effects of the clean drop deformation on the viscosity

There is different viscosity inside the drop,so we will study it in this section. We
observe effects of the clean drop deformation on the viscosity in an extensional flow

, U = —0.5Gr and u, = Gz, where G is the principal strain rate [6], and is chosen
as G = 1. Throughout this computation, the computational domain is chosen as
Q = [0,1] x [=3,3] in the axisymmetrical cylindrical coordinates, and the initial

drop is chosen as a circular one with radius rq = 0.25. We also fix the density inside
and outside the drop p; = p; = 1, the Reynolds number R, = 1, and the Capillary
number C'a = 0.6. Here, we use the mesh h = Az = Ay = 1/64, the Lagrangian
grid with size As &~ h, the time step size At = h/8, and computed up to time
T = 4. A convenient method for expressing the viscosity difference between two
sides of drop is viscosity ratio A, where p; and ps mean viscosity inside and outside
the drop,
A=HL
2
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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,we first observe a property for
the clean drop with the viscosity ratio A = 1,5 and 10, and we fix uo = 1 in this
computation.

Time =0 Time =1 Time =1.5 Time =2
3 T 3 T 3 T 3 T
2t , 2t , 2t , 2+ 1
1f 1 s 1 1 1 1r 1
4O 1 0910 110
-1 , -1+ , -1t , -1t 1
-2F 1 -2F 1 -2F 1 -2F 1
A=1 —A=1 A=1 —A=1
— — -A=5 — —-A=5 — — -A=5 — —-A=5
- - A=10 - - A=10 - - A=10 - - A=10
3 T _3 T _3 T _3 T
-1 0 1 -1 0 1 -1 0 1 -1 0 1
r r r r
Time =2.5 Time =3 Time =3.5 Time =4
3 T 3 T 3 T 3 T
2F 1 2 1 2F 1 2r 1
1f 1 1f 1 1f 1 1r 1
» i
- o)
/\‘ fin
N~ OfF 1 ~ OfF 1 N~ OfF l‘: 1 ~ OfF I 1
il
[ /
- N
-1 1 -1 1 -1 1 -1 1
-2F 1 -2F 1 -2F 1 -2F 1
—A=1 —A=1 —A=1 —A=1
- —-A=5 - —-\A=5 - —-A=5 - —-A=5
—— A=10 — = A=10 — = A=10 — — A=10
-3 T -3 T -3 T -3 T
-1 0 1 -1 0 1 -1 0 1 -1 0 1

r r r r

Figure 4.2: The time evolution of a drop in an extensional flow with A = 1,5 and
10 at T' = 4.
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Viscosity describes a fluid’s internal resistance to flow and may be thought of
as a measure of fluid friction. For example, high-viscosity magma will create a tall,
steep stratovolcano, because it cannot flow far before it cools, while low-viscosity
lava will create a wide, shallow-sloped shield volcano. We can observe the defor-
mation of the drop by flow in Fig.4.2, and as A = 1,5, and 10 the tip point of the
interface on the z—axis are at about the positions (r, z) ~ (0,+1.221), (0, +0.6437)
and (0,40.4515) respectively at 7" = 4. By Eq.2.6 we know that E is the rate of
deformation rate and the larger viscosity leads to smaller E. That is, the harde the
drop will deform. We can observe this phenomenon from Fig.4.2. Thus drop is more
sticky as viscosity is higher, the shape of drop is more difficult to be affected by flow.

We then examine how the bubble would deform when viscosity of the inside
drop is smaller than that of outside drop, i.e., viscosity ratio A < 1. We also
observe effects of the clean drop deformation on the viscosity in an extensional flow

, U = —0.5Gr and u, = Gz, where G is the principal strain rate [6], and is chosen
as G = 1. Throughout this computation, the computational domain is chosen as
Q = [0,1] x [-3,3] in the axisymmetrical cylindrical coordinates, and the initial

drop is chosen as a circular one with radius ro = 0.25. We also fix the density
inside and outside the drop p; = ps = 1, the viscosity inside drop pu; = 1, the
Reynolds number R, = 1, and the Capillary number C'a = 0.6. Here, we use the
mesh h = Az = Ay = 1/64, the Lagrangian grid with size As & h, the time step
size At = h/8, and computed up to time T = 4.

Time =0 Time =0.5

Time =0.75 Time =1
T T

A=1 —— =01 —— =01 —— =01
- - -\=5 - - -A=05 - - -X=05 - - -r=05
- - =10 - - =1 - - =1 - - =1
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Figure 4.3: The time evolution of a drop in an extensional flow with A = 0.1,0.5
and 1 at 7' = 2.

We can observe the deformation of the drop by flow in Fig.4.3, and as A =
0.1,0.5, and 1 the tip point of the interface on the z—axis are at about the positions
(r,z) ~ (0,42.1323), (0, £1.0702) and (0,40.4951),respectively at T = 2. As above
we observe the deformation of drop is more intense when viscosity ration is lower.
From Fig.4.2 and Fig.4.3, we notice the velocity of drop deformation with viscosity
ratio A < 1 is faster than that with viscosity ratio A > 1. By Eq.2.6 we know
that E is the rate of deformation rate and the larger viscosity leads to smaller E.
As viscosity ratio A < 1, we can think of it as viscosity outside drop pe < 1 and
viscosity inside drop p; = 1. Therefore we can perceive that the drop would be
easier to deform from Fig.4.3. Thus drop is less sticky as viscosity is higher, the
shape of drop is easier to be affected by flow.
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4.4 Effects of the drop deformation on surfactant

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, v, = —0.5Gr and u, = Gz, where G = 1. By the comparison,
we observe that the surface tension reduces when the surfactant is on the interface.
Here, we use the mesh h = Az = Ay = 1/64, the Lagrangian grid with size As &~ h,
and the time step size At = h/8.

The problem is set up as a drop immersed in a fluid domain ©Q = [0, 1] x [—3, 3]
with viscosity 1, which the drop is a circle with radius o = 0.25. We also fix the den-
sity inside and outside the drop p; = p = 1, the Reynolds number R, = 1, the Cap-
illary number C'a = 0.6,and the surface Peclet number P.; = 1.25. The initial surfac-
tant concentration is uniformly distributed along the interface such as I" (0, s) = 0.5,
and the parameters in E.q.2.23 are chosen as 0. = 1 and § = 0.5,respectively. We ex-
amine viscosity ratio A = 1,5 and 10 repeatedly and observe the distinction between
the clean interface (no surfactant) and contaminated interface (with surfactant).

Time =0 Time =1 Time =1.5 Time =2

T T T T
— — —clean — — —clean — — —clean — — —clean
surfactant surfactant surfactant surfactant

-2f , -2 , -2 , -2F
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Figure 4.4: The time

From the Fig4.4, the tip points of the interface on the z-axis are about at the
(r,z) =~ (0,£2.0376), then we obtain the distance of contaminated drop
from the tip point to the center is larger than that of clean drop. We observe the
contaminated drop deforms more intensely because surfactant decrease the surface

positions

evolution of a drop in an extensional flow with A = 1.

tension, causing the drop more likely to deform.
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Figure 4.5: The time

From the Figd.5, the tip points of the interface on the z-axis are about at the
positions (r,z) &~ (0,20.8187), then we also obtain the distance of contaminated
drop from the tip point to the center is larger than that of clean drop. Then,
We examine viscosity ratio A = 10 and observe the distinction between the clean

evolution of a drop in an extensional flow with A = 5.

interface (no surfactant) and contaminated interface (with surfactant).
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Figure 4.6: The time evolution of a drop in an extensional flow with A = 10.

From the Fig4.6, the tip points of the interface on the z-axis are about at the
positions (7, z) ~ (0, 4£0.4929), then we we also obtain the distance of contaminated
drop from the tip point to the center is larger than that of clean drop.
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Figure 4.7: This is the total mass of surfactant for Pe; = 1.25.

Even though surfactant would affect the drop deformation, viscosity is the main
factor, and flow is more sticky as viscosity is higher, the shape of drop is more
difficult to be affected by flow. Since the surfactant is insoluble, the total mass of
the surfactant must be conserved In Fig.4.7, no matter which viscosity we choose,
the total mass of surfactant for Pey, = 1.25 is conserved very well by our method.
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4.5 Effects of the drop deformation on Peclet number

In this subsection, we compare the influence of different surface Peclet number
Pe, on the elongation of contaminated drop, and we choose peclet number Pe, from
0 to 500, partitioned 50 choices at once. Here, we first put a contaminated drop in
the extensional flow, v, = —0.5Gr and u, = Gz, where G = 1 and compute up to
T = 4 in the domain Q = [0, 1] x [—3, 3]. Then, we fix the Reynolds number R, = 1,
the Capillary number Ca = 0.3,and I' (0,s) = 0.5 with the parameters in E.q.2.23
chosen as 0. = 1 and 3 = 0.5,respectively.

Figure 4.8: Drop in axisymmetric flow.

A convenient method for expressing the results of experiment is to measure L, the
length of the drop in the direction of the r axis, and B, the breadth in the direction
of the z axis. As noting in Fig.4.8, the degree of deformation can be characterized
by the scalar Dy that was originally introduced by Taylor [11].

L—-B

Dy=—-—"= 4.1
'~ L¥B (4.1)

degree of deformation D,

L L L L L L L L L
“o 50 100 150 200 250 300 350 400 450 500
Peclet number Pe,

Figure 4.9: This is the deformation of drop with Peclet number Pe, at T' = 4.
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Figure 4.10: This is the total mass of surfactant for every Peclet number Pe;.

Since the underlying extensional drives the surfactant toward to the tip points of
the drop, the surfactant concentration is higher and thus the surface tension is lower
near the tips. When the Peclet number is lager, the surfactant gradient along the
interface is lager too, therefore, the overall drop elongation is greater. From Fig.4.9
we noticed from Peclet number Pe; from 0 to 150 the larger the deformation the
more obvious, but past 150 the larger the change will also be additional, but the
higher the number the higher the tendency to plateau. By Fig.4.10 we also obtain
the total mass of surfactant conserved no matter Peclet number which we choose.

5 Conclusion

In this paper, we used the immersed boundary method such that the interface is
in the different phases with different densities and viscosities by an indicator function
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 u, = 0 and Ju,/0r = 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 uni-
formly 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.

In our future work, 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 mov-
ing contact line case. Furthermore, we can develop the more general 3-dimension
simulation.
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