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appropriate formulations must be developed. While the Continuum Surface Force (CSF)
model is well-engineered for the description of interfaces, there is still a lack of treatment

IS(E{,WOMS' of contact lines, which are defined by the intersection of an ending fluid interface and a
Two-phase flow solid boundary surface. In our approach we use a balance equation for the contact line and
Surface tension extend the Navier-Stokes equations in analogy to the extension of a two-phase interface in
Moving contact line the CSF model. Since this model depicts a physically motivated approach on the continuum
Dynamic contact angle scale, no fitting parameters are introduced and the deterministic description leads to a
EE]E dynamical evolution of the system.

As verification of our theory, we show a Smoothed Particle Hydrodynamics (SPH) model
and simulate the evolution of droplet shapes and their corresponding contact angles.
© 2016 Elsevier Inc. All rights reserved.

1. Introduction

Although we are familiar with surface tension and subconsciously dealing with it in our daily life, e.g. condensed water
droplets on a cold window or water-repellent textiles, the scientific description remains partly ambiguous. Especially with
regard to contact angles (CA), which demonstrate the wetting behavior, different models were developed in the past. The
static contact angle of a fluid on a plane surface is well described by Young’s equation. But if the fluid is in motion, as
experiments from Hoffman [1] show, the contact angle changes its value. Blake and Haynes investigated a model based
on the molecular-kinetic theory, where adsorption and desorption rates are used to describe the progress of a contact
line [2]. A hydrodynamical approach was suggested by de Gennes and Brochard-Wyart [3,4]. They assumed a force balance
of the “non-compensated Young Force” and the viscous friction of a Poiseuille flow near a moving contact line. Hereby
they also obtained a constitutive relationship between the dynamic contact angle (DCA) and the velocity of the contact
line. A further model with an explicit treatment of the surface was proposed by Shikhmurzaev [5]. A comparison of these
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different analytical methods is beyond the scope of this article. Instead we will show a way to include the basic idea of
aforementioned approaches and develop a physico-numerical model being able to describe two-phase flow in a capillary or
droplet formation with surface tension and contact line movement.

During the last years mesh-free methods fade more and more into spotlight. Despite the higher computational effort
compared to grid-based methods and some challenges due to the peculiarity of the method, mesh-free methods are favor-
able in some applications. One benefit is, they are able to bridge the gap between continuum and fragmentation in a native
way. In this manner the description of materials and fluids with complex shapes is predestinated for a particle method with
a Lagrangian formulation of the underlying physical process. With respect to multi-phase flow the computational effort
does not dramatically increase, because interfaces are not explicitly treated and expensive adaptive spacial resolution for
interfaces is not necessary, because the particles move on a continuous scale. A further advantage is the possible treatment
of free surfaces which also results in a reduction of the computational effort by only considering the dominating phase.

In the case of laminar multi-phase flow several prerequisites must be achieved to describe the flow pattern of interfaces
with contact lines on a microscopical consideration of the continuum scale. Boundary conditions like the no-slip condition
give rise to the Hagen-Poiseuille flow profile in a tube for a viscid fluid. The extension by another phase leads to an
interfacial balance equation between the two fluid phases. This is where surface tension is introduced. In the Continuum
Surface Force model by Brackbill et al. [6] the balance equation is used and reformulated to a volumetric area of influence.
Although the treatment of interfaces is nowadays well established, the description of contact lines and corresponding contact
angles is still under development.

By now there are in principal four different physico-numerical methods to describe the local wetting behavior on the
continuum scale:

1. Static contact angles (DCA with constitutive equation)
2. Slip boundary models

3. Pairwise interaction forces

4, Stress tensor formulations

Method 1 requires a separate description for interfaces and contact lines. The CSF model is commonly used for fluid-fluid
interactions and different implementations for contact angles are possible. Liu et al. [7] calculated drop shapes with static
contact angles and the wettability of walls using the MPS method. With regard to transport in porous media Ferrari and
Lunati [8] simulate two-phase drainage processes using static contact angles and the VOF method. Annapragada et al. [9]
calculate droplet shapes on an incline using a static boundary condition for the contact angle with a constitutive equation for
the azimuthal angle of the drop. A further constitutive equation is used by Das and Das [10] to obtain volume-dependend
contact angles for bigger drops. One has to mention these approaches with static contact angles are sufficient for either
stationary problems or dynamical processes with low capillary numbers.

We also put models with constitutive equations for a “dynamic” contact angle in dependence of a contact line velocity in
this category, e.g. Sikalo et al. [11], as for a certain configuration of the system the contact angle shall be an input value and
not a result of a differential equation. The contact angle itself can be regarded as the boundary condition to the curvature of
the interface. Input parameters in these models are static contact angles or advancing/receding contact angles and surface
tension coefficients, respectively.

A SPH approach, which imposes static contact angles at the wall, is published by Breinlinger et al. [12]. The idea is to
introduce a reset force through an artificially generated curvature in order to obtain static contact angles in equilibrium.
The disadvantage of this approach is, a correction of normals at particles close to the wall plus a smoothing is necessary.
Moreover, because of a layer dependent formulation, the generated peak curvature may exert a force away from the contact
line. Through this procedure a discrepancy between the actual particle arrangement and the imposed particle properties
with imposed forces is generated. This is why this force can be seen as an artificial reset force without the claim for correct
process dynamics, as the force is not derived from a momentum balance.

Method 2 is a way to incorporate the contact line movement into a slip model for the three-phase contact line, which is
necessary to ensure a certain contact angle during the dynamical motion of a system. For a deeper insight we refer to the
work of Ren and E [13]. They investigated a slip model with boundary conditions for the moving contact line problem. Input
parameters are the static contact angle and an effective friction coefficient for the slip model.

Method 3 is a description for interfaces and contact lines unified in one particle-particle interaction. We want to highlight
the work of Tartakovsky and Meakin [14], who first showed an effective formulation of surface tension with accompanying
contact angles in SPH. In the same way Zhou et al. [15] used a Lennard-Jones-like potential with adapted coefficients for the
use on the continuum scale. An utilization in the Volume of Fluid method is shown by Mahady et al. [16]. This demonstrates
the ability in choosing an appropriate, artificial interaction potential and using a fitting parameter as input value to model
the qualitative behavior of the physical system. Note that, beside the classical fitting approach, nowadays also theories exist,
which derive the coefficients of the pairwise interaction for a use on the continuum scale, see Bandara et al. [17].

Method 4 Lafaurie et al. [18] introduced a multi-phase formulation, which allows for momentum conservation by taking
the divergence of the stress-tensor. This leads to a propagation of interfaces and contact lines by a unified description. The
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Fig. 1. Schematic illustration of two-phase flow through a capillary, in 2D constrained by solid walls on left and right side. Further important quantities are
the curvature « of the wn-interface and the contact angle « as its boundary condition with respect to the solid wall.

first implementation of this method in SPH was published by Hu and Adams [19]. Input parameters are all involved surface
tension coefficients.

At low capillary and Bond numbers, surface tension is dominating, and therefore the assumption of a static contact angle
is reasonable. At high capillary numbers the viscous flow and body forces are dominating and it might be fair to neglect
surface tension completely. But there’s a certain range in between where the negligence of the dynamic contact angle would
falsify the result. To obtain the dynamic contact angle as a result of a simulation we introduce:

The Contact Line Force model (CLF)

This approach has the potential to easily exchange the driving forces for the contact line and is adjustable to high density
ratios.

Balance equations don’t merely exist for phases and interfaces, they can also be formulated for contact lines, as Has-
sanizadeh and Gray [20]| showed. From the momentum balance at the contact line we can extend the Navier-Stokes
equations in the same way like the CSF model does for an interface. Input parameters are either all three surface ten-
sion coefficients or just the static contact angle and the surface tension coefficient of the fluid-fluid interface. The latter are
easily characterizable by measurements.

2. Two-phase model

The Navier-Stokes equations for an isothermal, incompressible, single-phase system with a Newtonian fluid in Lagrangian
description are given by:

\'A
po; = VP +UAVE g (1)
1D
;D—f=v V=O, (2)

where p, p and w are density, pressure and dynamic viscosity. The vectors v and g represent velocity and gravitational
acceleration. To describe a system as shown in Fig. 1 with regard to two-phase flow and surface tension this model has to
be extended.

2.1. The smoothing kernel W

To introduce a smooth transition of the scalar field ¢ from one phase to another, an interpolation technique is applied
with kernels usually based on spline functions [21]. Due to stability reasons in our numerical scheme we use the Wendland
kernel [22]

7 [1-9)*q+1) ifg<2
W(q,h)=—— 2 3
@h=g2m {O else G)

with g = |r| /h and the prefactor representing the normalization constant in 2D, whereas in 3D the normalization constant
is 21/(16h?). The demand on the kernel is a compact support and in the limit of a vanishing smoothing length h, the
kernel has to become the Dirac delta function §(r):

/W(lr’—r|,h) dr' =1, (4)
lim W (r,h) =8(). (5)
h—0

Because of the incomplete kernel support at domain boundaries, the mixed kernel and gradient correction by Bonet and
Lok [23] is applied, where the kernel correction is given by
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Fig. 2. Continuum surface force at wn-interface.

* / _ W(|l'/—l'|,h)
W (Ir _r|’h)_fW(|r’—r|,h) a3r (6)

With this formulation a scalar field can be interpolated by

E(r,h):/c(r/) W*(It' —r|,h) &®*r, (7)

and the gradient of ¢(r, h) is obtained by
V< (r, h) :/c(r’) V*W* (Ir' —r|,h) d3r . (8)

Note that the mixed kernel and gradient correction also applies a gradient correction, which is here denoted by V*. With this
description it is possible to obtain the fluid-phase interface normal n,,, even close to the solid wall with a proper volume
reformulation building the basis of the following description for contact lines.

2.2. Continuum Surface Force model (CSF)

By introducing a second phase, one has to satisfy the interfacial boundary condition [24]
(pw — Pn) Dy = (gw - gn)ﬁwn — OwnKwnflwn + VOuwn, 9)

where the indices w, n and later s denote the wetting, the non-wetting and the solid phase. The combination of two
of them, e.g. wn, represents an interfacial property like xy, and oy;,, which denotes the curvature and the surface ten-
sion coefficient of the wn-interface. The tensor T represents the viscous stress tensor and fi,, is the unit normal to the
wn-interface. We assume a constant surface tension coefficient oy, along the interface, which gives rise to Vo, = 0. The
normal component of this condition with respect to the interface is responsible for the curvature of this interface. Therefore
we include the second term on the right side of Eq. (9) as Continuum Surface Force f,,,, see Fig. 2, in our model following
the work of Brackbill et al. [6] and calculate the force by

fun = Ownkwnlwn (10)

with a color function ¢, where each phase has a constant color value and a normal vector of this interface, which is obtained
by the gradient of the color function through

\(4

nwn=m. (1])

[c] denotes the jump in the value of the color function when crossing an interface and can be considered as renormalization.
The curvature is further calculated via

Kwn=—V -fiyy. (12)
To integrate the CSF model in the Navier-Stokes equations, a volumetric reformulation is applied
F‘\;‘% = wnawn s (13)

where |ny,| is used as approximation of the Dirac delta distribution &5, due to

/nwn'dﬁwnzl, (14)

which is satisfied because of the renormalization [c] in Eq. (11). Thus the Navier-Stokes equations are extended by Eq. (13)
and we obtain

Dv 1 "

1
— =——Vp+EAvig+ —FO. (15)
Dt p o p "
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Fig. 3. Contact line with contact angle .

This formulation is capable of describing a two-phase system, but still cannot handle the contact with a third, solid phase.
The advantage of extending the Navier-Stokes equations in this way instead of solving it together with the interface condi-
tion is, that we do not explicitly have to describe the interface layer.

Inspired by this approach we come up with a similar description for the three-phase contact area and introduce the
Contact Line Force for a dynamical description of evolving contact lines.

2.3. Contact Line Force (CLF)

2.3.1. Momentum balance

Analogous to the derivation of the CSF one can use a balance equation to include the dynamical behavior of the contact
line. From the Microscale Momentum Balance Equation for a Contact Line by Hassanizadeh and Gray [20] one can derive the
unbalanced Young Force, as proposed by de Gennes [3]. In this way we introduce a force acting on the contact line, by only
balancing interfacial tension, in particular only the component tangential to the solid interface

fyns = DnsDns - Z Uij‘A)ij . (16)

ij=wn,ns,ws

Here o;; denotes the surface tension coefficient of the corresponding interface and b;; is the tangential unit vector as shown
in Fig. 3. We consider the normal component to be in balance, because of the assumption of a fixed solid surface, while the
tangential contribution is responsible for the contact line movement along the solid surface. Other formulations of Eq. (16)
are given by

fwns = own [coS(ats) — cos(ata)] Vs , (17)
funs = | Ons — Ows + own (Dns - Dwn) | s, (18)
—_——
— cos(ayg)

where «; and oy denote the static and the dynamic (actual) contact angle. In the equilibrium case |fyns| =0, Eq. (18)
apparently becomes Young’s equation

Ons = Ows + Own COS(Cts). (19)

The tangential interface unit vectors b;; are defined to be orthogonal to the interface normals f;j, pointing away from the
contact line (in three dimensions orthogonally to the contact line itself), see Fig. 3.

2.3.2. Volume reformulation

Starting at the momentum balance equation for an interface or a contact line the resulting force contribution is in case
of the interfacial balance formulated as force per area and in case of the contact line balance as force per line. Hence the
role of the volume reformulation is on the one hand a transformation from a force per area/line to a force per volume and
on the other hand a redistribution of forces, which act on, e.g. the contact line, to the vicinity of the line. The function §ns,
which will describe this redistribution, therefore is a weighting of Eq. (16) to the region close to the contact line. In case
of the CSF, the magnitude of the interface normal is used for the volume reformulation, see Fig. 4(b). There solely is a
non-zero contribution in the vicinity of the interface. The volume reformulation for the CLF has to satisfy the same needs,
see Fig. 4(d). With the gradient along a direction

ans = f)ns Y (20)

we define 8,5 in the following way. In a first step the directional derivative is taken tangential to the fluid-solid interface

1 ~ A
Evvnsc = Vns - Dynp. (21)

‘ngvns (r)=
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(a) (b)
(©) (d)

Fig. 4. Initial state, (a) colors represent different phases: solid wall in black, wetting phase in grey and non-wetting phase in blue. (b) Magnitude of fluid
phase interface normal ny,, (c) curvature « and (d) volume reformulation of CLF: §,ns. Color scale from blue (zero value) to red with increasing magnitude.
(For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

/

In a second step a further derivative, orthogonal to the previous one, is applied to §,,, (r) with direction towards the solid
boundary dy

Swns (X) = —2 Vdsxg/

wns >

(22)
where the boundary itself is treated as §;,,; =0 and the derivative is taken with respect to the boundary solely for a
well-defined transition right at the boundary, cf. Fig. 4. The factor 2 is introduced, because this volume reformulation is
only evaluated and applied to the fluid phase, which represents only half of the kernel support at the contact line. Because

8\yns > 0 inside the fluid domain, the directional derivative towards the outside becomes negative and therefore the minus

sign leads to §yus > 0. Thus we fulfill the condition

// Swnsdo =1 (23)

and do = |dgy X Vns| ddsxdvps , (24)

with integration over the fluid domain only. This is stringently required to preserve the quantity of the CLF.
With this knowledge, the volume reformulation of the CLF writes as

F‘\;%s = fwns5wns- (25)

The advantage of this approach is, one is easily able to exchange the driving force f,,;s in Eq. (25), if other effective wetting
models, e.g. [2], are subject of new investigations.
With Eq. (25) the complete hydrodynamical surface tension model writes as
Dv 1 w 1 1
— =——Vp+LAv —F 4+ —F9 26
Dt 0 p+/0 +g+pwn+pwns (26)

which is capable of describing the dynamics of partial wetting including dynamic contact angles.
3. Time integration

The time integration is solved with a standard second order Leap-Frog scheme, which is given by
Vn+0.5 =Vp—05 + Tan (27)
Tny1 =Tn + TVnios5, (28)

where n denotes the discrete time step, T the time step interval and a the complete acceleration according to the momen-
tum balance, cf. Eq. (26). Because this scheme is not self-starting the first step is made by

Vo5 =Vg+ 0.57ap. (29)

In this paper the Leap-Frog scheme is used in conjunction with the incompressible SPH scheme. Note that the Leap-Frog
scheme for weakly compressible SPH is also used in Liu and Liu [25] and Pan et al. [26].
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3.1. Incompressible formulation

To solve the Navier-Stokes equations for incompressible flow, the decomposition of Chorin [27] is used. Hence the
following condition in Lagrangian description must be satisfied

d
d—f:pVﬂ:O. (30)

As a consequence a divergence-free velocity field is demanded for time integration. By taking the divergence of Eq. (27), we
obtain

[ 1 wvol 1 vol 1
0=V- v,o,5+r(—Av+g+—F + —F —TV-{—-Vp) , (31)
( ! P p M p ), o)
which is the pressure-Poisson equation
1 1
—V-Viy=V-[=Vp]) . (32)
T Jol n

By this means we have to solve a linear equation system, which couples the whole computational domain to obtain the
pressure field. Note that in the first step 7 — 7/2, because of Eq. (29). The libraries we use are the algebraic multigrid
preconditioner BoomerAMG from hypre [28,29] and the BiCGStab method from PETSc [30-32].

3.2. Resulting predictor-corrector scheme

This leads to a predictor-corrector scheme. The intermediate velocity in the predictor step is given by
1 1
Vint =Vp—05+7T (%AV-F g+ ;FK\% + ;F%s> (33)
n
and
T
Vp =Vp—05+ Ean—l . (34)

Therewith the pressure-Poisson Eq. (32) is solved and the hereby obtained pressure field is used to accomplish the corrector
step

1
Vny05=Vint — T (; VP) . (35)

n
After that the positions are updated through Eq. (28).
3.3. Time step criteria

For stability reasons several time step criteria must be fulfilled, the Courant-Friedrichs-Lewy (CFL) criterion

l
7T<0.1 0

<0. )
V] max

(36)

with lp as initial particle spacing and |v|;, as the maximum velocity in the computational domain and additionally a
viscous diffusion condition

7<01—"2, (37)

with n = u/p as kinematic viscosity, and with nmn. denoting the maximum kinematic viscosity of all involved particles. To
take care of external forces and surface tension forces, respectively, the CFL criterion is not only applied for the complete
time step, but also for the predictor with |V|;;q, = max (|Vint|)-
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4. Implementation in SPH

We dispense with a general introduction into Smoothed Particle Hydrodynamics and instead refer to some fundamental
work to look up. The first publications by Lucy [33] and Gingold and Monaghan [34] aimed for the description of astro-
physical phenomena. With respect to a more general formulation and application of SPH however, a suitable overview is
given by Monaghan [35] and Rosswog [36]. Due to the similarity of astrophysics and fluid-dynamics, soon other applications
were found. With regard to single-phase flow a crucial issue is the no-slip boundary condition, which was first verified by
Morris et al. [37] for a fluid-solid interface with discretized solid particles. The extension by a second phase demands some
classical two-phase flow validations like Rayleigh-Taylor instabilities, see Szewc et al. [38], or rising bubbles, as shown by
Colagrossi and Landrini [39]. Other test cases involve Kelvin-Helmholtz instabilities, see Price [40] and Read et al. [41], or
Taylor-Green vortices and lid-driven cavities, see Hu and Adams [42] and Adami et al. [43]. From an application perspective,
modeling high density ratios is of special interest. With this in view, Grenier et al. [44,45] published a SPH-formulation to
describe real water/gas-interfaces. A promising approach with respect to surface tension is published by Hu and Adams [19],
which allows for a momentum conserving formulation. For a separate description of interface dynamics and contact line
dynamics, we use the well-established SPH-formulation of the CSF model by Morris [46]. An adjusted description for the
interface is shown by Adami et al. [47] to take high density ratios in the CSF model into account.

With respect to contact line dynamics we introduce a formulation for the Contact Line Force, which completes the
interaction of the CSF model when the two-phase interface approaches the third, solid phase.

4.1. Mixed kernel and gradient correction [23]

To guarantee zero order consistency the Shepard correction is applied to the kernel of Eq. (3) and therefore the corrective
SPH kernel writes as

W (rgp, h
W™ (rgp, h) = Wl ; (38)
Yo VoW (rap. h)
with 1y = [ty — 1| and V, =my/pp. Using the quotient rule the gradient of the corrected kernel becomes
VWa — W Vy VW,
vWw* (rab, h) _ ab ab Zb b ab/fa 7 (39)

&

with the normalization & =", V, Wq, and Wgp = W (rgp, h). Further the gradient correction is applied to satisfy rotational
invariance, which results in the final corrected gradient of the kernel

VW (rabvh)=£aVW* (rap, h) (40)
with the matrix
-1
Lo= (Z v,,vw;b@)r,,a) : (41)
b

4.2. Navier-Stokes equations

The viscous model is taken from Szewc et al. [48]

(VOV V)= EapVap - Tap Vg Wiy (42)
b
:Zsmb Na+1p  Vab - Yab VW (43)
=Pt Il 22

with vg, = vg — v, representing the velocity difference of particle a and b. ¢ = 0.01h is a small numerical parameter,
preventing the denominator to become zero.
Further the pressure term in the momentum balance is discretized by

1 DPa+ Pb
—Vp) =) my——Viw} (44)
<p a Xb: papp

which was already used in this way by Morris [46] and Colagrossi and Landrini [39].
To be mass conserving, the multi-phase formulation for the density by Hu and Adams [19] is used

Pa =Mg Z Wap. (45)
b
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Fig. 5. Initial state: (a) Visualization of the Continuum Surface Force (CSF). (b) Visualization of the Contact Line Force (CLF). Static contact angle is set to
140°.

The projection method of Cummins and Rudman [49] leads to a SPH-formulation of the pressure-Poisson equation with the
left-hand side
| V; W:b

1 4
V. —Vp>) =) XabPab=) V p (46)
< (p ; Xb: P =) Vo P A g P

b

of the linear equation system. p,, denotes the pressure difference of particle a and b with pg, = pq — pp. The right-hand
side is described by

1 1
T (V - Vint)g = T Z Vp (viﬂfb - vi”fﬂ) “VaWep- “
b

4.3. Surface tension

As we are now only considering the wn-interface we reduce for readability reasons the denotation of interface normal
and curvature for particle a from nyy, to ng, and in the same way v, = vys,. The interface normal is evaluated through the
jump in the color function according to

1
no= 1 D Vi (ch—ca) Vi W5y (48)
b
The unit normal is further used to calculate the curvature x through
Ka=—» Vp (B —fg) - VIWS, . (49)
b

where the summation only includes particles with |n| > 0.01/h. Therewith the surface force writes as

F‘;ﬁ,ﬂa = OwnkgNg . (50)

The result is shown in Fig. 5(a), the stronger the curvature, the stronger the continuum surface force. To determine the
dynamic contact angle ¢4, the distance vector

da :varba W:b (51)
b

is used, which points straight to the wall, where summation is only applied over solid boundary particles or ghost particles.
This approximation is satisfying as only the direction and not the magnitude is relevant for further processing. aa “fg =
cos(c) describes the contact angle of that phase, the interface normal n, is pointing at, and therefore it is the contact angle
of the phase with the higher color value c. Thus &a -fig = —cos(og) represents the contact angle of the other phase with
lower color value. Eq. (17) or (18) is applied by

fwnsa =Own [cos(as) + cAla : ﬁa:l Va, (52)
with
Va = |da|2 ng —(dg -ng)dg. (53)

This means only two parameters, the surface tension coefficient oy, and the static contact angle «s of one phase, namely
the one with the lower color value due to the choice of the “+"-sign in Eq. (52), are necessary as input parameters for
the dynamic two-phase model with a solid boundary. Note that with this formulation v, does not necessarily point in



468 M. Huber et al. / Journal of Computational Physics 310 (2016) 459-477

bou@-a\ry/@main

fluid domain
—

(b)

Fig. 6. Different boundary methods: (a) Fluid particles move while boundary is discretized by fixed solid particles. (b) Boundary particles dynamically
generated by mirroring of fluid particles, known as ghost particle method.

the direction away from the wetting phase, tangential to the interface of solid and non-wetting phase, as shown in Fig. 3.
Through this definition it points away from the phase with lower color value, tangential to the interface of solid phase and
the phase with higher color value.

The volume reformulation of the CLF is given by Eq. (22). With the directional derivative we obtain

Sunsy =280+ 3 Vo (Sung, — B, ) Ve Wos (54
b
with
o {S’ansa ifb € fluid (55)
b 0 if b € boundary
and
Syyns, = Va Mg, (56)

where the boundary can be described by solid particles and ghost particles, respectively. Due to the definition S(AmSH > 0.
Therewith the volume reformulation for the CLF is given by

F‘\;\%sa = fwnsatswnsa s (57)
and its illustration is shown in Fig. 5(b). The stronger the deviation to the static contact angle, the stronger the contact line
force.

4.4. Boundary conditions

The boundary treatment is a crucial aspect of any SPH model. Depending on the geometry and complexity of the
boundary structure, there are different ways how boundary conditions can be implemented. Due to this choice and the
corresponding approximation error, these formulations exert a significant influence on the solution, not only close to the
boundary, but also within the computational domain and furthermore influence the stability of the method, see Basa et
al. [50]. Several higher order methods were proposed to improve convergence and accuracy, cf. Belytschko et al. [51].
Derivative approximations can be corrected for example by considering Taylor series expansion with higher-order terms,
see Chen et al. [52] and Zhang and Batra [53], respectively. Another approach for instance is to use a moving least-squares
approximation as published by Liu et al. [54] and Bilotta et al. [55]. One can usually say the higher the considered order
for approximation, the better the result, but in turn the higher the computational effort as well. This is why we chose the
method of Bonet and Lok [23], which represents a satisfying compromise for the applications below.

This method compensates the particle deficiency close to a boundary and therefore is an appropriate way to calculate
the normal of an interface close to the contact line.

4.4.1. Velocity boundary condition
To impose reference values through a Dirichlet boundary condition on a flat interface of fluid and boundary domain,
Cummins and Rudman [49] proposed the ghost particles method, see Fig. 6(b). There ghost particles obtain the velocity

VE =2V — v (58)

for example to enforce the reference value v, right on the interface. A more detailed explanation can be found in Szewc et

al. [48]. Neumann boundary conditions like ‘% =0 are applied by setting

Vi = Vby. (59)
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Fig. 7. Mirroring of ghost particles: (a) Generation of ghost distance vector rfb and (b) illustration in the limit of particle a coming close to the boundary
itself.

which can be used for every desired component. Also a component-by-component composition of Dirichlet and Neumann
boundary condition is possible for a vector field.
Note that using an approach for the momentum balance, for instance as suggested by Adami et al. [47,56]

1 2dalp Vap
VOV, =— 3 (VZ+V}) Tas - VaWap (60)
’ ’"“Xb: U a2 422

this traditional description of boundary conditions, cf. Eqs. (58)/(59), is sufficient.

Special treatment of the velocity boundary condition If the viscous contribution is formulated by Eq. (43) the traditional de-
scription is also sufficient for homogeneous flows close to the boundary like the Poiseuille flow but can lead to instabilities
when velocity components normal to the wall and irregular particle arrangements are present in the immediate vicinity
of the wall. An explanation can be found in the following. To recapitulate Eq. (43) and reducing it to the substantial con-
tribution without kernel and gradient correction we formulate this equation for the boundary interaction in the following
way

(VOV - ¥)q= Y &apVab - TabVaWa
bUbs

= éw vabxrabx+vabyraby)vawab+Zs (v 1S, + V5,15, ) VW, (61)
b

Notice that particle a is also mirrored at the domain boundary and its ghost particle belongs to the group of neighboring
ghost particles b8.

The ghost distance vector rfb of particle a and ghost particle b® is in general calculated according to Fig. 7(a). Considering
this boundary condition in the limit of particle a sitting right at the boundary (see Fig. 7(b)), one obtains

oW
§ab Tabx 1
VOV - lwat, = ) = (VabyTas + Van Tas,) | iy (62)
b @ aby “5r
oW
&ab Tabyx 737~
+ Z ra < ab,Tabx — Vagbyraby) | ) (63)
b ~Tab, v

with 1% =g, and rfby = —Tap,.
The traditional way to reach a no-slip boundary condition by setting vf = —vp, results in

aw
&ab |: (vaxrﬂbx — Vb, rﬂby) Taby =57 i|

Tab

(VY V) iy, = 22 (64)

W
(Vay Tab, — Vbxrabx) Taby 51

For instance setting the internal velocity field to a value of v=[v(r), 0], the y-component of Eq. (64) results in general in a
non-zero value, which means although there is no velocity in y-direction the viscosity causes an acceleration in y-direction.
This unphysical behavior is caused all over the domain. To get rid of this at the boundary, where a real no-slip condition
prevents the particle from penetrating the boundary, we set vf = [—Vp,, Vp,] as boundary condition for the x-component

and vf = [vp,, —Vvp,] as boundary condition for the y-component. By this we obtain

W
Va,Tab,Tab, 7
(V(V - V))|walla Zzgab |: ax"abylaby ‘dr :| ) (65)

aw
Tab | Va,Tab,Tab, 5

which has no y-component for v=[v(r), 0].
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Note that this result in square brackets is now comparable to the result of Eq. (60) right at the boundary.
The mirror approach in general is valid for other quantities of the momentum balance like pressure, e.g., or the density
as well.

4.4.2. Pressure boundary condition

With respect to pressure in ISPH the boundary condition is splitted and has to be considered on the one hand in the
pressure Poisson Eq. (32) and on the other hand in the corrector step by Eq. (35). To incorporate the Dirichlet boundary
condition in the pressure Poisson equation, the interaction of ghost particles is added to the regular interaction. Due to
pfb =pa— p,f = Pa — 2Pref + Pp the adjusted formulation for the pressure Poisson equation is

Y Xab(Pa = Po) + Y X5 (Pa+ pp) =
b b&

1 1
= § :wamba SVEWE + - § :vbv'igmbu VaWE + § 2X5 Dref - (66)
b b8 beg

The Neumann boundary condition Z—ﬁ =0 is realized because of pagb =Ppa— pf = pa — pp through

> Xab (Pa = Pb) + Y X& (Pa — Pb) =
b b&

1 1
gk
22 VoVint, - VaWiy 2 D ViV, - Ve (67)
b bs
In both ways the right hand side of the pressure Poisson equation requires a boundary condition for the divergence of the
velocity field, which is realized through vlgmb = [Vinty.x» —Vinty,y]-

Periodic boundary conditions with an additional Ap can be applied in the same way by using

Py =Pa— Py =Pa— (Py+AP) =Pa— Py — AP. (68)

After solving the linear equation system these pressure values pl‘:/ & are also used in Eq. (44) of the corrector step.

4.4.3. Boundary condition for surface tension
To prevent the particles from penetrating the wall due to surface tension one has to guarantee, that no force contribution
normal to a wall is left
|
d,-F° =o0. (69)

wng

In case of fixed boundary particles, cf. Fig. 6(a), the fluid-solid interaction is described as introduced by Morris [37]. The wall
is discretized by solid particles and with respect to a no-slip boundary condition, the boundary particles obtain a fictitious
velocity to ensure v =0 on the wall. These boundary particles are also used to ensure no fluid particles will penetrate the
wall by solving the pressure on the boundary particles, too. Thus the pressure gradient keeps the fluid particles in the fluid
domain due to the incompressibility criterion.

Alternative approaches for explicit boundary treatment can be found in Ferrand et al. [57], Mayrhofer et al. [58] and
Vacondio et al. [59], respectively.

5. Results
5.1. Time integration scheme

The new integration scheme is compared to the well-established Euler-method, which is for instance used in Shao and
Lo [60]. The initial state is a rectangle, filled by 100 x 50 particles, all of the same phase. On top and bottom a free slip
condition is applied. At the bottom a Neumann boundary condition for pressure S—n =0 is applied and on top a Dirichlet
condition prp = p(x) is used, which has the same pressure gradient along the width as is imposed on left and right side,
see Fig. 8(a). The pressure difference from left to right is calculated in analogy to a spring pendulum by

. L
Ap(t) = po - (x(t) — xo) with po = 47—~ (70)
where Ly and T are length in x-direction and cycle duration, respectively. Particles can move periodically from left to right

and vice versa. The result for T =1s, Ly =0.01 m and p = 1000 kg/m> is shown in Fig. 8(b)-(f). The total energy is
calculated according to the pendulum by

%4 1
E[0[=27T2T—120(X—X0)2+5m\/2. (71)
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Fig. 8. (a) shows the relative pressure field, which varies in time due to the particle elongation with respect to the reference position. (b) shows the
resulting time series of the total energy of the system for the two different integration schemes with two different time step sizes each.

The Leap-Frog scheme shows an oscillating behavior of the total energy, which is caused by the periodic transfer of kinetic
energy to potential energy and back. This behavior is well-known for Verlet-methods in periodic regimes and reflects our
expectations. In contrast to the integration scheme used in Shao and Lo [60] the total energy of the Leap-Frog scheme
is bounded. A reduction of the time increment reduces the oscillating behavior of the total energy, whereas in the Euler-
method the divergent behavior is damped.

5.2. Surface tension

To look at wetting processes with the new CLF we analyze droplet shapes, where we first look at a droplet relaxation on a
solid wall, cf. Fig. 9. The initial phase distribution is shown in (a). Surface tension is pushing the system towards an energetic
minimum state, which means the equilibrium contact angle has to be achieved in combination with a homogeneously
curved interface with minimal interfacial area between both phases. In this model the CLF is responsible for the motion of
the contact line, which adjusts a new contact angle. The magnitude of the CLF is depending on the difference of actual and
static CA, cf. Eq. (17). Therefore an initial contact angle, which is not equal to the static contact angle, will give rise to a
CLF, which will cause the motion of the contact line until the static contact angle is achieved. Hence, the consequence of
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(e) (f)

Fig. 9. Evolution of drop formation. Both phases have the same densities p; = p, = 1000 kg/m3, the dynamic viscosities are set to j11 = iy = 0.01 kg/sm
and the surface tension is set to oy, = 0.0182 N/m with a static contact angle of o = 50°. (a) Shows the initial state, and further states are shown after
(b) 2 ps, () 5 ps, (d) 10 ps, (e) 20 ps and finally (f) at rest after 200 ps. The computational domain is set to Ax=0.01 m, Ay =0.005 m and is discretized
by 200 x 100 particles.

an initial droplet shape as shown in Fig. 9(a) and a static contact angle of oz = 50° is a transient motion with dynamic
contact angles. The temporal evolution of this process is shown in (b)-(e) and the equilibrium state with the droplet at rest
is shown in (f). The results of different simulations with other static contact angles are shown in Fig. 10. The absolute errors
of these equilibrium states compared to their set values are shown in Fig. 11(a). The error in the partial wetting regime
between 30°-140° is below 5%. The contact angle is hereby calculated through

Q) = Up awnsb . (72)

1
b Swns, Zb:

After the drop has reached its equilibrium state, a pressure gradient of Z—f( = —-200 % is applied, to show steady state
advancing and receding contact angles under a constant motion of the drop, see Fig. 11(b). The temporal evolution of the
advancing and receding contact angle together with the apex height is shown in Fig. 12(a). This approach leads to a linear
dependency of the dynamic contact angle on the contact line velocity in the limited range around the static contact angle,
see Fig. 12(b). This result was achieved using several simulations with pressure gradients ranging from Z—f( = —-500 % to

‘;—‘)’( =0 % each simulation resulting in a steady state droplet shape under constant motion to the right and one advancing

and one receding contact angle. The contact line velocity is hereby determined with

1 dry
e S — rpd and vg=—.
Zb Swnsb Xb: b Ownsy, cl dr

Note that also static contact angles below 30° and above 140° are applicable. The CLF will calculate the correct driving
force, but despite the higher order method of Eq. (40), the interface will be badly resolved by a few particles due to the
narrow tips in these strong wetting or non-wetting regimes and therefore the normal at the contact line will lose accuracy.
This is why the error plot of Fig. 11(a) increases when it comes to strong wetting or non-wetting regimes. If one has a
look at the “grid convergence”, we realize that the error of the static contact angle does not decrease but converge while
increasing the particle resolution. This is because the detection of oy and previously the unit normal i at the contact line
is independent on the particle resolution as the same amount of particles within one cut-off radius is responsible for o.
The error is given by the relative particle arrangement and therefore given by the geometry of the interface. If you double
the particle resolution, halve the particle spacing, the particle arrangement at a given contact angle stays the same as long
as you don't introduce an adaptive resolution with more smaller particles belonging to one cut-off radius. Note that there
is a trade-off in achieving a constant density field and resolving a thin contact angle with a two-phase interface.

e = (73)
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(2) (h)

(k) )

Fig. 10. Equilibrium drop shapes (state after 1 s), evaluated with 20 K particles. Both phases have the same densities p; = p; = 1000 kg/m? and the
dynamic viscosities are set to w1 = 2 = 0.01 kg/sm. Static contact angles set to (a) 30°, (b) 40°, (c) 50°, (d) 60°, (e) 70°, (f) 80°, (g) 90°, (h) 100°,
(i) 110°, (j) 120°, (k) 130° and (1) 140°.

In various simulations different static contact angles are used and each one is simulated with different pressure gradients
to obtain steady state advancing and receding contact angles depending on the capillary number, see Fig. 13. Each marker
in Fig. 13(a) and Fig. 13(b), respectively, corresponds to one simulation.

In Fig. 14(a) these results are compared to the experiments of Lam et al. [61]. In order to obtain dynamic contact angles,
they changed the volume of one drop and looked at the contact angle at the moving contact line. While increasing the
volume they measured the advancing contact angle and while decreasing the volume they measured the receding contact
angle. Note that due to the linear dependency of the contact angle on the contact line velocity these curves could easily be
shifted, but it shows that for a comparable system setup advancing and receding contact angle are similar to the experiment
and it reveals the right trend.
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Fig. 11. (a) Absolute error of the static contact angle with respect to the set contact angle using the ghost particle method for different initial particle
resolutions. (b) Dynamic drop shape, caused by a motion due to a pressure gradient.
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Fig. 12. (a) Evolution of advancing and receding contact angle in time for a static contact angle of oy =50° and VP = —200 Pa/m. Third black line shows
the corresponding evolution of the drop apex. (b) Dependence of the dynamic contact angle on the contact line velocity.

Last but not least a “grid convergence” is shown, where the same simulation is repeated with an increasing amount of
particles, cf. Fig. 14(b). Note that, according to Fatehi et al. [62], a grid convergence with an irregular particle distribution
may fail as long as no higher order methods are applied, cf. Tartakovsky et al. [63] too.

6. Concluding remarks

A new formulation for dynamic contact angles is proposed in this work. We introduce an indirect formulation of the
contact line and use a volume reformulation to transform the force per line to a force per volume. Interfacial forces and
Contact Line Forces are jointly used for an extension of the Navier-Stokes equations. Simulations for different static contact
angles are carried out and the equilibrium state was verified. Moreover dynamical droplet shapes with advancing and
receding contact angles are analyzed. The advantage of this new approach is, that one can apply it for big density ratios
using the CSF formulation, as shown by Adami et al. [47]. Moreover the driving force can be easily exchanged in this
formalism, if other wetting models are subject of new investigations. No fitting parameters are necessary and where other
models apply constitutive equations for the dynamic contact angle or specific slip-models, here, the slip is obtained as a
result. Porting the formalism to three dimensions is straightforward.
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Fig. 13. Steady state dynamic contact angles in dependence of the capillary number, (a) the advancing contact angle and (b) the receding contact angle.
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Fig. 14. (a) Advancing and receding contact angles in dependency of the equilibrium contact angle. Experimental values by Lam et al. [61] in blue, SPH
simulation in red (SPH results carried out with oy, =0.0182 N/m and VP = —200 Pa/m). Dashed lines represent linear fits of the corresponding experi-
mental/simulated values. (b) “Grid convergence” for different particle resolutions and a static contact angle of 50°. Error bars show the maximum deviation
and standard deviation with respect to the time averaged mean value. (For interpretation of the references to color in this figure legend, the reader is
referred to the web version of this article.)
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