Received: 23 May 2023 Revised: 18 July 2023 Accepted: 27 July 2023

W) Check for updates

DOI: 10.1002/cjce.25066

RESEARCH ARTICLE

THE CANADIAN JOURNAL OF
CHEMICAL ENGINEERING

Free-energy lattice Boltzmann simulations of slicing

of rising droplets

Jiawei Cao’ Fengijiao Liu’
4

Lijuan Zhang1 | JieLu' |

Shipeng Wang"
Jos J. Derksen?

| Xiang Li' |

!School of Chemistry and Chemical Engineering, Shanghai University of Engineering Science, Shanghai, China

2School of Engineering, University of Aberdeen, Aberdeen, UK

Correspondence

Fengjiao Liu, School of Chemistry and
Chemical Engineering, Shanghai
University of Engineering Science,
Shanghai, China.

Email: filiu@sues.edu.cn

Abstract

Jie Lu, School of Chemistry and Chemical
Engineering, Shanghai University of
Engineering Science, Shanghai, China.
Email: lujie@sues.edu.cn

Funding information

National Natural Science Foundation of
China, Grant/Award Numbers: 21978165,
22078191, 92156020; Shanghai Sailing
Program, Grant/Award Number:
20YF1416000

KEYWORDS

1 | INTRODUCTION
There are many natural and technological examples
where liquid droplets are dispersed in a continuous fluid.
In engineered systems the droplet size or—better—the
droplet size distribution is an important process parameter.
For example, in the production of inhalers,™ careful con-
trol of droplet size is necessary to ensure effective deliv-
ery of medication to the lungs. Additionally, in spray
drying,[z] smaller droplets can result in faster drying
times, higher yields, and reduced production costs. In
agriculture, optimizing spray coverage and penetration of
pestst®! and weeds!*! may be achieved through controlling
droplet size and distribution. Whether it is delivering
medication to the lungs or optimizing spray coverage,
careful consideration of droplet size is crucial for efficient
and effective production.

In recent years, there has been an increasing
amount of research on the collision of droplets with

We performed two-dimensional simulations of the slicing of a rising droplet by
a vertical knife and by two knives. We used a free-energy lattice Boltzmann
method. Most simulations are for an E6tvos number of 3.96 and a Morton
number of 1.24 x 10~%. We carefully probed effects of the spatial resolution
on the rising speed and slicing process. The effect of wettability of the knife(s)
was studied by varying the equilibrium contact angle of the drop on the knife
in the range of 45° to 135°. Slicing time as well as fine droplet fragments stay-
ing behind on the knife depend on the knife’s wettability.

contact angle, droplet slicing, free energy model, lattice Boltzmann, rising droplet

solids with different surface properties. In terms of
numerical simulation, Raman et al."*! simulated drop-
let impact on solid substrates and found that the gradi-
ent wetting solid induced directional behaviour of
impacting droplets. Tembely et al.l! found that the
wetting properties of the solid matrix impacted by
droplets affect the evolution of droplet spreading
diameter. Tilehboni et al.l”! found that droplets do not
separate from hydrophilic walls at low E6tvés numbers
(Eo < 6), but separate from the wall in the total range
of E6tvos numbers examined on hydrophobic walls.
Additionally, Ma et al.'’®! used the lattice Boltzmann
method (LBM) to simulate the impact process of over-
saturated fuel droplets on inclined blade surfaces in
superheated gas, and found that impact angle, surface
wetting properties, and Weber number influence drop-
let deformation and evaporation. The effect of impact
angle on droplet velocity was more significant than
other factors. Liang et al.’! studied the impact of

Can J Chem Eng. 2023;1-16.

wileyonlinelibrary.com/journal/cjce

© 2023 Canadian Society for Chemical Engineering. | 1


https://orcid.org/0000-0002-2039-4786
mailto:fjliu@sues.edu.cn
mailto:lujie@sues.edu.cn
http://wileyonlinelibrary.com/journal/cjce
http://crossmark.crossref.org/dialog/?doi=10.1002%2Fcjce.25066&domain=pdf&date_stamp=2023-08-21

CAO ET AL.

2 THE CANADIAN JOURNAL OF

CHEMICAL ENGINEERING
droplets on hydrophilic or hydrophobic pore surfaces
and found that at lower Weber numbers, droplets are
not easily passed through the pore, and liquid plugs are
formed in hydrophilic pores due to capillary action on
the pore surface. At high Weber numbers, droplets would
break when impacting the pore plate. In the field of
experimental research, Abubakar et al.l"! conducted an
experimental study of the effect of droplet diffusion on
the wetting state of a hydrophobic surface. Liu et al.l'
found that when the impact velocity of a droplet is con-
stant, an increase in the surface hydrophobicity value is
detrimental to the spreading of the liquid film across the
tubular surface. The larger the surface contact angle, the
greater the likelihood of droplet rebound. Naveen et al.l'?!
investigated the morphology and diffusion phenomena of
water droplet collisions on hydrophilic, hydrophobic, and
superhydrophobic surfaces and found that some differ-
ences exist. By simulating or experimenting with the
effects of collisions of droplets on different wettable sur-
faces and a variety of other factors, it was found that wet-
tability plays an important role in the spreading of
droplets and changes in contact angle.

There is a strong connection between experimental
work on droplet collisions and numerical simulations.
Experimental work can provide valuable insights into the
behaviour of droplet collisions and experimental results
can be used to verify and validate simulation models.
Simulations can help to analyze the complex physical
phenomena involved in droplet collisions. It can be used
to improve the experimental setup and to obtain more
accurate and reliable data. The impact of a droplet on a
solid surface is a highly dynamic process involving the
deformation of the droplet, the rebound or deposition of
the droplet, and the angle of contact between the droplet
and the solid surface.'*'7! To accurately capture the
details of this process in numerical simulations requires
high resolution and careful consideration of the rele-
vant physical phenomena. The properties of the solid
surface, such as the wettability!'®'*! and chemical
composition,?*-??! greatly influence the behaviour of drop-
lets on its surface. Capturing these effects in numerical
simulations requires accurate modelling of surface
properties.

We study the cutting behaviour of binary systems,
focusing in particular on the slicing of clean droplets.
However, it is important to consider the potential influ-
ence of surfactants that may be adsorbed on the surface
of the droplet. Surfactants can reduce the interfacial ten-
sion between a droplet and its surroundings, making it
easier to deform the droplet and facilitating the slicing
process.!**! Lower interfacial tension allows easier pene-
tration of cutting tools and reduces the energy required
to cut. Alternatively, the surfactant may form a protective

layer on the surface of the droplet, effectively shielding it
from direct contact with the cutting tool.!**! This may
hinder the effectiveness of the cutting action and result
in incomplete or non-uniform slices.

In our previous research work,'?*! the LBM was used
to numerically simulate a rising droplet being cut by a
thin vertical surface (a knife). The study investigated the
effect of simulation domain and grid resolution on drop-
let ascent, as well as symmetric and asymmetric cutting.
The current paper builds on this work to explore in depth
methods for effective control of droplet size and size
distribution. Two different fluids are modelled by
means of a phase field theory implemented in lattice
Boltzmann.**?”! The kinematic viscosities of the two
fluids are identical and the density difference is
accounted for as a body force only (Boussinesq approxi-
mation). The effect of grid resolution on droplet slicing is
first verified and then the sensitivity of knife height, con-
tact angle, rise velocity and deformation to boundary con-
ditions is systematically discussed, as is the effect of two
knives interacting with a single droplet. This simulation
can help optimize the cutting process to achieve more
accurate and consistent cuts. By carefully controlling the
size of the droplets in the simulation, researchers can bet-
ter understand the underlying physics of the droplet cut-
ting process and develop more accurate models to predict
the behaviour of real-world cutting processes.

2 | FLOW SYSTEM

This paper presents a numerical simulation of a rising
droplet being cut by one or two vertical thin surfaces
(knife). The simulations are two-dimensional with a
buoyant circular drop released near the bottom of the
domain and one or two knives located near the top of
the domain (See Figure 1). Under the influence of gravity
and buoyancy, the droplet begins to rise from rest and
eventually reaches a stable ascent speed u. The droplet is
then cut by the knife and the effect of the equilibrium
contact angle and the use of one or two knives on the cut-
ting of the droplet is investigated. Figure 1 also defines
the coordinate system to be used throughout the paper.
In the fluid system, the density of fluid 1 is
pg=09x10°kg/m>, and the kinematic viscosity is
vg=3.34x10"°m?/s. The density of the fluid
2 is p,=1x10°kg/m?, and the kinematic viscosity is
Ve =3.34 x 10~ m? /s (the subscripts d and ¢ indicate the
dispersed and continuous phases, respectively). The
density difference between the droplet and the fluid
is Ap=p,—ps;=1x10*kg/m3, with the dispersed
phase being slightly lighter than the continuous phase.
The surface tension between them is 6=1x10">N/m.
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FIGURE 1 Schematic diagram of simulation domain and

boundary conditions: The outer surface of the rectangular domain
has periodic boundary conditions; all the boundaries of the knife
are no-slip boundary conditions. At ¢t = 0, the droplet is located at
the centre near the bottom of the simulation domain and is
circular. (A) One knife cutting a single rising droplet. (B) Two
knives cutting a single rising droplet.

The equivalent diameter of the droplet volume is
d= (4S/zr)1/ ?, where S is the area of the droplet. In the
actual simulation, we refer to the data obtained by Clift
et al.128! through experiments to estimate the shape of the
droplet and the stable rising speed u when the Eotvos
(Eo) and Morton (Mo) numbers are given. We use a set
of dimensionless parameters to determine the simulation
system, where g is the acceleration due to gravity.

ud
Reynolds number: Re = i;

He

Eotvos number: Eo =

gApd®  We|1—1]
c  Fr ~
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Pe , Froude number: Fr = od’
g

Weber number: We =

Density ratio: A = @, kinetic viscosity ratio: n = Ha.

c c

The Reynolds number determines the flow characteristics
of viscous fluids. The Eotvos and Morton numbers are
used to describe the shape of a droplet in moving fluids,
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with the E6tvos number being the ratio of buoyancy to
surface tension and the Morton number being a constant
for a given binary liquid system. The Weber number rep-
resents the ratio of inertial forces to surface tension
effects, and the Froude number is a dimensionless
parameter that characterizes the relative magnitudes of
fluid inertia and gravity.

3 | NUMERICAL METHOD

3.1 | Governing equations

Phase field theory is the result of the further development
of classical field theories such as van der Waals!*”! and
Cahn-Hilliard.**3!! In phase field theory, the local state
of matter at any point in time can be represented by a
single variable called the order parameter ¢(r,t), which
is a function of the position vector r and time ¢ and is
used to describe the state of the system. For binary liquid
phase systems, the part related to phase transitions can be
expressed as the free energy that is dependent on the order
parameter ¢(r,t), which is represented as follows*?!:

Fo)= [ (Foghwe)an @)

Here, V represents the volume occupied by the system;
%k|V(p|2 is the surface energy density, where k is a posi-
tive constant; F(¢) represents the bulk energy density,
corresponding to the two phases of the fluid, each having
two minimum values. The chemical potential g, is
defined as the variation of the free energy with respect to
the order parameter ¢:

po=——=F(p) = kVp, (2)

where F(p)=dF(¢)/dp. Van der Waals'*! assumed
that the equilibrium interface profile can be obtained
by minimizing F(¢), that is, the equilibrium distribution
satisfies y, = F'(¢) —kV?p =0, which can be regarded as
the controlling equation for the sequence parameter in
equilibrium. The evolution of ¢ satisfies the following trans-
port equation, which takes the following form!3*-3133-34l;

‘Z_‘szvzﬂ —u-(Vo), (3)

where M is the mobility coefficient and u is the velocity
field.

In the phase-field model, the interface between fluids
is represented by a thin, finite transition region where
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the fluids can mix. In each phase, the order parameter
@ remains constant and changes continuously within the
range of [—1,1] in the finite transition region. For isother-
mal binary fluids (as in this study), ¢ represents the rela-
tive concentration of the two components.***! This
study employs continuity and momentum equations,
combined with the convection-diffusion equation pro-
posed by Cahn and Hilliard®*>!! to describe the fluid
dynamics of this binary mixture (See Appendix A2).

3.2 | Free-energy lattice Boltzmann
method

In 1995, Swift et al.l*¥ proposed an LBM called the
free-energy lattice Boltzmann method to solve
Equations (Ala) and (A1b). Based on the LBM, all sys-
tem parameters in our study are expressed in lattice
units [lu]. For the method used in this study, a uniform
cubic mesh with a mesh spacing of Ax and a time step of
At is adopted, where ¢ = Ax/At is the lattice velocity. The
discrete velocity set is defined as e;_g.

<ex08)_ 0cO0O —c 0 ¢c —¢c—c ¢
€z0-8 00c 0 —cc ¢ —c —c|

The particle distribution functions f(r,t) and g(r,¢)
are used in this study, where f(r,t) is used to solve the
continuity Equation (Ala) and the Navier-Stokes
Equation (Alb), and the fluid density and momentum
are represented by p=3" f, and pu=3} fe
respectively. The function g(r,t) is used to solve the
convection—diffusion Equation (Alc), and represents
the order parameter ¢ = Zfzogi in the binary fluid system,
where ¢ distinguishes the two fluids, with ¢ =1 in fluid
1 and ¢ =—1 in fluid 2, and —1 <@ <1 at the interface
between the two fluids, ¢ satisfying Equation (3). The
model used in this study employs the single-relaxation-time
collision operator (known as the Bhatnagar—Gross—Krook
[BGK] model),® and the discrete lattice Boltzmann
equations take the following form:

fo(r+eqAt,t+At) =f, (r.t) -

gy (r+eqAtt+At) =g, (r,1) —M, (5)
Tg

where the subscript g represents the discretized velocity
direction; f, (r+egAt,t+Af) and g, (r+egAt,t+ At)

represent the post-collision particle distribution functions,
which represent the movement of particles from lattice site
(r,t) to neighbouring lattice site (r+egAt,t+At) along
direction g; f,(r,t) and g,(r,t) are the pre-collision parti-
cle distribution functions; f* and gq represent the equi-
librium distribution functions (see Appendix A2);
e, represents the discretized velocity in the g direction;
7y and 7, are dimensionless relaxation parameters; and
F, is the force acting on the particles. See Appendix A2
for details.

3.3 | Equilibrium contact angle

One focus of this paper is to simulate the cutting of rising
liquid droplets on surfaces with different wettability. To
vary the wettability properties of the cutting surface, the
liquid-solid interaction parameter in the LBM model can
be modified. This parameter determines the strength of
the interaction between the fluid molecules and solid
surfaces. By modifying this parameter, we can simulate
different degrees of wettability of the cutting surface,
from hydrophilic to hydrophobic properties.!”!

2K
- \/;511 = (¢*—1) cosé. (6)

To achieve no-slip boundary conditions on the solid
walls, the halfway bounce back rule was employed as the
flow boundary condition. The equilibrium contact angle
0 of the knife surface is related to the gradient in the nor-
mal direction of the order parameter ¢ on the solid sur-
face g—‘,’;. We use the following equilibrium boundary
condition,**! also referring to Appendix A2 for (x and A).

In the simulation, we use a rectangular solid ‘knife’
to cut the liquid droplet. As shown in Figure 2, we apply
boundary conditions at the surface of the knife and use
the lattice points inside the knife to determine the nor-
mal derivative of the order parameter. At the vertical sur-
face of the knife, we set %:’;—ﬁ and approximate the
gradient as % ~ %, where A =1. Based on the bound-
ary conditions, we obtain the following:

/A
Qi=Q,— ﬂ(l—(pez) cosf (7)

Equation (7) represents an approximate energy
minimization that neglects some higher-order terms in
the free energy; see the work of Lee and Lin"?**! for
details. This condition successfully creates an ideal
equilibrium contact angle 0. For example, by setting
@; =@, we assume that cosd =0, meaning we assume
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that the surface of the knife has an equilibrium contact
angle of #=90". Therefore, through boundary conditions,
we can study the influence of different equilibrium con-
tact angles on droplet cutting.

4 | RESULTS

41 | Mesh resolution
Suitable dimensionless input parameters (Eo, Mo, 4, 1)
were determined based on a previous paper.”! In the
simulations presented in this paper, the lattice unit for a
droplet with a diameter of 2.0 mm is represented by
d =60 [lu]. After determining the simulation system with
Eo =3.96, Mo=1.24 x 1074, n =1, and 4 =0.90, the sim-
ulation parameters are determined using the scaling fac-
tors in Appendix A3. The mesh step or linear scale factor
Cy4=3.33x107>m, and the time step or scale factor of
time C; =6.05 x 10~ °s.

The value of the droplet diameter d represented by
the lattice unit determines the mesh resolution, and its

no-slip boundary

knife

Hy

no-slip boundary

FIGURE 2
to the knife. On the right side of the knife, we show how we apply

Schematic diagram of boundary conditions applied

boundary conditions using the mesh point i inside the knife.
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different conversion choices have a significant impact on
the computational results and time aspects. Refer (again)
to Appendix A3 that says that this ~ symbol means a
quantity in lattice units. To verify the effect of mesh reso-
lution on the rising velocity Reynolds number and slicing
process, we take a range of resolutions: d = 36 — 96 [lu] to
represent d=2.0mm. When changing the physical
length represented by the lattice unit, it is necessary to
recalculate the simulation parameters. The numerical
scaling factor f,, is set to change the droplet diameter
df, (dy=f,d,0<f,). On this basis, the values of
Eo and Mo must be kept constant, while keeping the liquid
viscosity constant p, = jiq, fig = fig;- All dimensionless
parameters remain constant and the interface thickness
is constant. The interface thickness £ (see Appendix A3)
is fixed at 1.14 [lu].[*"!

In this simulation, the parameters (&,Af;g,zc, A) were
varied according to the droplet diameter d with the
numerical scaling factor f,, using the formula for E6tvos
and Morton numbers, while varying the simulation
domain size (nx,ng). The simulation parameters are
shown in Table 1.

Two sensitivity analyses were performed for the mesh
resolution: mesh refinement (f,, >1.0) and mesh coars-
ening (0<f,, <1.0). The blue dots in Figure 3 indicate
the evolution of Reynolds number with dimensionless
time for the original simulation condition droplet diame-
ter d=60. The dimensionless time Ty =% wheref, is
the current time step, and v, is the kinematic viscosity of
the continuous phase (see Appendix A3). The dimension-
less height of the knife Hy = H, /&, and the dimension-
less width of the knife W, = Wy /El. Because Hy and W
are dimensionless, the dimensions of the knife vary with
the resolution in the lattice unit. The two-dimensional
simulation domain is 20d x 4d. The equilibrium contact
angle for the surface properties of the knife is 90°.

In the formula for calculating the rising velocity
Reynolds number shown in Figure 3, where u = Az/At,
Az being the distance travelled by the centre of the drop-
let during each time step calculated using the order

TABLE 1 f,, and other corresponding parameters for 2.0 mm diameter droplets representing different mesh resolutions in the

simulation.

fml=]  dlu]  &[ly) Apglu] x[lu]

0.6 36 1.66 x 1073 5.07 x 107° 142 x 1073
0.8 48 1245 x 10°  214x10°  1.065 x 10~°
1.0 60 1.00 x 1073 110 x 107 0.855 x 107
1.2 72 083 x107° 634 x 10" 0.71 x 1073
1.4 84 0712 x 107> 4.00 x 1077 0.609 x 10>
1.6 96 0.623 x 107> 2,68 x 107’  0.533 x 10>

Allu] nx(lu] nzlu] Eo|—] Mo|—]

—2.186 x 1073 144 720 3.96 1.24 x 107*
—1.639 x 103 192 960 3.96 1.24 x 107*
—1.316 x 103 240 1200 3.96 1.24 x 1074
—1.093 x 10> 288 1440 3.96 1.24 x 107*
—0.937 x 103 336 1680 3.96 1.24 x 10°*
—0.820 x 10> 384 1920 3.96 1.24 x 10°*
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100
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2 604}
fm=1.6
40 o f,=12
e fn=10
20 *’ e f,=08
e fn=06
0 T T T T T
0.0 0.2 0.4 0.6 0.8 1.0
Ta
FIGURE 3 Evolution of Reynolds number at dimensionless

time for simulated droplet ascent cutting at different mesh
resolutions, Eo=3.96, and Mo = 1.24 x 10~*. Width of the

knife W =0.167, height of the knife Hy =0.517. The dashed line
in the figure is the Reynolds number reference value obtained by
Bertakis et al.l*!! at Eo = 3.40 and Mo = 1.22 x 1075, The end point
of each time series is the moment when the droplet leaves the knife
after it has been cut.

parameter ¢. The range for calculating the Reynolds
number is from the start of the droplet’s ascent to when
it is cut and leaves the knife. At the beginning, the drop-
let remains circular. This is followed by an accelerated
ascent phase, where the droplet’s rate of rise increases
rapidly and the droplet appears deformed. As the droplet
becomes flatter, the rate of ascent slows down, and a
steady state is reached. After this, the droplet’s rate of
ascent decreases as it hits the knife. The droplet leaves
the knife and completes the measurement of the rising
velocity Reynolds number.

Based on the comparison between the original sim-
ulation and the mesh refinement, the droplets start to
be cut at a relative deviation of 2.3%-4.3% of the time
point. Therefore, the time deviation of the start of the
cutting process is small and the original simulation
(f,,=1.0) can be used because it achieves a good
balance between simulation accuracy and simulation
time. We also perform a simulation check of mesh
coarsening with the corresponding mesh step range
Cy4=4.16x10"°—5.55x 10> m. The results show that
the relative deviation of the dimensionless time for the
droplet to start being cut falls by 4.8% between d = 60 [lu]
and 48 [lu] and by 9.1% between d = 60 [lu] and 36 [lu]. By
reducing the size of the simulation domain through mesh
coarsening, the simulation time is reduced in the simula-
tion, and the results obtained are generally consistent
with the finer mesh. The deviation from the original sim-
ulation by mesh refinement and mesh coarsening is less

than 10% in terms of the droplet rise Reynolds number at
steady state.

In the experimental data of Bertakis et al.,[‘“] when
the diameter of the liquid droplet was 2.0mm and
reached a stable state after rising, the Reynolds number
was 81.0 (indicated by the dashed line in Figure 3). In
our simulation, the discrepancy between the Reynolds
number at the stable state reached under different mesh
resolutions and the simulation results of Bertakis et al.[*!!
is less than 20%. It should be noted that our simulations
are two-dimensional whereas the experiments are—
obviously—three-dimensional, which likely explains the
deviations observed.

4.2 | The effect of height of the knife

We need to make sure that the knife is sufficiently long
so that it can complete the droplet cutting. The various
parameters are in the row with f,, =1.0 in Table 1. The
surface equilibrium contact angle of the knife was 45°.

Here we study the effect of knife height and width on
cutting droplets. In Figure 4, we show drop slicing sce-
narios for a range of knife heights and widths. The simula-
tion results can be divided into four categories: (1) When
using a knife with a small width and height, the drop is not
cut by the knife (Figure 4C-E). (2) When the width of the
knife is small and the height is large, the droplets are suc-
cessfully cut into two parts while small droplets are formed
eventually leave the knife. (Figure 4I). (3) When increasing
the width of the knife, the droplets are able to be cut into
two parts (Figure 4A,B,D,E,G,H). (4) When the width of the
knife is large, the residual small droplets will adhere to the
knife (Figure 4G,H).

To verify the effect of knife height on the cutting time,
the dimensionless width of the knife was fixed at 0.167. At
this width, the cutting of the droplet can be completed even
if the height of the knife is small. The other simulation con-
ditions were kept constant. We define four time points to
better observe the process of the droplet being cut. (T,) is
the first contact between the droplet and the knife, where
the first three-phase contact line is formed at the bottom
of the knife. (T) is when the second three-phase contact
line is formed at the bottom of the knife. (T;) is when the
first three-phase contact line leaves the knife. (T4) is
when the second three-phase contact line leaves the knife.

In Figure 5, we show the four time points 77 to T4 as
a function of the height of the knife for a fixed equilib-
rium contact angle of 45° and for a knife width
of W, =0.167. The location of the bottoms of the knives
is all the same, and the droplet rises the same distance
under the action of gravity and buoyancy. Therefore, as
the droplet rises and is cut, the knife at different heights
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FIGURE 4 Cutting of droplets at 0.200
different knife heights (Hy) and widths ,
(Wy); Hy and Wy have been made 0.1751
dimensionless with the initial drop 0.150 -
diameter. Each point shows an image of
the state of the droplet during and 0.125 1
after the cut. The equilibrium contact
angle of the knife is 45°. £ 0.1001
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FIGURE 5 Time points of the three-phase contact line for
droplets cut by knives of different heights. The width of the knife
is W, =0.167. The equilibrium contact angle of the knife is 45°.

has the same time to form the first three-phase contact
line and the second three-phase contact line between the
droplet and the bottom of the knife. When the knife
height is very small (0.033 <H; <0.1), the first three-
phase contact line that is formed between the droplet and
the knife will leave the knife before the second three-
phase contact line is formed, and the droplet will be cut
in the shortest time. When the knife height is
(0.183<H} £0.267), the first three-phase contact line
formed at T; time point will leave the knife first, and
after that, the droplet will continue to rise and be cut,
and both three-phase contact lines will leave the knife.
When the knife height is (0.35 < Hy), neither of the two
three-phase contact lines formed at times T; and T,
reach the top of the knife. Due to the separation of the
droplet and the small droplet adhered to the knife, both

0.5

three-phase contact lines leave the knife simultaneously,
resulting in the absence of a T; time point. As the height
of the knife continues to increase, the position of the
droplets separating from the small droplets adhering to
the knife does not change, so the T, time point remains
unchanged. Additionally, when the height of the knife
is Hy =0.267, the appearance of the T, time point occurs
later than when the height of the knife is greater
than Hj > 0.267. This is because during the cutting process
of the droplet by the knife, the three-phase contact line
formed at time T, disappears first due to the insufficient
height of the knife and the influence of the equilibrium
contact angle. The three-phase contact line formed at
time T, disappears due to the separation of the droplet
and the small droplet adhered to the knife.

4.3 | Contact angle

In this section, the effect of the equilibrium contact
angle (feca) of the knife on the slicing of the droplet will
be investigated, and various parameters in Table 1 are
used for the simulation system. The study includes the
dynamic contact angles of droplets (advancing and reced-
ing contact angles), the droplet velocity after being cut at
different equilibrium contact angles, as well as the drop-
let morphology and the droplet contact length with the
knife when being cut. The advancing contact angle is
measured from T, time point to T3 time point; the reced-
ing contact angle is measured from T, time point to T4
time point. The dynamic contact angles are determined
by fitting the droplet profile to a tangent line taken at the
intersection of the three-phase contact line. The value of
the contact angle is affected by several factors, including
the droplet velocity, the equilibrium contact angle of the
knife, and the characteristics of the droplet itself
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FIGURE 6
angles (@) of droplets with time for different mesh resolutions at
Oeca = 90°. The height of the knife H) =0.517, the width of the
knife W} =0.167, and the droplet diameter d =2.0 mm.

Evolution of the advancing and receding contact

(viscosity and surface tension). Lee et al.l*?! found that
dynamic contact angles are usually higher than equilib-
rium contact angles and that statically wetted surfaces
can become less wetted or even unwetted by dynamic
droplet impact. During droplet cutting, the measured
dynamic contact angle can differ from the equilibrium
contact angle due to the complex interactions between
these factors. The equilibrium contact angle is deter-
mined by the balance of intermolecular forces at the
interface of the droplet in the static case. When the
droplet is in motion, the droplet is rapidly deformed by
the knife and subjected to high shear stresses, causing
the contact angle of the droplet to change.

To verify the effect of mesh resolution on the dynamic
contact angle, the variation of the advancing and receding
contact angles when the droplet is cut by a knife with an
equilibrium contact angle of 90° has been simulated with
results shown in Figure 6 for four mesh resolutions in
Table 1. As the mesh resolution increases, the value of
the advancing and receding contact angle does not
change much. Therefore, changing the mesh resolution
has only a limited effect on the measurement of dynamic
contact angles.

We expect that the larger the equilibrium contact
angle, the easier the droplet is cut. Here we consider
droplets cut on knives with different wettability levels,
that is, hydrophilic and hydrophobic. The surface proper-
ties of the knife exhibit hydrophobicity when O, >90°
and hydrophilicity when 6., < 90°. The simulated system
parameters are the ones with f,, =1.6 in Table 1. The
height of the knife Hy =0.85 and the width W =0.167.
In Figure 7, the evolution of the contact angle on the
advancing and receding of the droplet with time is shown

r;"::::'::""”\p‘- oo
120 - “"*3‘3‘:, a':?s'}f;*\‘.'}r'.'.‘_',,-'-n..’-.v-'"\-'.'
advancing contact ang Ie&ﬁw:{":ﬁsﬁn\:“:?;&?xg&w'
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FIGURE 7
advancing and receding of the droplet with dimensionless time ¢ for

Evolution of the contact angle (¢) between the

different equilibrium contact angles (ec,) With mesh
resolution f,, =1.6.

—&— advancing
0.035 —e— receding
0.030 4
0.025 4
5
0.020 4
0.015 4
0.010 4
450 60° 90° 120° 135°
eeca
FIGURE 8 Variation of cutting time of droplets at different

equilibrium contact angles for mesh resolution f,, =1.6. The red
part shows the cutting time for the advancing contact angle and the
purple part shows the cutting time for the receding contact angle.

to illustrate the differences between the five types of sur-
faces during the droplet cutting process. All simulation
parameters are the same except for the equilibrium con-
tact angle. If the equilibrium contact angle increases, the
advancing and receding contact angles are slightly
higher. Looking at the results of the droplet cutting times
in Figure 8, ATy is the length of time that the advancing
and receding contact angles appear (ATg4, =T3—T; or
ATg4 =T4—T,). It is clear that the advancing contact
angle time ATy, is greater than the receding
contact angle time ATy, for the five surfaces. As the
equilibrium contact angle increases, the cut lengths of
the advancing and receding contact angles both decrease.
In agreement with Son et al,'**! the variation in the
length of time a droplet is separated or cut is related to
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FIGURE 9 Evolution of Reynolds number with dimensionless
time after T, time point for different equilibrium contact angles
with mesh resolution f,, =1.6.

the equilibrium contact angle; as the equilibrium contact
angle increases, the shorter the contact time between the
droplet and the surface of the rectangle or knife, and the
easier it is for the droplet to separate away.

We now investigate the effect of equilibrium contact
angle on the rising velocity Reynolds number of liquid
droplets after the T, time point. We continue to simulate
the motion of the cut droplet at different equilibrium
contact angles with a mesh resolution of f,, =1.6. The
height of the knife is H;=0.85 and the width
is Wy =0.167. The droplet is cut equally into two parts
and the Reynolds number formula is based on the droplet
diameter is d/v/2. As shown in Figure 9, after the two
parts of the cut droplet leave the knife, the Reynolds
number of the droplet quickly rises and then gradually
stabilizes. As the equilibrium contact angle increases, the
droplet leaves the knife earlier and the droplet appears
less deformed (see Figure 10), the droplet has less contact
area with the fluid, the droplet rises with less resistance
and therefore leaves the knife with a slightly higher
Reynolds number. After levelling off, there is a slight dif-
ference in the Reynolds number of the droplet continuing
to rise after cutting at different equilibrium contact angles.
At equilibrium contact angles fec, < 90°, the droplet is cut
by the knife with small droplets adhering to the knife. The
volume of the two rising droplets is therefore reduced, and
the Reynolds number of the continuing ascent velocity is
slightly reduced. Some noise was found in the variation of
the Reynolds number distribution of the droplet’s continued
rise velocity with dimensionless time. As the mesh resolu-
tion increases, the number of meshes in the simulation
domain increases. The simulation becomes more sensitive
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FIGURE 10 Evolution of droplet morphology and contact
width with time for different equilibrium contact angles of droplets
during the cutting process at a mesh resolution f,, =1.6.

(A) Evolution of the droplet deformation height with time.

(B) Evolution of the droplet deformation width with time.

(C) Evolution of the contact width between the droplet and the
knife with time. (D) Schematic diagram of the droplet deformation
height (dj,), width (d,,), and contact width (b,,).
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to small perturbations in the initial or boundary conditions,

causing droplet velocity fluctuations.

We define the cutting process of the droplet in
Figure 10 as the period between T, and the time point
T4. The asymmetry in the deformation of the droplet dur-
ing the cutting process is more pronounced due to factors
such as the surface characteristics of the knife, the drop-
let being cut by the knife and the rate of rise of the
droplet. Figure 10A,B shows the evolution of the dimen-
sionless height (d, =d,/d) and dimensionless width
(dy=d,/d) of the droplet deformation with time. The
larger the equilibrium contact angle, the smaller the
increase in width and height of the droplet. The final
height and width of the droplet deformation at the end of
the cutting process are indicated by the points repre-
sented by the different equilibrium contact angle colours.
Figure 10C shows the evolution of the dimensionless con-
tact width (b,, = b,,/d) between the droplet and the knife
during the cutting process as a function of time. During
the droplet cutting process, when the surface property of
the knife is hydrophobic, the contact width of the droplet
and the knife decreases rapidly to 0, and there is no drop-
let residue on the surface of the knife. When the surface
of the knife is hydrophilic, the contact width between the
droplet and the knife is not reduced to 0. After the drop-
let has finished cutting and left the knife, a small droplet
remains on the surface of the knife. Figure 10D shows a
diagram of the droplet deformation height (dj), width
(dy), and contact width (b,,), and x and z are coordinate
systems and their values are dimensionless. x and gz are
scaled by the undeformed droplet diameter, where
x=X/d, z=%/d. The lattice cells with order parameter
@ >0 are the lattice cells inside the droplet, and we use
the ¢ filter to obtain the coordinates of all the positions
of the lattice cells occupied by the droplet. The maximum
and minimum values of the z-axis coordinates in the set
of all coordinates are calculated to obtain dj. The set of
position coordinates of the x-axis coordinates out of the
set of all coordinates is filtered out to be smaller than the
x-axis of the knife, and the maximum and minimum values
of the x-axis coordinates in the set are calculated to obtain
dy,. The position coordinates of the knife are known, and
the position coordinates of the droplets adjacent to the knife
are calculated to obtain b,. Due to discretization/grid
effects in the plot of the dimensionless height, the

dimensionless width and the dimensionless contact
width as a function of time appear as steps.

Bakhshan et al.l*! studied the impact of liquid drop-
lets on obstacles, considering three different surface con-
ditions: hydrophilic (feca = 45°), neutral (fec, = 90°), and
hydrophobic (6., =135°). The horizontal and vertical
expansion trends of the droplets after impacting the dif-
ferent surfaces were found to be the same as in our simu-
lations. The contact width between the droplet and the
knife during the cutting process was as we observed.
Table 2 shows a comparison between this paper and the
simulated data of Bakhshan et al.l**! Time ¢ and deforma-
tion height dj, are dimensionless. The time ¢ for the drop-
let to leave the obstacle after impact and the deformation
height of the droplet on the three different surfaces dj,.
The expansion height of the droplet decreases as the
equilibrium contact angle increases.

44 | Two knives interacting with a
single droplet

In this section, we show results with two knives to cut
through the rising droplets to see the different slices. The
simulation system is according to Table 1 for f,,=1.0,
where Hy =0.517 and .., = 90°. The state of the droplet
when it is cut and the state of the cut part of the
droplet was studied by varying the width of the two kni-
ves and the distance between the two knives (kg = kg / d).
The situation before and after cutting is shown in
Figure 11.

Two knives cut a droplet into three parts, with differ-
ent slices for different knife widths and distances
between the two knives. When cutting with the mini-
mum knife distance and maximum knife width in the
figure, the droplet is sliced into two parts, with no droplet
in the middle part of the two knives (Figure 11A). By
increasing the distance between the two knives and
decreasing the width of the knife, the droplet was suc-
cessfully cut into three parts, with the droplet in the parts
on either side of the two knives continuing to rise and
the droplet between the two knives remaining on the
knife (Figure 11B-D). Afterwards, the width between
the two knives is further increased and the droplet is cut,
and the three parts of the droplet still coalesce into one

TABLE 2 C i f the time ¢
Oy — 45° Boes = 90° Oy = 135° omparison of the time
for a droplet to leave an obstacle and
t dy t d, t dp the deformation length dj, of a droplet
This paper 1.8 1152 1.55 1.134 1.267 1.109 after a simulated droplet impact on
[44] three different surfaces in this paper
Bakhshan et al. 2.88 2.2 <2.88 <1.65 <2.88 <15

with Bakhshan et al.l*¥
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FIGURE 11 Different distances 0.200
between two knives (ky) and different
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widths (W) to simulate the cutting of a
liquid drop. The height of the knife 0.150 1 i
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FIGURE 12 Volume ratios of cutting droplets for different

knife widths and for different distances between the two knives.
The height of the knife is Hy =0.517. The equilibrium contact
angle of the knife is 0., = 90°. The dots represent individual
simulations, and the curves are quadratic fits.

droplet and continue to rise (Figure 11F,G); when the
width of the two knives is very large, the cut droplet
remains on the knife (Figure 11H,I).

As shown in Figure 12, the droplet can be cut in three
parts by two knives, the leftmost droplet of the two kni-
ves (s,1), the rightmost droplet of the two knives (s,5),
and the droplet in the middle of the two knives (c,). The
volume ratio (V) is defined as follows:

c
V,=—

(8)

Sl

Given the left-right symmetry, the droplet volumes of
s, and s, are equal. As expected, the volume ratio

ka

increases monotonically as the distance between the two
knives increases. Increasing the width of the two
knives, the volume ratio remains approximately
unchanged when the distance between the two knives
is small, and increases as the distance between the two
knives increases.

5 | CONCLUSIONS

Based on the free energy lattice Boltzmann model, this
paper studies the height of knife, contact angle, and the
numerical simulation of two knives cutting a droplet as it
rises. The simulation system parameters are determined
for different resolutions using numerical scaling factors
and scaling procedure. The equilibrium contact angle of
the knife is achieved using the order parameter in the
normal (vertical) direction of the solid surface.

In this study, the influence of mesh resolution on the
start time of droplet cutting by the knife and the rising
speed Reynolds number of the stable state is analysed by
mesh coarsening and refinement analysis. For droplets
with a diameter of 2.0 mm, the deviations from the origi-
nal simulation in terms of droplet cutting start times
were 9.1% and 4.3% for the coarsest and finest meshes
obtained, respectively. The deviation from the original
simulation by mesh refinement and coarsening is less
than 10% when the droplet rise Reynolds number reaches
a steady state. By varying the mesh resolution, the time
at which the droplet starts to be cut and the steady state
results of the rising Reynolds number deviate little from
each other.

To investigate the effect of the knife height on droplet
cutting, four time points are defined to observe the cut-
ting process more effectively. By varying the height and
width of the knife, it is possible to achieve a droplet that
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is cut into one or two parts. Changing the height of the
knife allows for no small droplets to remain after
the droplets have been cut. The height of the knife affects
the time it takes for the two three-phase contact lines to
leave the knife. By reducing the height of the knife, the
cutting time of the droplet is effectively reduced and the
consumables for the knife are reduced.

We studied the effect of the knife’s surface character-
istics (i.e., equilibrium contact angle) on droplet slicing.
The equilibrium contact angle affects the cutting time of
the droplet and its shape changes. If the knife is hydro-
phobic, the cutting time of the droplet is relatively short,
the length and width changes of the droplet are small,
and there is no residue of small droplets on the knife. If
the knife is hydrophilic, the cutting time of the droplet is
long, the length and width changes of the droplet are sig-
nificant, and there is a residual droplet on the knife. The
size of the droplets remaining on the knife after the drop-
lets have been cut by a knife with different surface char-
acteristics varies, making the final droplets smaller in
size. As a result, there is a slight difference in the drop-
let’s continued rise rate after the Reynolds number has
reached stability.

In the numerical simulation of cutting droplets with
two knives, we observed a series of cutting situations. By
controlling the distance between the two knives while
keeping their width constant, the cutting of the droplet
into three parts can be achieved, and the middle part of
the droplet will remain between the two knives. Simulta-
neously controlling the distance between two knives, the
droplets will be cut into two parts or coalesce into one
droplet after cutting. Increasing the distance between the
two knives increases the volume ratio of the droplet.

In this simulation study, some findings and insights
were obtained on the control of droplet size by varying
the height of the knife, contact angle, and using two kni-
ves. This may provide some guidance for the design of
microchannel technology and spray application in related
applications such as droplet size control. The research in
this paper is based on simulations carried out in two
dimensions. For the time being, no in-depth research has
been carried out on the three-dimensional, real-life drop-
let rise and cut problem. In order to provide a more accu-
rate description of the actual flow problems in
engineering, we will carry out future research on the
three-dimensional droplet rise and cut problem. In
the simulation of using two knives to cut the droplets,
the middle part of the droplet stays between the two kni-
ves. In the next stage of the work, we plan to achieve the
continued upward movement of the middle part of the
droplet after being cut by changing the knife (height and
shape) and the surface characteristics of the knife. Our
current work separately investigates the effects of knife

size and contact angle on cutting behaviour. Future work
considering their combined effect on the slicing process
may be interesting in order to obtain a more general
study that will eventually provide correlations in terms of
cutting time. Currently, only one droplet is used in the sim-
ulation to be cut by the knife, and the impact of residual
droplets on the next droplet cutting cannot be determined.
Therefore, in the next stage of the work, we will set a larger
simulation domain, release multiple droplets to achieve
continuous cutting, and study the impact of residual drop-
lets on droplet cutting. The properties of the droplets and
the stable velocity of the droplets after rising are also impor-
tant factors that affect cutting and can be compared and
studied for different parameter impacts in the future.

NOMENCLATURE

A,k parameters connected with surface ten-
sion and interface thickness

by (dimensionless) contact width

by, contact width ([lu])

C scaling factor

c speed of sound squared in lattice
units (m?/s%)

d equivalent diameter (mm)

d equivalent drop diameter in lattice
units ([lu])

dn (dimensionless) droplet deformation height

dy droplet deformation height ([lu])

dy (dimensionless) droplet deformation width

dyy droplet deformation width ([lu])

€aq discrete velocity (mm/s)

Eo (dimensionless) Eotves number

fm a factor (when changing the drop diame-
ter d)

fah85 discrete Maxwell-Boltzmann distributions
(or equilibrium distributions)

F(¢) free energy functional

f(r,t),g(r,t) particle distribution functions

F, forcing term (Fy = gAp,N)

F(o) the bulk energy density

Fr (dimensionless) Froude number

g gravitational acceleration (m?/s)

Hj (dimensionless) height of the knife

Hy height of the knife ([lu])

kq (dimensionless) distance between two knives

kg distance between two knives ([lu])

M mobility parameter

Mo (dimensionless) Morton number

Do bulk pressure (Pa)

Py full pressure tensor (Pa)

pehem ‘chemical’ pressure tensor (Pa)

P’aé ‘thermodynamic’ pressure tensor (Pa)

85UB017 SUOWILLIOD) BAIFER1D) 3|l dde au Aq paueA0b a8 S3joNe WO ‘88N JO S3NJ o AX21q17 8UIIUO AB] 1M UO (SUOIPUOD-PLE-SLUS)W0D" A8 | 1M AeIq 1[ouUO//Sty) SUORIPUOD pUe swie | 8U388S *[£202/80/T2] Uo Akiqiaulluo A8|IM ‘Wsepseqy JO ANsRAIUN Aq 9905280 0/200T 0T/I0p/W00 A3 1M Arelq 1 Bul|UO//SANY W01} papeojumoq ‘0 ‘X6TO6E6T



CAO BT AL. THE CANADIAN JOURNAL OF 13
CHEMICAL ENGINEERING

Re (dimensionless) Reynolds number DATA AVAILABILITY STATEMENT
ts the current time step ([lu]) The authors confirm that the data supporting the find-
Tyq dimensionless time ings of this study are available within the article.
vV, droplet volume ratio
Wi (dimensionless) width of the knife ORCID
Wi width of the knife ([lu]) Fengjiao Liu ® https://orcid.org/0000-0002-2039-4786
We (dimensionless) Weber number
Occa equilibrium contact angle (°) REFERENCES
Tf»Tg dimensionless relaxation parameters [1] S. M. Cunningham, D. A. Tanner, Int. J. Environ. Res. Public
oy weight coefficients Health. 2020, 17, 15.
~ parameters in lattice units [2] S. Madlmeir, T. Forgber, M. Trogrlic, D. Jajcevic, A. Kape, L.
Ap density difference (kg/m?) Contreras, A. Carmody, P. Liu, C. Davies, A. Sarkar, J. G.
q discretized velocity direction Khinast, Chem. Eng. Sci. 2022, 252, 16.
t time (s) [3] L. Xun, F. Garcia-Ruiz, F. X. Fabregas, E. Gil, Sci. Total Envi-
u rising velocity (mm/s) ron. 2022, 826, 15.

.. [4] C. Cheng, C. Alex Chang, J. A. Yeh, Opt. Express 2006, 14,
r position vector (mm/s) 4101,
r coefficient of mObﬂity [5] K. A. Raman, R. K. Jaiman, T. S. Lee, H. T. Low, Int. J. Heat
At time step (s) Mass Transfer 2016, 95, 336.
Ax mesh step (mm) [6] M. Tembely, D. Vadillo, A. Soucemarianadin, A. Dolatabadi,
n dynamic viscosity ratio Processes 2019, 7, 12.
0 contact angle (degree) [7] S. E. M. Tilehboni, E. Fattahi, H. H. Afrouzi, M. Farhadi,
A density ratio J. Mol. Lig. 2015, 212, 544.
U dynamic viscosity (Pa's) [8] R. Ma, X. Zhou, B. Dong, W. Li, J. Gong, Int. J. Heat Fluid
u(@) chemical potential (Pa) Flow 2018, 71, 1.

v kinematic viscosity (m?/s)
E diffuse interface ([lu])

p density (kg/m?)

c interfacial tension (N/m)

@ order parameter of phase field
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APPENDIX A

Al | Phase field description of a binary fluid
system

The phase-field model is only applicable to fluids with
small density differences. In this study, the relative den-
sity difference between the two liquids is only 10%, so the
Boussinesq approximation[45] is used to determine
the net gravity. For the present system, the hydrodynam-
ics of this binary mixture are described as follows:

dwp+ da(puy) =0, (Ala)

é’t(pua) + 8/3 (pu,,uﬁ) = —8/3PZ}, + aﬂu(pé’auﬁ +/)8ﬁua) +gAp,
(Alb)

Iup+ OulUa) =My, (Alc)

Here, p is the density, the kinematic viscosity of the mix-
ture is v, and the subscripts a represent the Cartesian
directions x, y, and z. u, is the velocity field. p is the
chemical potential (see Equation 2). A symmetric double
well potential is used to describe the phase separation.

A B
V=""0?+=¢" A2
SO0 (A2)

The chemical potential y in Equation (2) is defined as
follows!*°!:

u(p) =Ap—Ag® — kI, (A3)

Here, A is a parameter of the free energy model with A
value less than 0, and A and « are parameters related to
surface tension and interface thickness.

P;hﬂ represents the ‘thermodynamic’ pressure tensor,
which includes two parts!*®!: an isotropic contribution
P64 to describe the pressure of ideal gas, and the other

part is the ‘chemical’ pressure tensor ngéem defined as
follows:

1% 1
peen g, {‘P%_v_ K{Wiy‘”ﬁ'a"w‘z}] Fr(Ga)(0p0).

(A4)

A2 | Lattice Boltzmann method and parameters
The discrete Equations (4) and (5) can be solved in two
steps: collision step and streaming step.

Collision step:f;(r, t) :fq(r, t) 1 [ . _fgq} +F,
if
/ 1
g,(r.1) :gq<r,r>—;g[gq—ggq] (A5)

Streaming step: f, (r + egAt,t + At) = £, (r,t)
gy (r+egAtt+At) =g, (r.t) (A6)
The forcing term is incorporated as follows:

Fg=uwq(eq-F), (A7)

where F is the macroscopic force and w, is the weighting
factor!*®):
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5 1
— Z X6 'y — %k
wq 2—“7}37))—4—w576—ﬁ’ W3 6= 172576_60174__5’
XX XX — OJYY — R — _i
W7_190 = W5_18 = W7_14 = W11 18 = 24’
% = =% 1 (A8)
11-14 = #1518 = ®7-10 = 5
02 = =% . =0, &Y =, = 0% *1
1-6 = @16 = @16 = @710 = @114 = D518 = 4>
O =5 1, =% _ ! O = =0, =0
§-0 = W12-13 = Pl6-17 = ~ > P11-18 = @710 = @714 =0

For equilibrium distribution functions f;! and gq' for
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@ is the value of the order parameter at the interface of
the two phases. ¢, is the order parameter value in the
bulk of the two phases, ¢, =1.

The thickness & of the two-phase interface is given by
the following:

e <f_2> (A12)

The surface tension ¢ follows the equation:
== K% . (A13)

The local density p, the local momentum pu, and the
local order parameter ¢ of the fluid at a single lattice
point are the result of summing over all directions q:

. . [46] qu =r . (A14a)

1 <q <18, the following equations are used" ™™ q

eq __ (Dq (92 82 (92 3 02
fq= 2 <p0 - K(p( o zz) + eqgPUq +ﬁ CaqCsq — gé,,ﬁ PUqlp
K
+t3 (a)’;@x(pﬁxgo + @) Ay o, + W D0 + ) Ix Iy + Wit Ixpd p + a)ZZay(p3zc/)) ) (A9a)
® 3 3 Z ef u-+ AtF Al4b
= p —-—r,
&= C% (Fﬂ +eugPllato 5 {eaqeﬁq - c25aﬂ] (ﬂuauﬂ) ol 2 (AL4D)
(A9b)

> 8=, (Al4c)

q

and the equilibrium distribution function at g=0 is as
follows:

0-1
fo=p=  fd (A10a)

0-1
& =0 . & (A10b)

For a two-phase interface, the value of ¢ is deter-
mined by the following equation:

X
L

— h
@(x) = potan F

(A11)

The pressure p, in Equations (A9a) and (A9b) is cal-
culated as follows:

A 3A
_ 2 2 T4 4
poicsp+2(p 4§0

(A15)

7y is determined by the kinematic viscosity of the
mixture:

vig) 1
=4 Al6
)=+ (A16)
The kinematic viscosity v of the mixed liquid is
expressed as a function of the order parameter ¢:
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1—¢ 1+¢ ~ c
V() =, 5 +Vg > (A17) Apg=—Eo (A21)
d

v, and vy are the kinematic viscosities of the continuous
and dispersed phases, respectively.
The mobility M, the flow coefficient I, and the relaxa-

tion parameter 7, are related by the following equation!!:

M= AT <Tg - %) (A18)

The mobility M is determined by the flow coefficient
I', where ¢; =1, which represents the square of the speed
of sound in the lattice unit.

A3 | Scaling procedure

Numerical simulations based on the lattice Boltzmann
method require the correct matching of lattice units to
physical units and numerical systems, which can be
achieved by using a proportionality factor. By equating
the physical and lattice dimensions, the value of the pro-
portionality factor can be obtained. In this study, the
symbol ~ is used to indicate that this parameter is
expressed in lattice units. Using Equation (A13), the for-
mula for « is obtained:

3¢ o
=—=—*# Al
“Tanc, (A19)

Here, after « has been determined, the value of A can be
calculated by Equation (A12). ¢, =1 and C, is scale fac-
tor for surface tension, whose scale factor can be written
as follows:

(o2
C6 ==
2 (A20)

The Boussinesq approximation!*’! states that if the
density difference is much smaller than the density of the
two actual liquids, then density variations only play a
role in the force Apg. The proportionality factor for the
force is determined by the definition of the E6tvos num-
ber (Eo = gApd?/o):

where 6 can be obtained from Equation (A20) and d
denotes the diameter of the droplet in the lattice unit.
The dynamic viscosities of the continuous and dis-
persed phases were determined from the definition of the
Morton number (Mo = (gApu?)/(p26*)) and the viscos-

ity ratio n (7= pq/n.):
- —n~2Mo 1/4 - -
fie = <p§02d —EO) Fig = nji (A22)

The kinematic viscosity is as follows:

=

- _H,
U= s

Cl/d:

Pe Pd

(A23)

We therefore introduce the following scale factors:

Density: C, =

5

AT

Kinematic viscosity: C, = ?; (A24)
Ve

A
Force: Cpopee = Lg
Ap

Using the definitions of the Froude number
(Fr=u?/gd), Reynolds number (Re=udp,/u,) and
Weber number (We =p.u?d/c), and the above scaling
factors, the scaling factors for velocity, length and time
can be determined as follows:

c*c
Length: Cy = éop :
. Cs
Velocity: Cy, = ; (A25)
C.C,
c3c?
Time: C; = %;
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