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Abstract

We present a new surface tension force formulation for a diffuse-interface model, which is derived for incompress-
ible, immiscible Navier—-Stokes equations separated by free interfaces. The classical infinitely thin boundary of separa-
tion between the two immiscible fluids is replaced by a transition region of small but finite width, across which the
composition of the one of two fluids changes continuously. Various versions of diffuse-interface methods have been
used successfully for the numerical simulations of two phase fluid flows. These methods are robust, efficient, and capa-
ble of computing interface singularities such as merging and pinching off. But prior studies used modified surface ten-
sion force formulations, therefore it is not straightforward to calculate pressure field because pressure includes the
gradient terms resulting from the modified surface tension term. The new formulation allows us to calculate the pressure
field directly from the governing equations. Computational results showing the accuracy and effectiveness of the method
are given for a drop deformation and Rayleigh capillary instability.
© 2004 Elsevier Inc. All rights reserved.
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1. Introduction

In this paper, we derive a new surface tension force formulation for a diffuse-interface model of incom-
pressible, immiscible two-phase flow. The basic idea underlying the new formulation is to replace level set
based surface tension formulation [7] by an equivalent phase field form. The diffuse-interface method (see
the review paper [2] for the development and application of this model for both single-component and
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binary fluids) is getting the growing popularity in solving multiphase fluid flows especially when the inter-
face undergoes extreme topological changes, e.g., merging or pinching off (see [4,17], and the references
therein). In this method, we introduce an order parameter ¢, which is a mass fraction of one of two phases.

The advantages of this approach are: (1) topology changes without difficulties; interfaces can either
merge or break up and no extra coding is required; (2) the composition field ¢ has physical meanings
not only on the interface but also in the bulk phases. Therefore, this method can be applied to many phys-
ical phase states such as miscible, immiscible, partially miscible, lamellar phases, to name a few. Fig. 1
shows evolution of the randomly oriented lamellar structure of block copolymers under steady shear flow
[16]; (3) it can be naturally extended to multicomponent systems (more than two components, e.g., ternary
system) and three space dimensions with straightforward manner [18]. Fig. 2 shows time sequence of two
droplets leaving interfaces under surface tension forces. This system consists of three immiscible, density
matched fluids, i.e., top and bottom fluid (I), middle fluid (II), and two droplets (IIT) between interfaces.
Surface tension between fluid I and III are greater than the other ones.

The continuum surface force (CSF) formulation [6] is widely used in modeling surface tension force of
two phase fluid flows in volume-of-fluid (VOF) [10,11,26,32], level set method [7], and diffuse-interface
method [4,9]. In the CSF computational model, the surface tension is converted into a form of volume force
and the resulting force is proportional to the product of the interface gradient and the surface curvature.
The effects of surface tension are consequently included in the computational model through an external
forcing term added to the momentum equation.

In a level set method [7], the governing equation for the fluid velocity, u and the pressure, p can be writ-
ten as

p(P)(w +u-Vu) = =Vp+ V- (2n(¢)D) — ok(d)o($)V + p(§)g, ()

where p, n, D = (Vu + VuT)/Z, o, k, 0, and g are the density, the viscosity, the deformation tensor, the sur-
face tension coefficient, the curvature, the Dirac delta function, and the gravity, respectively. The level set
function is denoted as ¢ and it is taken positive in one phase and negative in the other phase. Therefore, the

Fig. 1. Evolution of the lamellar structure under shear flow.

Fig. 2. Evolution of two droplets leaving interfaces under surface tension forces.
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interface of two fluids is the zero level set of ¢. Also, ¢ is initialized to be the signed normal distance from
the interface. For simplicity of presentation, here we focus on density (which is taken to be 1) and viscosity
matched case. In the last example, we will present a bubble rising in the water to validate our scheme to the
case having large density and viscosity ratios. Then Eq. (1) becomes

u, +u-Vu=—-Vp+ nAu — ox()é(¢p)Vo.

In a diffuse-interface method [4,9], the governing equation can be written as

u+u-Vu=-Vp+nAu+F,, fori=12, or 3. (2)
Here
F, = geaV - (|Ve|'I — Ve @ Ve), (3)
P, =2 e, 4)
€
F; = —ﬂcv,u, (5)
€

where o is given in Eq. (14), € is a small positive parameter, / is the unit tensor d;, u is a chemical potential,
which is defined as

1= F'(c) — €Ac, (6)
where F(c) = ;¢*(1 — ¢)*. The term V¢ ® V¢ is the usual tensor product, i.e. (Ve ® Ve), = Le e Tn (15,19~

oy ax

22,27], surface tension formulation F; is used. In [3,9,12,34], F» is used. F5 is used in [13,14 17] In this
paper, we propose a new surface tension force formulation, Fjy.

Ve 2 VC
F,=—-0V- ( )e:x Ve 7
where V - ea|Ve|?, and X< correspond to k(¢), (¢), and Ve in Eq. (1), respectively. This new formu-

Vc\ > [Ve|
lation idea is from the level set formulation.
The curvature of each level set is

Vc) 1 ( Ve Vc)
k=V- |— Ac —VVe: —— Q@ — 8
<|Vc| vl Vel ¥ Ve ®)

where the operator " is defined as 4 : B =), ijbij. Therefore the Egs. (3)—(5) can be rewritten as

F, = geaV - (|Ve|'l — Ve ® Ve) = aeoc(—Ach + EVVC|2>

Ve Ve )

=F,—oae| | VVc: ® )Vc =V|Ve }, 9
o (Ve g e Ve ®)

f(c) Ve Vc)

F, :—,ch——aoce;chVc—i—aoc(—— eVVe: — ® — | Ve
Ve Vel © Vel
f(c) Ve Ve

_F _ 1
4+Joc< ; eVVe \Vc\®|Vc\ Ve, (10)

= =T (e - SACO NI 2 P U R
F; = 6cV,ufe(,ch View)) = F4+aa(€ eVVe |V|®|V |)V 6V(c,u). (11)
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The previous numerical studies [3,9,12-15,19-22,27,34] with F;, F,, or F; did not calculate pressure field
explicitly. It is evident from the above equations (9)—(11) that why previous works did not calculate pres-
sure field explicitly. It is partly due to the fact that all the pure gradient terms are absorbed in the pressure in
the formulations F, F,, or F;.

Calculation of pressure field is important in some situations. For example, a circular hydraulic jump is
formed when a vertical liquid jet impinges on a horizontal surface and spreads out radially on the surface.
In a study [35], they found that the pressure deviation from the hydrostatic equilibrium around the hydrau-
lic jump is essential for the structure formation and that the surface tension plays an important role for the
establishment of the pressure deviation.

For another example, let us consider a biomedical simulation which is one of the most important appli-
cations of computational fluid dynamics. The growth of the vascularized tumor depends vitally on the
nutrient transfer rate, the level of nutrient in the blood, and the blood pressure in the new capillaries.
The phase-field model for the sharp interfaced model [36] of a tumor growth can be written as

u—éAu= —nuVp — Fy, (12)

where € is a constant, i is cell mobility, and Fy is a surface tension force. The authors in the paper [36]
tested the pressure field with the new surface tension force F4 and found a good agreement with the results
from the sharp interface model. The pressure field plays a key role in explaining the rate of nutrient transfer,
and hence the rate of growth of the tumor [36].

Here, we view the diffuse-interface model as a computational method. The most significant computa-
tional advantage of this method is that explicit tracking of the interface is unnecessary. Note that only
the 1/2 level set of the concentration field is physically relevant as interface locations unlike most other
diffuse-interface models. This proposed diffuse-interface model is a hybrid method which combines a
level set type surface tension force formulation and a concentration relaxation by a diffuse-interface
model.

The main purpose of this paper is to introduce a new surface tension force formulation in diffuse-inter-
face models. The novel feature of this new formulation is that it permits the explicit calculation of pressure
field from the governing equations. The contents of this paper are: in Section 2 we discretize the new surface
tension force formulation. In Section 4 we present numerical experiments to validate our new surface ten-
sion formulation. The experiments are simulations of 2 dimensional drop, 3 dimensional drop under shear
flow, and axisymmetric thread breakup under capillary force. In Section 5, conclusions are given.

2. Discretization of the surface tension force formulation

In this section, we derive a discretization of the new surface tension force and for simplicity, we present it
in 2D and 3D case is a straightforward extension. Let the surface tension formulation (7) be rewritten as

\Y%
F, = —ceaV - (ﬁ) |VelVe. (13)

We want the concentration field, ¢, to be locally equilibrium state during evolution. To match the surface
tension of the sharp interface model, « must satisfy

eoc/ (¢ dx =1, (14)
where ¢*9(x,y) = [1 + tanh(x/(2v/2¢))]/2 is an equilibrium composition profile in the infinite domain when
the chemical potential is given as Eq. (6) [14] and it is a good approximation in the finite domain. Therefore
from Eq. (14), we get o = 6v/2.
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Let a computational domain be partitioned in Cartesian geometry into a uniform mesh with mesh
spacing h. The center of each cell, Q, is located at (x;y;) = ((i — 0.5)4,(j — 0.5)h) for i=1,..., M and
j=1,..,N. M and N are the numbers of cells in x and y-directions, respectively. The cell vertices are
located at (x;,1,y;,1) = (ih,jh). Vertex-centered normal vectors are obtained by differentiating the phase
field in the four surrounding cells. For example, the normal vector at the top right vertex of cell Q; is
given by

n — (i w7 _(Cit1,j Tt Civi,j41 — Cij — Cijjrl Cijg + Ciy1,j41 — Cij — Ciy1,j
it T \ M i) T 2h ’ 2h :

The curvature (8) is calculated at cell centers from the vertex-centered normals and is given by

X Y X ) X /
o+ o —-n o, —-n T A
n U (Mt T ikt ™ Moy Mkt Mg Mk g
kle) = Vi () == + - - :
]
, 2h

[n| |ni+%,j+%| \HH%’ —%| |nz—7,j+2‘ |nz—%,j 2|

where V,; is a finite difference approximation to the divergence operator. And the cell-centered normal is the
average of vertex normals,

Vacij = (ni%,jg UL TR ni_%,j_%) /4,

where V, is a finite difference approximation to the gradient operator. Therefore, the discretization of the
proposed surface tension force formulation Fy4 is

Fi(c;) = —oeaV, - (| |) |Vacij| Vacy;.

3. Numerical experiment without flow

Let us consider equilibrium of a drop placed within another fluid. Let the drop composition be defined as

c(xy) = ;<1+tanh ijg”). (15)

We define the interface location to be the position of the level set ¢ = 0.5. Fig. 3(a) shows composition
field (15) of an unit circle along with the interface (solid line).

In equilibrium state of a droplet, velocity vanishes (u = 0) and therefore the governing Eq. (2) reduces to
Eq. (16) and therefore pressure gradient should balance surface tension force.

Vp = —cea {v (é |>|vc|vc} (16)

We solve Eq. (17) numerically by taking divergence operator to Eq. (16) with ¢ =1, 256 x 256 mesh,
computational domain Q = [—4,4] x [—4,4], and € = 0.03.

Ap = —geaV - [v (@ﬂ) vcvc] (17)

where we discretize Ap by

Adpi+%,/+% = (pi—%,j-%—z +pl+7,/+g +pt+2,/+3 +pl—— /+— 8pl+2 /+é +pl+2,/+l +[71—7,/' +pl+2,j +pl+3,/_l)/(3h2)'

29
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(@ (b)

Fig. 3. (a) Composition field along with contour plot ¢(x,y) = 0.5. (b) Contour plots of pressure field.

From Laplace’s formulation we can obtain the theoretical prediction of the pressure-jump inside an infi-
nite cylinder as Apgeor = 6/R, where o is surface tension coefficient and R is the cylinder radius. Fig. 3(b)
shows isocontour of the pressure field at (p = 0.1, 0.3, 0.5, 0.7, 0.9) along with composition (solid circles) at
¢=0.1 and 0.9. Pressure changes within interface region and Laplace’s law is well verified.

Fig. 4(a) shows numerically calculated curvature around interface region along with the exact one, ‘o’,
defined by V - (Vc/|V¢|) on the ellipsoid %2 +3? = 1 (solid line). Fig. 4(b) shows contour plots (dotted lines)
of the pressure field around the ellipsoid %2—&— 3> =1 (solid line).

4. Numerical experiments with flow

In this section we present 2D, 3D, and axisymmetric flow simulations to demonstrate the flexibility and
accuracy of the new surface tension formulation. For completeness, we describe numerical solution proce-
dure for 2D. 3D is straightforward extension and axisymmetric case is given in detail in [15]. The nondi-
mensional governing equations, Navier—Stokes—Cahn—Hilliard equations (NSCH), are

V-u=0, (18)

W+ u- V= —Vp +év n(e)(Vu+ V)]~ £ (%) Vel Ve, (19)
1

¢+u-Ve= Fev - (M(c)Vu), (20)

w=1(c) - Chc, (1)

where the dimensionless parameters are Reynolds number, Re = p.V.L./n., Weber number,
We = p,L,V*/s, Cahn number, C = ¢’/u,, and diffusional Peclet number, Pe = L,V./(M,u,). The values
with lower * are characteristic values of corresponding ones. M(c) is a composition dependent mobility
and is defined by M(c) = c¢(1 — ¢) [8].
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(a) (b)
3

-3 -2 -1 0 1 2 3
Fig. 4. (a) Numerically calculated curvature around interface region dlong with the exact one ‘o’ on the ellipsoid XTZ +3? = 1 (solid line).
(b) Contour plots (dotted line) of pressure field around the ellipsoid % + »* = 1 (solid line).

4.1. Numerical procedure

Our strategy for solving the system (18)—(21) is a fractional step scheme having two parts: first we solve
the momentum and composition equations (19)—(21) without strictly enforcing the incompressibility con-
straint (18), then we approximately project the resulting velocity field onto the space of discretely diver-
gence-free vector fields [5].

]

The discrete velocity field uj; and composition field ¢}, are located at cell centers. The pressure p |18
located at cell corners. The notatron uj; is used to represent an approxrmatron to u(x;y;t"), where = nAt
and At is a time step. Likewise, p 1 ) is an approximation to p(x; + z,yl " 2).

The time- steppmg procedure is based on the Crank—Nicholson type method At the beginning of each
time step, given u” ", "1 ¢" and "2, we want to find u” ™" Ut and p”*z which solve the following

second-order temporal discretization of the equation of motion:

un+1 —u" 1
A n( Va4 (V)] 5 V() [Tl + (Ta)]
+F* — (u- Vdu)
L g MV - (u- V)™ (22)
A P d c dH dC 5
41 _ l n n+1 _ g n n+1
b= L) 4 @) — S + ) 23)

where F"*? is the surface tension force term and the updated flow field satisfies the incompressibility
condition

Vd . lln_*—1 =0.
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The outline of the main procedures in one time step is as follows.

Step 1. Initialize ¢° to be the locally equilibrated composition profile and u” to be the divergence-free veloc-
ity field.

Step 2. The half time values u"*2 and c"+2 are calculated using an extrapolation from previous values, i.e.,

ut = (Bu’ —uw")/2 and " = (3¢" — 1) /2. With these half time values, we calculate
(u-Vyc) "+ by using a second order ENO scheme [28].

Step 3. Update the composition field ¢" to ¢"*! by solving the discrete Cahn—Hilliard (CH) Egs. (22) and
(23). Details of this step, which use a nonlinear multigrid method and a second order accurate dis-
cretization in time and space, are presented in Section 4.1.1. Once ¢"*! is obtained, we compute
= (¢ )2 and n(c™*h.

Step 4. Compute (u- V, u) s by using a second order ENO scheme and F'? with "3,

Step 5. We solve

ut —u”
At

1 1
= —Vdp"’% + mvd . n(c”“)[vdu* + (Vdu*)T] + %V(i . n(c”)[Vdu" + (Vdu")T]
+FH - (u- V) (24)

using a multigrid method for the intermediate velocity u* without strictly enforcing the incompress-
ibility constraint.
Step 6. Project u* onto the space of discretely divergence free vector fields and get the velocity u"*!, i.e.,
wt =o'+ AV, where ¢ satisfies Ay = V
Step 7. Update pressure, p'z = p"2 + ¢. These complete one time step.

4.1.1. Cahn—Hilliard equation with advection — a nonlinear multigrid method

In this section, we describe a nonlinear full approximation storage (FAS) multigrid method to solve the
nonlinear discrete system (22) and (23) at the implicit time level. The nonlinearity is treated using one step
of Newton’s iteration and a pointwise Gauss—Seidel relaxation scheme is used as the smoother in the mul-
tigrid method. See the reference text [33] for additional details and background. The algorithm of the non-
linear multigrid method for solving the discrete CH system is:

First, let us rewrite Egs. (22) and (23) as follows.

NSO(e"* ) = (¢".4").

where

n+1 7) — Cn+1 1 ntl ntt ntt 1 n+1 c n+1
NSO(E gt = (S = o V- (M Vgt ™), 407 = (@71 45 Age

and the source term is (¢" ") = (5 — (u-V c)”+2,; (¢") =S Auc™).
In the following description of one FAS cycle, we assume a sequence of grids Q; (€ _ is coarser than
by factor 2). Given the number v of pre- and post-smoothing relaxation sweeps, an iteration step for the

nonlinear multigrid method using the V-cycle is formally written as follows [33]:

4.1.1.1. FAS multigrid cycle.
{ i, uﬁf“} — FAScycle (k R Z,NSOk,QSZ,lpZ,v).

m+1 n+1

m—l . .
That is, {c,’f,uk 2} and { My } are the approximations of ¢"" "(x;y;) and u"+%(x,«,yj) before and after

an FAScycle. Now, define the FAScycle.
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(1) Presmoothing
m—3 v on om  mh non
{Ezla:uk } = SMOOTH (Ck,ck SHy _aNSOk,(l’)kalpk),

which means performing v smoothing steps with the initial approx1mat10ns T CZ’ source terms ¢y, V/},
and SMOOTH relaxation operator to get the approximations ¢, i, E . One SMOOTH relaxation operator
step consists of solving the system (27) and (28) given below by 2 x 2 matrix inversion for each i and j. Here,

we derive the smoothing operator in two dimensions. Rewriting Eq. (22) we get

ntd n+h n+l n+d ntl n+ ntl o ntl n+l ol

iﬂ Mmz,j_'—M M, b +M:r— n+} = ¢ + ’+‘2f '+1a/+M Lt 12:J+Mui‘ Hiji +Mui-'uv/il
At the B =%y h*Pe '
(25)

Since f(c "*1) is nonlinear with respect to c”+l we linearize f'( "“) at cjj, ie.,
n " m df(cl“) n m
f(clj+l) Nf(cij) -1-71(%“ _ cij)'
After substitution of this into (23), we get
2C¢ df () df(cj) , C " " .

<h2 + Zdl] Cl/-H lpl/ + f( ) 2dcj Ci/ - 2/’12 ( l:ll,] + G +]1/ + G -;—Jlrl + ct-;ll) (26)

Next, we, replace el and ,u 1n the Egs. (25) and (26) with ¢}, and ,uk, if k < iand /<, otherwise with
e and 1, 2, ie.,

m—}

m— 7 m— m—=s _m— 5 "7*3 ,Wl*l
o MM LM ,,+' +M’j__ . M)} M, z/”l LM jMwH MR
At the v W Pe ’
(27)
m—1
where MH;j =M((cf; + ¢y, + ¢y +ciyy,;)/4) and the other terms are similarly defined.
2C  df(cy) e 1o dfle) ¢ .
_<?+ chj )Cz/+ 27‘//1/+ f( 11)_ ZdC] Cij_2h2(t+l/+cz 11+C11+1+cz/ 1) (28)
(2) Compute the defect
—m —m non —m _m—%
(d dyy) = (@) — NSOW(e] iy °). (29)

(3) Restrict the defect and {E’Z’,,H:h%}
(‘71,1'11(71’&;”%1) = Ii_l(d;nk’dm ), (dmpﬁk 1) = Ik I(Ck >#k )
The restriction operator /£~ maps k-level functions to (k — 1)-level functions.
_ 1
di(xiyy) = Iy di(xiy;) = 7 Ay )+ die i) + dexigy; ) + dixegyig))-

(4) Compute the right-hand side

(P W) = ( 1k— 1sd2k 1) + NSO (¢ p:“k 1)

(5) Compute an approximate solution {ckfl,uk_l} of the coarse grid equation on Q. _, Le.

NSO (e oty ) = (91 ))- (30)
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If & = 1, we explicitly invert a 2 ¥ 2 matrix to obtain the solution. If k > 1, we solve (30) by performing a
FAS k—grld cycle using {¢” |, [ ¢ as an initial approx1mat10n

m—1 n _
{Ck 1ol 12} = FASCYCIC( — Ll ey 1aNSOk @iy )
(6) Compute the coarse grid correction (CGC):

1 m—i _1
A= ~ _m—3

~m _am  _ —m 2 7 _
Ulke1 = €1 — Cs UZk—l_:u -1~ M1

1
N

(7) Interpolate the correction: i, = It |7, i, ° - =15 iy, -

Here, the coarse values are simply transferred to the four nearby fine grid points, i.e.
k(i) = I 01 (x02;) = 01 (x41,5,1) for i and j odd-numbered integers.
(8) Compute the corrected approximation on Q.

1
m,after CGC " m—s,after CGC m—i Am——
¢ Cp + Ulm’ My =M Uy

(9) Postsmoothing
(e = SMOOTHY (e, O i+ “°“ NSOy 107 ).

This completes the description of a nonlinear FAScycle.

We find that convergence of the multigrid method can be achieved with time steps that depend very
weakly on the spatial grid size. In particular, convergence is obtained if A7 =~ h. We define the convergence
criterion as a discrete /,-norm of the difference between mth and (m + 1)th-iterations becomes less than a
tolerance, 10~7. That is,

e — || < 1077, where ||c|| = A Zc,j

ij

The typical number of iterations with the tolerance for the solver to converge is two or three V(1,1)-
cycles. For more detailed analysis and notations, see the paper [17]. One should note that there are a couple
of differences between the previous paper [17] and this work. First, treatment of nonlinear term, in the pre-
vious one, we used a Taylor series expansion, but in this work, we use analytic derivatives. Second, we use a
concentration dependent variable mobility here, which was taken as constant in the previous paper. The
local mode Fourier analysis for the relaxation step can be done in a similar way as being done in the paper
[17].

4.2. Numerical experiments and validation

In this section, we validate our scheme by verifying the second-order convergence, spurious currents,
capillary wave, three dimensional drop deformation in a shear flow, Rayleigh-capillary instability, and a
rising bubble problem with high density and viscosity ratios.

4.2.1. Convergence test
To obtain an estimate of the rate of convergence, we perform a number of simulations for a sample
initial problem on a set of increasingly finer grids. The initial concentration field is
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c(ry) =1 —% {tanh (y;%) + tanh (OzLﬁ_ey)] (31)

and initial velocity field is a double shear layer taken from [5]

tanh(30(y — 0.25)) for y < 0.5,
u(xy) =4

tanh(30(0.75 —y)) for y > 0.5,
v(x,y) = 0.05sin(2nx),

on a square domain, [0,1] x[0,1]. Thus, the initial flow field consists of a horizontal shear layer of finite
thickness, perturbed by a small amplitude vertical velocity. The numerical solutions are computed on
the uniform grids, Ax =Ay=h=1/2"forn=75, 6, 7, 8, and 9. For each case, the convergence is measured
at time ¢ = 0.25 with the uniform time steps, Az = 0.254. The viscosity 5 is constant and Re = 100, Pe = 10,
and We = 100. For the interface parameter ¢, we want to have smaller € as the grid size / is refined. One
possible choice is € = O(/4"), where k satisfy the condition, 0 < k < 1. Note that k cannot be greater than
one because we also want to have a finite number of grid points across interface to accurately calculate sur-
face tension term. For the convergence test, we choose k = 1/2, i.e., € = 0.02+/32h.

In our formulation of the method for the NSCH equation, since a cell centered grid is used, we define the
error to be the discrete ,-norm of the difference between that grid and the average of the next finer grid cells
covering it:

def
ey = Up; — | u u U 4.
hiy = Thij ( 21,2 + 12i-1,2) + 22i,2j-1 + 72,;1,2;71)/
The rate of convergence is defined as the ratio of successive errors:
log, (llesgll/llegsll)-

In Table 1, the errors and rates of convergence are shown for the velocity components u and v, respec-
tively. Observe that these quantities converge with second order accuracy.

Also in Fig. 5, the time evolution is shown with mesh size 128 x 128. In Fig. 6, we plot the interface loca-
tion on the lower half of the domain with dotted line (32 x 32), dashed line (64 x 64), and solid line
(128 x 128). The convergence of the results under grid refinement is evident.

4.2.2. Numerical results on spurious currents

Spurious or parasite currents are described in [30] as vortices “in the neighborhood of interface despite
the absence of any external forcing.” They are observed with many surface tension simulation methods
including the CSF method. In this section, we test our new surface tension formulation with the similar
test problem in [25]. The computational domain is 1 x 1 and the time step is Ar =107>. The boundary
conditions are zero velocity at the top and bottom walls, and periodicity in x-direction. Initially, a cir-
cular drop is centered at (0.5,0.5), with radius ¢ = 0.25 and surface tension coefficient ¢ = 0.357. Both
fluids have equal density, 4, and viscosity, 1. The initial velocity field is zero. The exact solution is zero

Table 1

L-norm of the errors and convergence rates for velocity (u,v)

Case 32-64 Rate 64-128 Rate 128-256 Rate 256-512

u 3.5081e—3 1.89 9.4397e—4 1.99 2.3771e—4 1.95 6.1579¢—5

v 1.0145¢—4 1.72 3.0805e—5 1.92 8.1282e—6 1.97 2.0742e—6
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e e e

Fig. 5. Evolution of interface from the initial condition (31) with € = 0.01. The times are t =0, 0.5, 1.5, 2.5, and 5.

0.5 T T T T T T T T T
0.45 - h
04 B
0.35
0.3
0.25
0.2

0.15

0.1 y

0.05 | i

0 1 1 1 1 1 1 1 1 1

0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1

Fig. 6. The interface location on the lower half of the domain. Dotted line 32 x 32, dashed line 64 x 64, and solid line 128 x 128.

velocity for all time. In dimensionless terms, the relevant parameter is the Ohnesorge number
Oh = n/\/apa ~ 1.6737.

Table 2 shows three convergence cases of the spurious currents as we refine the mesh size. The first case
(e = 0.02) shows almost second order convergence of the spurious velocity when we fix e with refining mesh
size. The second case (e = 0.02(32/1)) shows minor decreases as we refine the mesh. This is due to the fact
that the number of grid points across interface is linearly proportional to e. Therefore, we have same num-
ber of grid points across the interface but more grid points tangentially to the interface. The third case
(e = 0.02/32/) shows a linear convergence of the spurious currents. This case is between two extreme
cases, i.e., the first and the third ones. It does refine interface thickness as the mesh size refines, but com-
pared to fixed e the convergence rate reduces from second to first order.

In Fig. 7, scaled velocity vector, 12000u, plots at 200th time step with Az = 10~> are shown. These show
the locations of the spurious currents with mesh refinement, 4 = 1/32(a), 1/64(b), and 1/128(c) with
¢ = 0.02v/32h. The convergence of the spurious currents is evident as we refine the mesh size / and interface
parameter e.

4.2.3. Capillary wave

Another important test for the surface tension force is the comparison with the solution of the damped
oscillations of a capillary wave. As shown by Prosperetti [23], an analytical solution exists for the initial-
value problem in the case of the small-amplitude waves on the interface between two superposed viscous
fluids, provided the fluids have the same dynamic viscosity.
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Table 2
L-norm of velocity at 200th time step with Az = 107>
Case 32x32 64 x 64 128 x 128 256 x 256
€=0.02 2.8402e—5 8.4582e—6 2.1636e—6 5.7569¢—7
€ =0.02(32h) 2.8402e—5 1.9599¢—5 1.5097e—5 1.3227e-5
e =0.02v/32h 2.8402e—5 1.3684e—5 6.4290e—6 3.0879e—6
(a) (b) (0
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Fig. 7. Scaled velocity vector, 12000u, plots at 200th time step with Az = 107>, These show the locations of the spurious currents with
mesh refinement, /1 = 1/32(a), 1/64(b), and 1/128(c) with € = 0.02v/32A. Ticks on each figure are mesh points.

We consider here the case of an initial sinusoidal perturbation of amplitude H, and the two fluids being
at rest. If w,! is taken as fundamental time with w, given by w} = GkS(pl + p,) and k' as fundamental
length, we can set

t/ = wyt, €= vk2/w0.

Using these non-dimensional time and viscosity, the analytical solution for the non-dimensional ampli-
tude @ = H/H, is given in compact form by

a(t) = Merfc(\/ﬁ) + ; Z,(z,?ii)oauo) exp((z; — ew)t' /wolerfe(zin/t' Jax), (32)

where z; are the four roots of the algebraic equation
2 — 4wz + 2(1 — 6B)ewy + 4(1 — 3p) (ewo)**z + (1 — 4p) (ewp)” + wf = 0 (33)

and Z| = (zo — z1)(z3 — z1)(z4 — z1) With Z,, Z3, Z4 obtained by circular permutation of the indices. The
dimensionless parameter, f§ is given by, = p1po/(p1 + p»)>. For more details about the notations and
derivation, see the paper [23].

Now we take a test problem from Zaleski et al. [10]. The computational domain is a unit square box
divided in two equal parts by a sinusoidal perturbation. The wavelength is equal to the box width. The
boundary conditions are free-slip on the top and bottom walls, periodic along the horizontal axis. The ratio
between the initial interface perturbation H, and the box height is 0.01. The initial conditions are 128 x 128
mesh size, e = 0.01, and
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1 —0.5-10.01 2
c(x,y):§<1—tanhy 0.5 —0.01 cos( nx)>’

24/2¢

u(x,y) = v(x,y) =0.

Let Oh = 1/4/3000, the non-dimensional viscosity € = vkz/wo ~ 6.472 x 1072, frequency wg = 6.778, and
the two fluid densities are the same.

Fig. 8 shows the evolution of the amplitude with time for the numerical solution (circles) and the initial-
value analytical solution (solid line). The numerical results with surface tension formulations (F;, F», and
F,) are identical within the tolerance, 10~’. But the numerical calculation blows up in finite time with the
formulation F; because the chemical potential is not smooth. At early times there is excellent agreement
between the theory and simulation. The results slightly deviate when nonlinearity becomes dominant at
later times.

In [10], the error is a function of the grid size / and of the initial wave amplitude H. They have studied
how varying the grid size & and the ratio /#/H, influences the convergence toward the analytical solution
with a VOF method. When A/H, is much larger than 1, the wave amplitude is no longer resolved by the
grid and the numerical results diverge. For sufficiently small A, typically from 1282 to 5122, there may be
convergence but at a sublinear rate.

4.2.4. Three dimensional drop deformation in a shear flow
We consider a 3D spherical drop in a shear flow. This is a classical problem that was solved analytically
for sharp interfaces and small deformations in the creeping flow approximation by Taylor [31]. The drop

0.01 G [0 simulation
|_— theory

0.008

0.006

0.004

0.002

—-0.002

—-0.004

—-0.006

-0.008 - .

-0.01 | B
1 1 1 1

0 5 10 15 20 25

Fig. 8. Time evolution of the amplitude of a capillary wave. The theoretical curve (solid line) is obtained from the exact solution to the
initial-value problem in the linearized Navier—Stokes equations.
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will assume the shape of an ellipsoid with a deformation that depends on the capillary number and the vis-
cosity ratio.

Taylor [31] found that, when deformation due to the externally imposed shear flow and interfacial relax-
ation balance one another, the deformation parameter D = (I — s)/(I + s) is related to the capillary number
Ca = njya/o, where j is the local shear rate, 7 is the viscosity of the ambient fluid, a (see Fig. 9(a)) is the drop
radius, and ¢ is the surface tension as

194416
T 164116

where /, s (see Fig. 9(b)) and A denote the longest and shortest axes of the ellipsoid in the shear gra-
dient plane, and the viscosity ratio, respectively. Now we perform 3D simulations with a mesh size
128 x 64 x 128 and a computational domain Q =[—4,4] X [—2,2] X [—4,4]. The initial conditions are

1 1 . /¥2 2 2
c(x,y.z) = 3 (1 + tanh ;\/gy Tz )
€

Ca, (34)

u(x,y,z) =z, v(x,pz) =wlxyz) =0, (35)

y=1,2=1,n=1, ¢ =0.04 and time step Az = 0.005 are used.

Fig. 10 shows cross-sectional slice in the x—z plane through the center of the drop for steady-state solu-
tion (Ca = 0.3) in simple shear along with velocity field. Table 3 shows comparison of Taylor deformation
number D obtained by numerical simulations with linear theory. It can be seen that the numerical results
are in good agreement with the analytic expression (34).

4.2.5. Axisymmetric immiscible two phase flow: Rayleigh-instability

Surface tension causes the fluid to have as little surface area as possible for a given volume. A long slen-
der column of liquid reduce its surface area by breaking up into a series of small droplets, which have less
surface area than the cylinder. This effect is known as the “Rayleigh instability’ [24].

We will consider a long cylindrical thread of a viscous fluid 1, the viscosity and density of which are
denoted by #; and p,, respectively, in an infinite mass of another viscous fluid 2 of viscosity #, and p,. In
the unperturbed state, the interface has a perfectly cylindrical shape with a circular cross-section of radius

g

Fig. 9. (a) Schematic of a drop. (b) Schematic of scalar measures of deformation.
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Fig. 10. Cross-sectional slice in the x—z plane through the center of the drop for steady-state solution (Ca = 0.3) in simple shear along
with velocity field.

Table 3

Comparison of Taylor deformation number D with linear theory

Case Ca=0.1 Ca=0.2 Ca=0.3
Numerical simulation 0.1143 0.2188 0.3124
Linear theory 0.1094 0.2137 0.3281

a. In this simulation, an initially cosinusoidal perturbation with an amplitude o, to the thread radius « is
given by

R(z) = a+ ap cos(kz).
In Fig. 11, these parameters are shown schematically. The domain is axisymmetric and the bottom

boundary is the axis of symmetry.
The initial concentration field and velocity fields are given by

A(rz) =05 [1 ~ tanh (r —02 ;\%25 COS(Z))],

W’(rz) =w(rz) =0

15F T T T T T L—

1k Fluid 2, Pys M

o -

Fluid 1, P M a

r’L> 0 N I I I I I Lo
z 0 1 2 3 4 5 6

Fig. 11. Schematic of a cylindrical thread of viscous fluid 1 embedded in another viscous fluid 2.
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on a domain, Q = {(r,2)|0 < r < 7 and 0 < z < 2x}. In this computation we use the parameters: a = 0.5,
o(0) =0.05, k=1, e =0.02, Re =0.32, We =0.032, Pe =1, and viscosity ratio § = 1. Mesh size 128 x 256
and time step Az = 0.001 are used. For more detailed description and numerical solution, see [15].

An example of the long time evolution of the interface profile is shown in Fig. 12. In the early states
(t=0.125 and 3.125) the surface contour has only one minimum at exactly z = n. As the time increases,
nonlinearities become important and the initially cosinusoidal shape of the interface changes to a more
complex form. The zone of the minimum moves symmetrically off the center (z = m), giving rise to a satellite
drop.

In Fig. 13, we plot the ¢ = 0.5 contours overlaid with (a) vorticity field and (b) pressure contour lines
(higher value in the middle of the thread) at time ¢ = 3.125. Positive and negative vorticities are given by
solid and dotted curves, respectively. In Fig. 13(b), the pressure field is high in the center of the thread,
which forces fluid to move to symmetrically off the center.

Fig. 12. Time evolution leading to multiple pinch-offs is shown (from top to bottom and left to right). The dimensionless times are at
t=0.125, 3.125, 4.0, 4.25, 4.375, and 6.375. Viscosity ratio is 1, ¢ = 0.02, Pe = 1, Re = 0.32, and We = 0.032.

(@ (b)

Fig. 13. The ¢ = 0.5 contours overlaid with (a) vorticity field and (b) pressure field at time # = 3.125.
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In Fig. 14, we plot the ¢ = 0.5 contours overlaid with (a) vorticity field and (b) pressure contour lines at
time 7 = 4.0. In Fig. 14(a), as two minima in the thread develop, the surface tension force produces oppo-
sitely signed vortex rings along the interface. This opposite vorticities becomes associated with thread
breakup into droplets. This also can be seen from pressure field in Fig. 14(b). Two maxima of pressure field
in the off-center positions force the thin thread in the middle to recover to the center, resulting in a satellite
droplet.

4.2.6. High density and viscosity ratios variable density and viscosity case

We compute the rise of a gas bubble in liquid to validate the code’s capability for simulating high density
and viscosity ratio case. The bubble radius R, the densities of air and water are p,;; and pyater, respectively.
The viscosities are 7,;, and fyater-

The nondimensional momentum equations (19) are changed into the following Egs. (36) to account var-
iable density and viscosity.

1 1 T € Ve
Vu= —— V. Bl v 36
u, +u-Vu pr+pReV (n(c)(Vu+ Vu')) va <|v0|>|Vch+g, (36)
where Bond number B = 4p,4e;gR>/o and Re = (2R)*/* V/8Pwater/ Nwater» and g TEpresents a unit gravitational
force. The nondimensional variable density and viscosity are defined as

,O(C) = (pairc + pwater(l - C))/pwaterﬂ ’7(0) = (nairc + nwater(l - C))/y]waler'

Fig. 15 shows evolution of a rising bubble with Re = 100, B = 200, grid 128 x 256, h = /128, ¢ = 0.015,
density ratio pwater/Pair = 1000, and viscosity ratio fyater/Hair = 100. The result with diffuse-interface model
qualitatively compares well to the results from level set method [29].

5. Discussion and conclusion

A new surface tension force formulation for diffuse-interface models has been derived for incompress-
ible, immiscible Navier—Stokes equations separated by an interface. The new formulation allows us to cal-
culate pressure field directly from the governing equations. Numerical experiments have been presented to
demonstrate the accuracy and effectiveness of the method. The results showed that the method is promising
in the numerical simulation of two-phase fluid flows.

(@) (b)

Fig. 14. The ¢ = 0.5 contours overlaid with (a) vorticity field and (b) pressure field at time ¢ = 4.0.
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Fig. 15. Evolution of rising bubble with Re = 100, B = 200, grid 128 x 256, 1 = n/128, ¢ = 0.015, density ratio pyater/Pair = 1000, and
viscosity ratio fyater/Mair = 100. Time increases from left to right (r =0, 2.1, 3.0, 3.9, and 5.1).
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Fig. 16. Adaptive mesh refinement.

In the future, we would like to incorporate adaptive mesh refinement method into the diffuse-inter-
face method. When we solve fluid flow problems with moving interfaces numerically, high grid resolu-
tion is needed to adequately solve the equations. However, there are often also large portions of the
domain where high levels of refinement are not needed; using a highly refined mesh in these regions
represents a waste of computational effort. By locally refining the mesh only where needed, Adaptive
Mesh Refinement (AMR) allows concentration of effort where it is needed, allowing better resolution
of the problem. Fig. 16 illustrates this concept. We recursively refine the mesh around the interface
to resolve interfacial area and put most of computational load on that region. Currently, we are devel-
oping AMR diffuse-interface model for an incompressible two-phase fluid flow system using the adap-
tive framework [1] from ‘“The Center for Computational Sciences and Engineering at Lawrence
Berkeley National Laboratory”.
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