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Three major issues associated with numerical simulations of complex free-surface flows,
viz. interface tracking, fragmentation and large physical jumps, are addressed by a new
hybrid continuum-particle model (HyPAM). The new model consists of three parts: (1)
the Polygonal Area Mapping method [Q. Zhang, P.L.-F. Liu, A new interface tracking
method: the polygonal area mapping method, J. Comput. Phys. 227(8) (2008) 4063-
4088]; (2) a new algorithm that decomposes the interested (water) phase into a continuum
zone, a buffer zone and a particle zone, based on material topology and graph theory; (3) a
‘passive-response’ assumption, in which the air phase is assumed to respond passively to
the continuum part of the water phase. The incompressible inviscid Euler equations and
the equations describing the free fall of rigid bodies are used as the governing equations
for the continuum-buffer zone and the particle zone, respectively, and separately. A num-
ber of examples, including water droplet impact, solitary wave propagation, and dam-
break problems, are simulated for the illustration and validation of HyPAM. It is shown that
HyPAM is more accurate and versatile than a continuum-based Volume-of-Fluid model.
One major contribution of this work is the single-phase decomposition algorithm, useful
for many other hybrid formulations. Neglecting surface tension, viscosity and particle
interactions, HyPAM is currently limited to mildly-fragmented free-surface flows with high
Reynolds and Weber numbers.

© 2008 Elsevier Inc. All rights reserved.

1. Introduction

1.1. Physical background

Free-surface flows are of vast environmental and industrial importance, yet the current understanding of free-surface
flows is still poor. Many important physical factors, such as turbulence, surface tension, gravity, viscosity, interfacial mass
transfer, effects of surfactants and so on, can come into play and react with each other to produce very complicated flows.
At different length-scales and velocity-scales, the behavior of the free surface differs largely. Consequently, there is an
enormous range of flow regimes associated with free-surface flows.

Turbulence may be generated at the free surface as in the case of a wave breaker, or, advected from inside the water phase
as in the case of a submerged jet. There exists other sources of the free surface turbulence, e.g. the precipitation on the
ocean surface [83]. At the presence of strong turbulence, the free-surface features large distortion, which produces droplets,
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splashing and/or aeration. Another effect of free surface turbulence is to enhance the mass, momentum and heat transfer
between the water and the air.

As opposed to the disturbing nature of turbulence, two main factors that stabilize the free surface are gravity and surface
tension; the relative importance of them can be characterized by a length-scale L,, usually determined from the geometry of
the most frequent feature of the free-surface flow. When L, is large, gravity dominates and keeps the free surface more or less
flat. This is the most common state of air-water surface since it applies to a very large percentage of water bodies in the
planet such as lakes, rivers and oceans. Sometimes when L, is small, gravity fails to keep the free surface flat, but surface
tension is able to maintain the cohesion of the water surface. A typical example is a weak hydraulic jump (see Fig. 5 of
[8]) where the turbulence is not strong enough to generate breakers but sufficient to disturb the surface and create many
small smooth knobs on the surface. This regime is called ‘knobbly flow’ by Brocchini and Peregrine [8]. More often than
not, the effect of gravity and surface tension are coupled. As far as vorticity at the free surface is concerned, surface tension
generates much larger vorticity than gravity waves do because of the proportionality of the generated vorticity to the local
curvature. Thus surface tension contributes to the parasitic capillary rollers and waves often found at the crest of gravity
waves. Longuet-Higgins [53] argued that the capillaries and rollers support each other to form a cooperative ‘capillary roller’
system, with the larger-scale energy supplied by the gravity wave.

The state of the water phase depends on six physical variables (p, v, g, a,L.,u.), where p and v are the density and kine-
matic viscosity of water, g the gravity, ¢ the surface tension coefficient, u, a velocity-scale characterizing turbulence distur-
bance. According to the Buckingham IT theorem, because length, mass and time appear as the three fundamental units, three
dimensionless numbers are sufficient and necessary to prescribe the physical system as

u,lL,
Re— i (1)
u?
Fr = g (2)
2
we =24l 3)

where the Reynolds number, the Froude number and the Weber number measure the relative importance of turbulent iner-
tial to viscosity, gravity and surface tension, respectively. Following Brocchini and Peregrine [8], free-surface flows with high
Re can be further classified into four regimes:

(i) The disturbing effect of turbulence is dominant (Fr > 1, We > 1). This regime has a very large turbulent velocity-scale.
(ii) The stabilizing effect of gravity is dominant (Fr < 1, We >> 1). This regime has a very large length-scale.
(iii) The stabilizing effect of surface tension is dominant (Fr >> 1, We < 1). This regime has very small length-scale and tur-
bulent velocity-scale.
(iv) Both gravity and surface tension are more important than the turbulence (Fr < 1, We <« 1). This regime has a very
small velocity-scale.

In the case of Fr < 1 and Re < 1, two viscous boundary layers were identified by Hunt and Graham [34] near the free
surface: an inner viscous layer and an outer source layer, also called the ‘blockage’ layer. For a co-moving rigid boundary,
their analysis shows that the thickness of the inner viscous layer scales with the square root of the local Reynolds number.
In the thicker blockage layer, turbulence intensity is redistributed such that the normal component decreases and the lateral
and stream-wise components are amplified. Later Direct Numerical Simulation (DNS) by Shen et al. [77] confirmed the exis-
tence of these two layers and further examined the their effects on the turbulence statistics of length-scales, Reynolds-stress
balance and enstrophy dynamics. Compared to a free-slip flat plate, the free surface was found to considerably reduce the
pressure-strain correlation [77] and eddy viscosity [75]. However, if Re > 1, the length-scale of the inner viscous layer is
much smaller than the length-scale of the interface distortions and the blockage layer can be much reduced or even ne-
glected when the stabilizing effects of gravity and surface tension are insufficient to constrain the vertical fluctuations
[8]. Thus viscous effects are relatively unimportant if Re > 1.

When free surface turbulence is just strong enough to break up the free surface, the movement of a water droplet can be
well described by an inviscid trajectory; these flow regimes are identified as ‘ballistic flow’ and ‘splashing flow’ in [8]. How-
ever, if the air motion is significant, the interaction between the escaping water drops and the surrounding air becomes
important. For example, big water droplets can break up to smaller ones, the drag and lift forces from the air can influence
the water droplets substantially and even create a flow inside a water drop [81]. Another related phenomenon is air entrain-
ment, with the two basic mechanism as local aeration and interfacial aeration. Local aeration is usually caused by an imping-
ing jet on a receiving pool through by a Couette flow mechanism [11] and the details of the aeration vary with the jet
velocities. Interfacial aeration happens when the disturbing effect of turbulence overcomes gravity and surface tension. It
is often coupled to a change of bottom geometry, such as spillway flows and ‘white water’ down a mountain stream. Splash-
ing and air bubble entrainment contribute significantly to water—air mass transfer since the total surface area of many tiny
bubbles or droplets is much greater than that of a flat free surface. Indeed, wave breaking is one of the most important mass
transfer mechanisms in the ocean [83,56]. In fact, mass and heat transfer happens even at a smooth free surface, through the
viscous boundary layer [51,52] or evaporative convection [24].
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Apart from the above physical processes, free-surface flows are also influenced by their chemical constitutions. The ef-
fects of surfactants has long been a research field [68,76]. Scott [72] demonstrated that just 1% of salt in water makes a sub-
stantial difference to the entrapped bubble size.

1.2. Fundamental issues and main objectives

As discussed in the previous section, there are vast physical aspects of free-surface flows. It is extremely difficult, if
not impossible, to develop a single numerical model that incorporates all these aspects appropriately. Instead, we ad-
dress three major issues in this paper as a starting point towards a more general framework for free-surface flows.

I. Interface tracking. The location of interface is a part of the solution and affects the simulation of the velocity field.
I. Large jumps in physical variables. Physical quantities such as density and viscosity have very large gradients across the
interface, often represented by step functions. In addition, the density ratio of the two fluids is large.
Ill. Fragmentation. For complex free-surface flows, the interface is no longer a smoothly connected material surface. This
process often features a topology change of a compact macroscopic fluid volume and its subsequent dispersion into
stable droplets of smaller scales [86].

These three issue are chosen for several reasons. The most fundamental question for free-surface flow simulation is:
where is the free surface? Compared to this, all the other physical aspects are secondary in importance because they all de-
pend on the interface locus. In a numerical simulation, the interface locus is uniquely determined once the velocity is given
and an interface tracking method is chosen. It is well known that VOF methods have large numerical diffusion, particularly
when an interface contains high curvatures [96]. Furthermore, the so-called ‘momentum-capturing’ method [12] used in
many VOF methods approximates the velocity field near the interface by a zeroth order extrapolation from inside the water
phase, as discussed in more details in Section 3.2. Consequently, the interface locus results of VOF methods contain large
errors; so does numerical modeling of other physical aspects. Alternatives are thus desirable to address the first two issues
more accurately.

Fragmentation is ubiquitous in complex free-surface flows. In addition, they often causes instability for numerical sim-
ulations. In numerically diffusive methods such as VOF methods, stability is obtained at the price of smearing out fragmen-
tation. Thus VOF-based models are not appropriate for simulating fragmentation and alternatives have to be sought. The
numerical aspects of these issues will be discussed in more details in the next section.

The main objectives of this work are to

(1) develop a numerical model that produces accurate results of both the interface location and the underlying flow
field,

(2) propose a single-phase decomposition algorithm that separates the continuum zone from the fragmentation zone so
that continuum-based methods and particle-based methods can be applied separately.

To focus on the main objectives, we first neglect surface tension and viscous effects so as to confine ourselves to flow re-
gimes (i) and (ii), i.e., free-surface flows with Re >> 1 and We >> 1. To measure the relative importance of gravity to surface
tension, the Bond number is defined as

2
Bo = P8 (4)
o
Bo = 1 yields a critical length-scale L? ~ 2.7 mm, below which surface tension dominates. It is important to point out that
rather than having a single length-scale, realistic free-surface flows often feature a cascade of length-scales, each of which
characterizes a dominant physical factor. Apparently, L? is the smallest physical length-scale at the free surface in the phys-
ical system prescribed by Re, Fr and We. In our numerical model, we assume the grid size h is bigger than L?, as a justification
of neglecting surface tension. Inevitably, this introduces an element of ‘modeling’; the volume adjusting algorithms in inter-
face tracking is such an example, as discussed in Section 2.2.
Because this paper concerns only two-dimensional space, many interesting physics existing only in three-dimensional
space are excluded, such as vortex connection [95] and vortex pair modulation [89] at the free surface.

1.3. Computational background

Currently, numerical models for free-surface flows fall into two broad categories: grid-based continuum methods and
mesh-free particle methods.

In the grid-based continuum methods, the interface tracking is often done by volume-of-fluid (VOF) methods [69] or
level-set methods [74]. Despite their previous successes, these two methods are numerically diffusive and incapable of
tracking interface with singular points and high curvatures (i.e. sharp corners). Recently, an alternative, the Polygonal Area
Mapping (PAM) method [96], representing material areas as piecewise polygons and tracking the interface via discrete
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polygon-clipping algorithms, has been developed. In addition to its independence from mesh topology, the PAM method has
very little numerical diffusion and is highly accurate even in tracking interface singularities.

Various formulations to address the issue concerning large physical jumps have been proposed. Based on the work of
Kothe [39] and Lemos [41], Lin and Liu [45] presented a wave-breaking model called COBRAS, in which a two-step pro-
jection method [13,14] is coupled to a VOF method [32]. The large physical jumps are treated implicitly by performing
computations across the interface and setting the velocity and pressure of air to zero. An improved version of COBRAS
was used to study nonlinear liquid sloshing with broken free surfaces [46].

Instead of treating the air phase as a void, one can restrict the computational domain to the water phase and apply the
boundary conditions explicitly on the moving free surface. This removes the large physical jumps and saves computational
resources since the air phase does not have to be involved in the calculation. With a level-set method as the interface
tracker, Watanabe [87] implemented such a formulation using the Constrained Interpolation Profile (CIP) method [93]
for the treatment of the advection terms and an irregular-star method [10] for the pressure Poisson solver. Since the mesh
is fixed, the free surface boundary conditions must be satisfied by extrapolation from inside the water phase.

In contrast to fixed-mesh methods, mesh-moving methods [26,88,33,50] deform the mesh to follow the interface mo-
tion. This yields an easy solution of the large physical jumps at the expense of introducing additional re-meshing proce-
dures; see [18] for an adaptive tetrahedral mesh, [65] for an unstructured staggered mesh and [94] for a boundary-fitted
mesh by orthogonal mapping.

If the free surface topology is simple, e.g., it can be described by a single-valued function, the dimension of the problem
can be reduced by using either the shallow water equations [19] or boundary integral methods [98,16]. For steady state
flows, one can solve the problem by the domain deformation method [26,91] or even simplify the problem to Laplace equa-
tions [55,64] by neglecting viscous effects.

For all of the above formulations, the fragmentation issue is either avoided or smeared out by numerical artifacts, e.g.,
boundary integral methods become unstable and VOF methods are not suitable for modeling fragmentation, which will
be discussed in more detail in Section 5.4.1. Indeed, if the fragments are smaller than a single computational cell, a numerical
model based on the continuum hypothesis is incapable of describing their dynamics, because of the limited resolution. Under
this circumstance, mesh-free particle methods are more appropriate, since they are fundamentally linked to the particle
physics, particularly in the micro- and nano-scale.

Various particle methods have already been applied to free-surface flows, including the smoothed particle hydrody-
namics (SPH) [58,59], the moving-particle semi-implicit (MPS) method [38,37], the Lattice Boltzmann (LB) method
[35,27], and the natural element method [28]. Although more appropriate in addressing the fragmentation issue and more
convenient in avoiding difficulties in tracking a free surface with large jumps in physical variables, they encounter many
unexpected difficulties. While some of these difficulties such as the stability issue have already been improved by new
particle evolution equations [15], new renormalization-based formulations [61] or new kernel functions [3], other difficul-
ties, such as accurately setting boundary conditions, remain challenging. Also, their adaptivity to multi-scale problems is
often undermined by severe particle distortion that may introduce spurious scales [40].

Clearly, hybrid models, aiming to combine the best features of the two methods while eliminating their disadvantages,
are needed. Liu et al. [48] coupled the MPS method to a conservative finite volume method, in which one phase is rep-
resented by the particles and the other phase by the rest of the domain without particles. Different phases are treated
as one fluid with variable material properties. A Poisson pressure equation is first solved to obtain a divergence free veloc-
ity field. Then, in order to target the desired particle number density, a second Poisson equation is solved again to artifi-
cially change the particle positions. As noted in [54], this might yield non-physical solutions for a stationary flow field
with variable densities. For computer graphics applications, Losasso et al. [54] coupled SPH to a two-step projection meth-
od on a fixed mesh, with a hybrid particle-level set method [22,23] for interface tracking. They solved the Poisson pressure
equation only once to compute the divergence-free velocity field and introduced the notion of ‘particle slip’ to extend their
SPH solver to simulate phenomena such as mixtures of spray and air. A number of interesting examples including the
crashing of ocean waves against a lighthouse and beach are simulated, but no rigorous physical validation was conducted.
Several other hybrid methods for physically based rendering are reported in [25,73]. A more physically oriented hybrid
particle-continuum method is presented by Williams et al. [90] for fluctuating hydrodynamics. The particle algorithm, di-
rect simulation Monte Carlo (DSMC), is based on the Boltzmann equation while the continuum algorithm is based on the
Landau-Lifshitz Navier-Stokes (LLNS) equations, which incorporate thermal fluctuations into macroscopic hydrodynamics
by stochastic fluxes.

In the aforementioned hybrid methods, the water phase is represented both by the particles and the background mesh.
An alternative formulation, currently restricted to micro- and nano-scale flows [60,20], decomposes a single phase into a
continuum zone and a particle zone, described by Navier-Stokes (NS) equations and molecular dynamics (MD), respec-
tively. The consistency of the two zones is enforced in an overlapping region by various techniques such as Schwarz iter-
ations [40]. The single-phase decomposition has limited the application to flows with static interfaces [17,47] or steady
states [71]. Indeed, if the interface between these two zones moves arbitrarily, it is difficult to achieve the decomposition
in a physically consistent manner. This has impeded the generalization of this formulation to macro-scale multi-phase
flows. One of the main purposes of this paper is to resolve this difficulty. Even for a DNS, a decomposition algorithm is
necessary because the length-scale of a local topology change is much smaller than the Kolmogorov length-scale since
the process of pinching involves breaking up a zero-sized connecting ligament [29]. At this resolution, the continuum
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assumption of Navier-Stokes equations may also break down. Thus a single-phase decomposition algorithm is highly
desirable.

In our new model, HyPAM, the topology of a single phase is modeled by a material graph. Then the notion of ‘2-con-
nectedness’ is employed in Section 2 to decompose the phase into a continuum zone, a buffer zone and a particle zone, in
a way consistent with the underlying physics and the finite difference scheme. The issue concerning the large jump of
physical variables across the interface is addressed by the passive-response assumption in Section 3. Numerical details
to enforce this assumption are given in Section 4. A number of tests are performed in Section 5 before we draw conclu-
sions in Section 6.

2. Material topology

Only for the purpose of exposition, we assume structured rectangular grids with uniform spacing Ax = Ay = h and uni-
form time stepping t, = to + nAt unless explicitly specified otherwise. Both the PAM method [96] and the single-phase
decomposition algorithm to be described herein can be applied to unstructured grids without any modifications.

2.1. A Voronoi-diagram viewpoint

Many computational grids with convex cells, either structured or unstructured, can be viewed as a Voronoi diagram [62].
Let Q ¢ R? be the computational domain, C = {¢;j|c;; € Q} a finite set of points. These points are also called the sites; assign
every point in Q to its nearest site such that all the points assigned to ¢;; are at least as close to ¢;; as to any other site:

CiJ' = {X : ‘Ci_j —X| < |Cg_m — X|VC[_m S ([:}. (5)

where C;; is called a Voronoi polygon. Obviously some points do not have a unique nearest site. The Voronoi diagram V(C) is
the set of all points that have more than one nearest sites. V(C) partitions the domain into Voronoi polygons.

For a structured rectangular mesh, the sites are precisely the cell centers, the Voronoi polygons the cell polygons, and the
Voronoi diagram the mesh itself. Because of (5), the sites are often chosen as the locations where discrete values of a physical
quantity are stored. A specific form of its distribution is then assumed inside a Voronoi polygon, such as a constant distri-
bution, a linear distribution and so on. In other words, the sites, serving as representatives of all the points in the domain,
together with the assumed distribution inside each Voronoi polygon, form the geometric base of discrete approximations to
continuous distributions of physical quantities. This is one of the main topological features of a continuum method.

We define the neighborhood of a cell [i, j] to be the union of the Voronoi polygons that have non-empty intersections to C;;:

Ni,j = Ucé‘,lm vc(,m N CL_[ # @ (6)
£m

Cell [i,j] is called an interface cell if C;j contains more than one material, otherwise it is called a pure cell. An interface candidate
cell is a cell whose neighborhood contains an interface cell.

2.2. Polygonal Area Mapping

The details of the PAM method [96] can be found in [96]; it is briefly summarized here only for completeness and the ease
of discussions.
In the PAM method, material areas are represented by a set of simple polygons (SSP),

M ={P1,Pa,...,Ps,, H1, Ha, ..., Hs, }, (7)

where P; represents a ‘positive’ area, H; a ‘negative’ area (a hole) and s,, s, are the numbers of them, respectively. A simple
polygon is assumed to be ‘well-shaped’ so that the interior of the triangle formed by any three consecutive vertices are either
a subset of the polygon or disjoint to the polygon:
p; is a convex vertex of P=q € P Vq € A(D;,Pi_1,Dis1), (8a)
p; is a concave vertex of P = q ¢ interior(P) Vq € A(p;,Pi_1,Pis1), (8b)

where A(p;,p;_y,Pi.1) denotes the triangle formed by vertices p;, p;_;,p;.;. In addition, the following requirements are also
enforced:

i#j = P;NP; =0, (9a)
i#j = H;N H; = 0, (9b)
Hi e M = 3Pj e M, s.t.H; C Pj,Pj \ Hi is not a simple polygon, (9¢)
VP;, Hj € M, no three consecutive vertices are collinear, (9d)

so that the area can be uniquely represented by

M= (U2 P\ (U Hy), (10)
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and the total volume of M can be easily calculated by

Sp Sp
IMI =D 1Pl =D Il (11)
i—1 =1

where || - || denotes the volume of a compact area.

Using the concept of SSP, a sharp interface tracking problem is formulated as the determination of M(T), the area occu-
pied by the water phase, from M(t,), the initial area of the water phase, and a given velocity field u(x, t) for t € [to, T].

A particle p(t,) is mapped to its image p(t,, ot) = p(t, + ot) and preimage p(t,, 5t) = p(t, — t) by following its pathline
through u(p) and ug(p) = —u(p):

BlE 30 = plty +00) = pit) + | " u(p(e). e (12)
P(En38) = p(ta — o) = p(ta) — / " uy(p(e), dt, (13)

A SSP has similar notations, e.g., the preimage of the cell polygon at t,,; is denoted by C?J-“, a shorthand notation for
Cij(tni1, AL).

At time t,,, the PAM method advances the interface by applying the following steps to each interface candidate cell, whose
definition entails that the Courant number be smaller than one.

P

(a) Solve BX = wg, with C;; as the initial condition, for the cell preimage C?J-“, shown in Fig. 1(a) and (b) as the vertical
hatches; —

(b) Calculate the material preimage M{’J-“ using a polygon-clipping algorithm [85] by intersecting C?_j“ with /\/?J-M. the
material area in A/j; at t,, shown as the horizontal hatches in Fig. 1(b); C?J.“ contains all the particles to be advected

'
NP3 \
/'
A UL
P2 — | ,/// " P2
p1©
(a) backward tracing of a cell poly- (b) computing material area preimage.
gon.
o1
i\‘ \
\
NEASN
N N\
a NN
¢ N\ W4
" Do
7\
AN a3
AN N N
~ @
~
\'
42
(c) forward tracing of a material area preimage. (d) enforcing conservation.

Fig. 1. The polygonal area mapping (PAM) method. (a),(b),(c), and (d) correspond to the four sub-steps of the PAM method, respectively. Solid dots (e) and
hollow dots (o) represent image points and preimage points, respectively. Dashed lines denote pathlines.
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into cell [i,j] at the end of the time step, these particles may or may not be of the material type being tracked. N ?J-.M

contains all the particles of the tracked material at the beginning of the time step. Cj;/' N}, thus yields all the
tracked material particles that will end up inside C;; at the end of this time step;

Pk

(c) Solve & = u, with M{‘J-“ as the initial condition, for M?J”, shown as the 45° cross hatches in Fig. 1(c);

(d) Change M ! within ¢;; to enforce mass conservation and representation invariants of concrete data structures, an
example is shown in Fig. 1(d) and the algorithms for general geometric configuration is detailed in [96].

To ensure stability, we introduce a global constant n,.x as the maximal number of vertices allowed in a simple polygon.
With the significance of a vertex p; being measured by ||A(p;, pi.1,Pi_1)||, the least significant vertices in a polygon are deleted
until the number of vertices does not exceed ny.x. Should any deletions occur, the volume-adjusting algorithms in (d) are
invoked to ensure mass conservation. For all the numerical tests performed in Section 5, nn.x is set to 10; this is also the
reason why eight points are tracked in Fig. 1(a).

Another significance of the volume-adjusting algorithms in (d) concerns an implicit modeling of surface tension. A mate-
rial polygon is adjusted in a way such that the total number of vertices is non-increasing and, consequently, the length of the
interface decreases. Therefore, although surface tension is neglected in HyPAM, its effects are implicitly incorporated in the
numerical model. One might argue that this implicit modeling of surface tension is not accurate; indeed this is true because
the limit of the computational resource imposes h/L? > 1. An explicit implementation of surface tension is more appropriate
as a future improvement in the case of h/L? < 1.

Since discrete Boolean operations instead of calculus are used in the interface tracking, the PAM method has very little
numerical diffusion and is highly accurate. However, incorporating the PAM method into a hybrid continuum-particle model
requires a definition of the single-phase connectedness. To this end, we employee the concept of ‘2-connectedness’ in graph
theory. The readers are referred to [21] for a mathematical treatise and [31] for a computational resource on graph theory.

2.3. Material topology graph

A graph is a mathematical structure with a pair of sets, G = (V, E), where V is the set of vertices and E is the set of edges. We
say G is a graph on V. The elements of the edge set are two-element subsets of V, e = {v1, v, } € E, usually written as (v1, v5).
v1 and v, are the source and the target of e, respectively. A vertex vis incident with an edge e if v € e; then e is an edge at v. G
can be either undirected or directed depending on whether the elements of E are ordered or not. A graph is simple if it has
neither self-loops (edges joining a vertex to itself) nor multi-edges (edges with identical endpoints). We only use simple
undirected graphs in this work.

We define GUG = (VUV',EUE) and GNG = (VNV',ENE). G and G are disjoint if GNG = (. G is a subgraph of G if
V'CV and E' CE. G- V' is defined by deleting all vertices in V' NV and their incident edges in E.

After the domain is partitioned by the computational grids (see Fig. 2(a) for an example), the topology of a single phase W
can be modeled by a simple undirected graph Gy on Cy where Cy C C and C is the set of Voronoi sites. Given M, the SSP of
W in the domain Q c RY, this topology graph can be constructed by the following rules

(i) A vertex c;; € Cy if and only if
C,‘jﬂM:C,‘_j (14)

5 5 OO O O o
4: 4 O (P O o o o
3 30 O ¢ O O Q O
2 2|1 0 O—0O
1 1 O
0 0] O O

0 1 2 3 4 5 6 0 1 2 3 4 5 6

(a) Material polygons (b) Material topology graph

Fig. 2. Representation of material topology by a graph Gy on a rectangular mesh. The set of vertices consists of only pure cells (‘o’), excluding interface cells
(‘CT’). Edges exist only between pure cells that are face neighbors. The white area represents the continuum zone, the light-gray area the buffer zone, and the
dark-gray the particle zone.
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(ii) For the vertices in Cy, an edge (cij,c,m) € Ew if and only if the two cells are face neighbors. Mathematically, this
requires that the affine hull of C;; N C,n be of d — 1 dimension. On two-dimensional rectangular structured grids, this
is equivalent to

i—¢+]j—m =1 (15)

The counterpart of (15) for unstructured grids is often related to the specific data structure in use.

According to (14), a cell is a vertex of Gy if and only if it is a pure cell of material W. From the Voronoi diagram viewpoint,
the site of an interface cell is no longer an appropriate representative for all the points of different material types inside the
Voronoi polygon. Furthermore, the distribution of a physical quantity in an interface cell deviates largely from that in a pure
cell because of the jumps in that quantity and its derivatives. Therefore, an interface cell should not be in the material graph
that models the topology of a single phase.

(15) implies that two cells have to share a common face to qualify for an edge between them. This reflects the fact that the
finite difference discretization of the governing equations concerns only cells that are local face-neighbors. If any corner
neighbors, such as [i +1,j+ 1] or [i — 1,j — 1], were involved in derivative evaluations at cell [i,j], there would exist edges
connecting cell [i,j] to these corner neighbors. As an example of this graph model, a material SSP is shown in Fig. 2(a) and
its corresponding graph is shown in Fig. 2(b).

2.4. The single-phase decomposition algorithm

A path is a special kind of graph P = (V,E) with the form
V=A{vo,v1,..., 0}, E={(vo,v1),(v1,02),...,(Vk-1,0k)} (16)

where v;’s are all distinct and the vertices v, - -, v_; are the inner vertices of P. Given two vertex sets A and B, P is called an
A —Bpathif V(P)nA = {v,} and V(P) N B = {#,}. Two or more paths are independent if they do not share any inner vertices.

A graph G is connected if there exists a path between any two of its vertices. A maximal connected subgraph of G is called a
component of G. V' separates G if G — V' has more components than G, then V' is called a vertex-cut or separator. A cut-vertex is
a vertex-cut consisting of only a single vertex. Similarly, an edge-cut, E, is a set of edges such that removing these edges from
G results in an increase of the number of components. A bridge or a cut-edge is an edge-cut consisting of a single edge. In
Fig. 2(b), Gw is connected. An vertex-cut of Gy is {ca2, a0} and the set of all cut-vertices is {c,2,C23,Cs52}. An edge-cut of
Gw is {(€a2,¢52),(C50,Cs0)} and the set of all bridges is {(c22,¢23), (€23,C24), (C52,C53)}-

From the construction rules of the material topology graph Gy, the existence of a A—B path implies that physical prop-
erties at A and B depend on each other, or, influence each other. If there is only one independent path P between A and B, at
least one inner vertex of P has to be a cut-vertex, implying that a material polygon containing A and B has a ‘bottleneck’ with
its width roughly the same as the grid size. In this case, one cannot be sure about the connectedness because of the numerical
uncertainty imposed by the grid size. Furthermore, numerical robustness is often undermined by a bottleneck. Therefore, we
require there be more than one independent path between A and B, this leads to the concept of k-connectedness.

G = (V,E) is k-connected (k is a positive integer) if |G| > k and G — V' is connected for every set V' C V with |V'| < k, where
|G| = |V] is the order of a graph, i.e., the number of its vertices. Two more intuitive definitions of k-connectedness are

e At least k vertices have to be removed in order to disconnect a k-connected graph.
e A graph is k-connected if any two of its vertices can be joined by k independent paths.

It is well known that the above two definitions are equivalent since they are dual aspects of the same property.

A maximal connected subgraph without a cut-vertex is called a block. Every block of a graph is either a maximal 2-con-
nected subgraph, or a bridge, or an isolated vertex. The converse is also true. By their maximality, different blocks of G share
at most one vertex, which must be a cut-vertex. It follows that G is the union of its blocks. Block decomposition of G is equiv-
alent to finding all cut-vertices of G, which depends heavily on Depth-First-Search (DFS) [1,4,84]. Let tree T be the result of
applying DFS to a connect graph G, the root of T is a cut-vertex of G if and only if the root has more than one child in T; a non-
root vof Tis a cut-vertex of G if and only if » has a child ¢’ such that no descendent of ¢’ is joined to a proper ancestor of v by
a non-tree edge [31].

A vertex of G might be in different blocks whereas any edge of G belongs to a unique block. Thus the effect of a block
decomposition algorithm is that each edge being assigned a number such that all edges with the same number form a dis-
tinct block. A linear block decomposition algorithm proposed by Tarjan [82] and the Boost graph library [79] are used in this
work.

We formalize single-phase decomposition in Algorithm 1, which uses the following routines:

e AddVertex(v,G) add v as a vertex into G;

e AddEdge(vy, v2,G) add an edge between v; and »;

e BlockDecomposition(G) finds all the blocks of G, appends a number to each edge of G and returns the number of blocks
of G.
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Algorithm 1: Single-phase decomposition. ¢; ;, C; ; and M, ; are the label,
shell polygon and material polygon of cell [i, j], respectively. N, ; is the
neighborhood of cell [¢, j] defined in (6).
Data: A SSP M of material W in the domain; a Voronoi diagram V(C)
as the partition of the domain;
Result: Each cell that contains the material is colored to ‘WHITE’ if it
is 2-connected; ‘GRAY” if it is in the neighborhood of a WHITE
cell; ‘BLACK’ otherwise.

G = (V,E) « an empty graph

foreach ¢;; € C and C;; " M # () do

color(c; ;] < BLACK

if Ci,j NnM== Cl‘,j then

| AddVertex (c;;, G)

end

end

foreach ¢;; € V do

foreach C,,, C N;; and ¢;,, € V do
if ¢;; and ¢, are face neighbors then

| AddEdge (cij, Ccom, G)

end

end

© 0 N AW N

e e e =
W N = O

end

Nblock <— BlockDecomposition (G)

nt4ge < the number of edges in the ¢-th block (1 < £ < npjoer)

foreach ¢ € E do

m < the label of the block that contains e

if ngg,. > 2 then

color[Source (e)] «— WHITE

color[Target (e)] — WHITE

end

end

foreach ¢;; € C and color/c; ;/J==BLACK do

foreach C,,, C N;; and colorfcy,,]==WHITE do
if M;; N M,,, # 0 then

color(c; ;] <« GRAY

break
end

end

end

I I R e i
H O © 0 N O O ks

NN NN NN
N O gk WN

W NN
S ©

w
=

Algorithm 1 has four parts. Lines 1-14 assemble the material topology graph Gy, based on the rules described in Section
2.3. Lines 15-16 decompose Gy into its blocks. Lines 17-23 color all the 2-connected cells white. Note that line 19 uses the
simple fact that a 2-connected component must have least three edges. For a cell not 2-connected, lines 24-31 color it gray if
its material polygon is geometrically connected to that of a 2-connected cell. The other cells are colored black.

It is important to point out why a Voronoi diagram, not a general domain partitioning, is used as the input. The main rea-
son is that the partition of the domain and the single-phase decomposition are coupled. Given the SSP of a material in the do-
main, the type of a cell varies from one domain partitioning to another. As argued in Section 2.3, the site of an interface cell is
not an appropriate representative for all the points in the cell because they are of different material types and the jumps of
the physical quantities invalidate the assumed distribution form. In an extreme case that the domain is partitioned into thin
and long stripes, there might be no pure cells and consequently no continuum zone. Therefore, a specific type of domain par-
titioning conducive to the single-phase decomposition is needed.
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Numerical simulations store quantities at some chosen discrete points (sites) with an assumed distribution form. The cov-
erage of a cell is then implicitly determined by the sites, at least in finite difference schemes. In other words, given a set of
discrete points as locations of the quantities, the method to construct the ‘cells’ from the sites and the single-phase decom-
position algorithm uniquely determine the continuum zone and the particle zone. In constructing the ‘cells’ from the sites,
Voronoi diagram, specifically (5), is the best choice in the context of single-phase decomposition. Although using Voronoi
diagram in formulating Algorithm 1 incurs a loss of generality, this loss of generality is good because many inappropriate
ways of domain partitioning are excluded.

Another benefit of Voronoi diagram is the independence of Algorithm 1 from mesh topology. For unstructured grids, only
the subscripts in Algorithm 1 need to be changed.

It is trivial to verify the complexity of Algorithm 1 as O(hl2 log hl—z), if an adjacency list and a map are chosen as the concrete
data structures. In fact, adjacency list is an excellent choice since there are at most four incident edges at any vertex, due to
the local topology feature of the material graph.

Referring to Algorithm 1, we define the continuum zone as the union of all the ‘white’ (2-connected) cell polygons, the
buffer zone the union of all the ‘gray’ cell polygons enclosing the continuum zone, and the particle zone the union of all
the ‘black’ cell polygons, which contains the rest of material W. They corresponds to white, light-gray and dark-gray areas
in the example of Fig. 2(b).

Algorithm 1 is very useful for hybrid methods. For example, one can employ a boundary integral method or an irreg-
ular-star method for the continuum zone, apply boundary conditions in the buffer zone and use a particle method to sim-
ulate the particle zone. Alternatively, one may make use of the buffer zone to ensure a smooth transition from the
continuum zone to the particle zone [20,60]. The 2-connectedness of the material SSP in the continuum zone guarantees
well-posedness of an elliptic-type governing equation because any cell in the continuum zone is inside a circle. Further-
more, when extrapolation from one phase into another is desirable, the 2-connectedness of the continuum zone guaran-
tees enough source data.

Algorithm 1 is also useful for mesh-moving methods. After all, one major advantage of the mesh-moving methods is to
ensure 2-connectedness of single-phase topologies near the interface. However, these methods still suffer from instability
when the interface are fragmented. Thus they can also benefit from Algorithm 1 for better stability.

More generally, the single-phase decomposition algorithm provides a procedure to identify a region where all cells share a com-
mon property. Using this procedure, different governing equations can be applied to different regions of a complex multi-
phase flow to reflect the different physics in these regions. For example, should one wish to treat the air bubbles trapped
inside the water phase with compressible ideal gas law, she can apply Algorithm 1 to the air phase. All the air polygons
in the air particle zone are clearly air bubbles. Relatively larger air bubbles are the 2-connected components (of the air mate-
rial graph) enclosed by water-air interface cells.

Sometimes a certain region of a free-surface flow can be considered as a continuum of both air and water penetrating into
each other, e.g., the region near a plunging wave-breaker. The topology of this region can be modeled by the material graph
with (15) as the edge rule and the following as the vertex rule,

fij € [frow, fiil, (17)

where fj; is the volume fraction of water in cell [i,j] and fi,w and f;; are two characteristic volume-fraction values of the air/
water mixture. For example, Chanson [11] reported that for free-surface aeration in turbulent flows, the air/water mixture
behaves as a homogeneous compressible fluid with continuous distribution of volume-fraction, velocity and bubble count
rate for 0.1 < fij < 0.7. Thus, after applying Algorithm 1, a homogenization method, previously known as the WKB theory
[6], can be used to approximate the continuum zone of the air/water mixture while the buffer zone serves as the boundary
of the mixture. This approach enriches the methodology of the sharp interface formulation by treating the air/water mixture
as a third phase, which is made possible by the single-phase decomposition algorithm.

Hereafter we treat the buffer zone and the continuum zone as a whole and refer to it as the ‘continuum-buffer zone’ or the
bulk of the phase.

3. Mathematical formulation
3.1. Governing equations

The water phase is modeled as an incompressible inviscid fluid with the surface tension effect neglected. The governing
equations in the continuum-buffer zone are thus the Euler equations:

V.u=0, (18)
ou . Vp
§+u~Vu7g—7, (19)

where density p is a material-wise constant. (18) and (19) are solved for the whole domain. Because of the reasons dis-
cussed in the next section, the air phase should not be taken as physically realistic air, but an ‘extension’ of the water
phase.
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For a water particle in the particle zone near the free-surface, its ambient pressure is that of the air phase. If we further
neglect the interaction between water particles, the only dominant force is gravity. Therefore the governing equation in the
particle zone describes the balance between gravity force and particle inertia,

Du

Dt
For the time being, neglecting the interaction of particles excludes our model from applications to strongly fragmented free
surfaces.

-g (20)

3.2. The passive-response assumption

One way to deal with the problem of physical jumps is the Immersed Interface Method (IIM) [42,43]. In this method, jump
conditions are derived from physical requirements [44,92] and are explicitly incorporated into the finite difference schemes.
However, for inviscid flows, the free-slip condition must be used at the free surface because of the absence of a viscous
boundary layer. Even if the viscous boundary layer is present, the physically realistic free surface almost always has a con-
tamination layer, which creates a boundary condition that is neither free-slip nor no-slip, due to the nonlinear response of
the surfactants to flow-induced compression and expansion [89]. In both cases, the jump of the tangential velocity at the
interface is not known a priori and explicit forms of the higher-order velocity-derivative jump conditions cannot be derived.
Consequently, the IIM cannot be used in our model.

If the momentum variation of the air near the interface is small compared to that of the water, the anisotropic part of a
stress exerted by the air on the water is negligible. This is often the case because of the large density ratio. Furthermore,
neglecting surface tension and viscous effect leads to continuous pressure across the interface. More precisely, surfaces that
are ‘free’ have negligible anisotropic stresses and cannot support variations in pressure. As a result, the free surface must
move in such a way as to maintain the uniform pressure on the surface. It follows from the above argument that water is
not influenced by air whereas air deforms freely in response to the change of the interface locus.

We thus assume that the velocity field does not have any jumps across the interface and the air phase responds passively
to the water phase. In other words, we make the assumption that physical information never propagates from the air into the
water. Although the computed air velocity deviates largely from that of the reality, this is acceptable if we do not care about
the air velocity. The benefits are however of great convenience:

o Elimination of the velocity jumps yields simple algorithms since there is no need to impose velocity jump corrections.
o Continuous, divergence-free velocity field across the interface is conducive to interface tracking.

The latter is also the reason why the velocities in the air is solved even if we do not care about the air velocity. In VOF
methods, the air is treated as a void where both velocity and pressure are set to zero. For newly-filled interface cells that
were pure air cells in the previous time step, velocity has to be specified for interface tracking. Many VOF methods employ
the ‘momentum-capturing’ method [12], which neglect spatial variations of the velocity field near the interface and equate
the velocities in a newly-filled cell to those closest in the water. Indeed, if velocities in the air phase are not calculated, this is
the only way to satisfy the divergence-free condition for conservative interface tracking. However, this crude treatment pre-
vents convergence of interface tracking since it is essentially a zero-th order approximation of the velocity field and the

Wij+1 Wit1,5+1
Pij+i Piv1j+1
i1 o Ul Di+1,j Uit 3
p. 1 . (Z’J) 10 1 . O p 3 .
1=3 i*3 Pit1,5 a2
Pij—1 Piv1j-1
Wij-1 Wiy1,-1

Fig. 3. Staggered arrangement. Pressure and its increment are located at cell centers (‘o’); velocity and the averaged density are located at cell faces (‘x’).
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interface is one-dimensional lower than the computational domain. Worse, the error of interface tracking further deterio-
rates the accuracy of the flow field calculation. To remedy this, we require that velocity in all the pure-air interface candidate
cells be calculated under the passive response assumption. Thus, for a candidate cell that only contains air, the velocity
should be considered as an extension of the water velocity, not the air velocity.

In Section 4.1, we show how a careful design of the numerical algorithm enforces the central idea of ‘passive response’. It
is important to point out that this ‘passive-response’ assumption does not hold for two-fluid flows with non-negligible inter-
face stresses, such as wind-driven water waves. After all, technically these flows are not ‘free-surface’ flows in that the aniso-
tropic stresses exerted by the air are non-negligible and substantially influence the movement of the interface.

4. Numerical implementation
4.1. A projection method tailored for free-surface flows
We use the following two-step projection method to solve the governing Eqgs. (18) and (19) for the whole domain on a

staggered rectangular mesh, where velocities are located at cell faces and pressure is located at cell centers, as shown in
Fig. 3:

u — ﬁn pn . qn
a8, @ - v)u", (21a)
V¢n+1 B \VART U
V. ( ’ > = A (21b)
un+l —u V(f)nﬂ
AL p (21¢)
P =p"+ ™, (21d)

where u" and p" are known at the beginning of the time step. The pressure increment, ¢, has a short lifetime of one step. The
averaged p is at the same locations of velocities and has twice as many data points as those of the pressure. As shown in
Fig. 3, Pij is averaged over the polygon with the four vertices located at h(i,j—%)T, h(i + ],j—%)T, h(i + 1,j+%)T and

h(i,j+%)T. The current averaging in our method, done by intersecting this polygon with the water SSP in cells (i,j) and
(i+ 1,j), is much more accurate than that used in VOF methods, which stores cell-averaged densities at cell centers and cal-
culates Piylj by Pigj = (Pij + Pir1j)/2

u" is defined as an auxiliary velocity field that differs from u" only in interface candidate cells where u"(x) is obtained by
linear extrapolation from inside the water phase. Since the interface has a lower dimension than that of the domain, this
extrapolation will not affect convergence of the velocity field calculation. Also, there always exists enough velocities in
the water bulk since it is 2-connected.

In the first predictor step, an intermediate velocity u* is calculated. Since the pressure gradient is evaluated in the RHS of
(21a), u* is a good approximation of u™*! with an error of O(At?). The corrector step (21c) furthermore renders u™' diver-
gence-free. Instead of solving for pressure as in Chorin’s original projection method [13,14], our method solves for pressure
increment and is in the category of the ‘pressure-incremental’ methods [5].

The enforcement of the ‘passive-response’ of the air phase concerns the discretization of the advection terms and the
solution of the Poisson Eq. (21b), which are discussed in the following sections.

4.1.1. Discretization of the advection terms

Hereafter let Q~ and Q* be the water and air phases, respectively; (xo,¥,) be the origin of the computational domain, the
location vector X;; = (Xo + iAX, Y, +jAy), and the velocity vector u = (u, w).

Referring to Fig. 3, & at the right face of cell [i, j] is given by

- ou 1+ (Ou 1— By (Ou
MYy ou ou 22
<u6x>,.+%J u’+%~f{ 2\ u+ 2\ &), (22)

-1 X

where
. +
i+%J7xi+%,j €Q ) Xi—%j e s
. +
Bu=14 1 Xy X €Q X € Q' (23)
asign (ui+% J> otherwise,

velocity gradients at cell centers are evaluated as

ou Ugj — Uiy
MY T i 24
(ax> ij Ax ' (24)
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and o is a constant for tweaking between central difference (o« = 0) and the upwind scheme (o = 1.0). We use o« = 0.41 for a
balance between accuracy and stability.

If Xi Xi3o and X;_y; are all inside the water phase, the third case of (23) is matched and (22) amounts to a mixture of
central difference and upwind scheme. If Xi is not inside the water phase, (22) simply reduces to
_ou Upzj — Uiy
(u &) i B T A (23)
2

In this way the air velocities are never used in evaluating the advection terms. In other words, the first and second cases of
(23) indicate that the velocity derivatives in the water phase is always preferred for an interface cell, which enforces the ‘pas-
sive-response’ assumption by ensuring no propagation of the velocity information from the air phase into the water phase.
Similar arguments apply to the other advection terms w, i %, and wgy.

Egs. (22) and (23) couple the projection method to material areas. A straightforward implementation will check the cell
type and material polygons before evaluating the schemes. This procedure slows down the program considerably. Fortu-
nately, we can replace the air velocities in the interface cells by linearly extrapolating from inside the water phase, then

(22) and (23) are equivalent to

= 1+ oasign(i;,s; i 1 —asign(il;,1.) /i
G L sien(iny) (&) S () (26)
oy 2 2 ox ij 2 ox i1

because the linear extrapolation essentially duplicates the velocity gradient at the water side to that of the air side.

Since u" is used for interface tracking after the projection steps, it cannot be replaced by u". Thus, the extrapolation to
obtain u" requires additional temporary storage in computer memory. However, using (26) together with extrapolation
has several advantages over a direct implementation of (22) and (23):

o Simplified algorithm. The coefficients B,,, By, Bwe and B, all have different forms with respect to the location vectors due
to the staggered arrangement; using extrapolation avoids this complication.

e Better performance. Constantly checking whether a location is within the water phase slows down the evaluation of u* and
prevents optimization; after all, the extrapolation is of O(1/h) due to the lower dimension of an interface while the direct
implementation incurs an O(1/h*) computation.

e Decoupled modules. Introducing u enables us to separate the extrapolation algorithm from the projection steps and thus
yields program modules with much less coupling.

Following Lemos [41], a ‘balancing tensor viscosity’

1-0%

is added to the RHS of (21a) to correct the most destabilizing truncation error arising from the use of forward time differ-
ences. The factor 1 — o ensures that the amount of balancing tensor viscosity equals the amount of central differencing used
in (26). Here again the extrapolation approach is very convenient for evaluating the diffusion terms.

(n-w)Via

4.1.2. The Poisson equation

Eq. (21b) is an Poisson equation with discontinuous coefficient 1/p. One can solve it by a special elliptic solver such as the
Ghost Fluid method [49]. However, the pressure-incremental formulation allows a simpler approach. Using the chain rule,
we can rewrite (21b) as

d(x—X)n- Vo™l (27)

V.u 1
2+l _ _ D

where 5(x — X) is the two-dimensional Dirac delta function, X represents the locus of the free surface and n the local inter-
face normal vector.

Since (21a) implies u™! —u* = O(At?), it follows from (21c) that V¢™' = O(At). The second RHS term in (27) is thus
much smaller than the first RHS term. Hence the density jump [%] has negligible effects on the solution of the Poisson equa-
tion, because of the ‘pressure-incremental’ formulation. Furthermore, (21c) implies that the velocity correction to the water
phase is much smaller than that of the air phase, due to the large density ratio.

Note that the Poisson equation numerically solved is not (27), but (21b). The only purpose of introducing (27) is to argue
that (21b) can be solved as if there were no density discontinuities, which only cause negligible errors since the second term
is much smaller than the first term in 15. Thus no special treatment is needed for the density jump and we use a semi-coars-
ening multigrid method [70] for solving (21b).

4.1.3. Boundary conditions
At the heart of any projection method it is the Helmholtz-Hodge decomposition [63], which states that a smooth vector
field u* in a bounded domain Q can always be decomposed into a zero-curl part V¢ and a zero-divergence part u:
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u =u+V, (28)
where

Veu=0, (29a)

]gg(u.n) =0 (29b)

and n is the unit outward normal vector of Q.
In fact, the divergence of (28)

Vp=Veu (30)
and the normal component of (28)
%:u*.n—u.n (31)

defines an elliptic problem for ¢ with Neumann boundary conditions, which has a unique solution, up to an additive con-
stant, provided that the solvability condition

/QVou*:?gg%:ng(u*on—uon) (32)

is satisfied. Eq. (32) always holds because of (29b) and the divergence theorem.

As noted in [9], the boundary conditions of a projection method must comply to (28) and the solvability condition (29b).

Since V¢ = O(At) (see Section 4.1.2), we can set & = 0 and u*|,, = u™*'|,,,. Note that this is another advantage of the pres-
sure-incremental formulation. Suppose the pressure gradient term were left out in (21a) and pressure instead of its incre-
ment were solved for in (21b), the boundary condition for u, would have been non-trivial in that (31) would have to be
used since using & = 0 violates (28), resulting in a non-convergent scheme [36].

For consistency with the passive response assumption, we always use open boundary conditions for air velocity.

4.2. Computation cycle

In addition to the SSP data structure for the PAM method, we also maintain a list of particles that records their masses and
velocities. Given velocity u" and pressure p" in the whole domain, the particle list and the material SSP M" of the water
phase, HyPAM updates the particle list and calculates u™*!, p"*!, and water SSP M™*! by the following steps:

i) copy u" to u and extrapolate u for interface candidate cells,

(ii) calculate u™*! and p™*! using (21),

i) with u", u™! and a linear interpolation in time, advance Mj; to M?J-” using the PAM method,

v) update the positions and velocities of the particles by (20),

v) check whether any particle has traveled into a material polygon M?j' in the continuum zone. If so, remove that par-
ticle from the list and increase the volume of M?J“ by the mass of the particle using the volume-adjusting algorithms
in [96],

(vi) call Algorithm 1 on M" to decompose the water phase into a continuum-buffer zone and a particle zone,

(vii) for each cell [i,j] in the particle zone, remove M;}; from M", change it into a point mass and add the point mass into the

particle list with its velocity interpolated from u™'.

¢
(i
(

In each time step, the coupling of the continuum zone and the particle zone is considered in two aspects. On the one hand,
we check whether the water phase contains a particle zone. If so, we put these particles into the particle list. On the other
hand, we check whether any water particles have traveled into the water bulk. If so, we take them off the particle list and
enforce the mass conservation in the interface cell under collision. Since the length-scale of a particle is never bigger than the
grid size, we assume that the particle undertakes the velocity in the continuum zone at the collision site. Due to this treat-
ment, the whole system is dissipative.

As for the velocity field in interface tracking, we use u” and u™! instead of & and u™! because the former ones are diver-
gence-free. This seemingly trivial subtlety has a significance on the accuracy of interface tracking, since the PAM method
does not change the velocity field near the interface as some VOF methods do.

5. Tests

Forced-flow tests are a common technique to examine the convergence rate of a flow solver. In this technique, analytical
forms for velocity and pressure are first designed, usually with the velocity formula satisfying the divergence-free condition;
then the gravitational body force is replaced by another driving force to close the momentum equation.
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5.1. Single-phase forced-flows
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As preliminary tests, two forced-flow tests are performed to verify the consistency of the projection method of HyPAM for

a single phase.

The first test [36] has the following flow field

u(x,y,t) = —e~2 cosxsiny,

w(x,y,t) = e sinxcosy,

px.y,t)

- ‘ll (cos(2x) + cos(2y))e ™.

The flow field in the second test [9] is strongly transient:

o(t) = 1+ sin(2xnt?),
0 =271(x — w(t)),
u = cos 0(3y* — 2y),
w=2msinfy*(y — 1),
_w'(t)
27
where the kinematic viscosity v is set to zero.

sin0(sin(2my) — 2my + ) + v cos 0(sin(2my) — 27y + ),

(33a)
(33b)

(33¢)

(34a)
(34b)
(34c¢)
(34d)

(34e)

In both of the tests, explicit forms of the driving body forces can be derived from (18) and (19). In a unit square domain of
[0, 1] x[0, 1], we use the exact solutions of u and p to set the initial conditions, then u and p are advanced to T = 0.1 using
(21) on five successively refined grids. In Fig. 4, we show the velocity fields at T based on the results of the finest grids. First-
order convergence with respect to 1-norm and oo-norm is evident in Table 2 for (34) and in Table 1 for (33).
Since there are no interface cells and u = u, these forced-flow tests verify the consistency of the projection method (21)

for single phase flows.
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(a) forced flow (33) with h = 1/192 (b) forced flow (34) with h = 1/160
Fig. 4. Velocity results of HyPAM for the forced flow tests at T = 0.1.
Table 1
Convergence of HyPAM on the forced flow (33) (Neumann BC).
h 1/12 1/24 1/48 1/96 1/192
[pT/At — p(T)|\.. 8.27e—03 2.40e—03 8.54e—04 4.15e—04 2.11e—04
7/t — p(T)||; 6.89e—03 2.05e—03 6.96e—04 2.69e—04 1.15e—04
luT/At —w(T)|| 3.40e—02 2.35e—02 1.32e-02 6.65e—03 3.21e-03
[aT/At — w(T)]|, 1.27e—02 9.15e—03 5.33e—03 2.62e—03 1.20e—03
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Table 2

Convergence of HyPAM on the forced flow (34) (Dirichlet BC).

h 1/10 1/20 1/40 1/80 1/160
[IpT/A = p(T)|| 6.66e—02 2.76e—02 1.16e—02 5.33e—03 2.56e—03
™A = p(T)|l4 3.44e—02 1.38e—02 5.98e—03 2.76e—03 1.32e—03
[aT/At —w(T)||, 9.84e—02 4.64e—02 2.26e—02 1.12e—02 5.71e—03
[a?/At — w(T)||, 3.52e—02 1.77e—02 8.91e—03 4.47e—03 2.24e—03

Ly

Fig. 5. Numerical setup of a droplet impact test. D =0.24m, H=0.1m, L[y =3.0mand L, =0.5m.

5.2. Droplet impact

We simulate a droplet impact problem to illustrate the main features of HyPAM. The setup of the problem is shown in
Fig. 5, where the depth and the length of the reservoir are L, = 0.5 m and L, = 3.0 m, respectively. The circular water droplet
with a diameter D = 0.24 m is initially at a height H = 0.1 m away from the reservoir. The velocity of the droplet at the time
of impact, u, = \/2gH, characterizes the free surface disturbance.

For this setup, the Reynolds number is Re =u.D/v = D,/2gH/v ~ 3.4 x 10°, the Froude number is Fr=u?/gD =
2H/D ~ 0.83, and the Weber number is We = pu?D/c = (D/L°)* ~ 7.9 x 10°. The large diameter of the droplet results in
large Reynolds number and Weber number, which confirms the applicability of our model to this setup. Nonetheless, the
main purpose of this test is not to capture the physical processes, but to illustrate the features of HyPAM, such as the sep-
aration of water particles from the water bulk, the merging of water particles back into the water bulk, numerical conver-
gence and the conservation of mass and energy.

5.2.1. The hybrid features of HyPAM

Figs. 6 and 7 show five snapshots of water bulk velocities and water polygons in interface candidate cells. In Fig. 6(a), the
water droplet is just about to impact on the reservoir. The circular shape of the droplet is well preserved, since the velocity
extrapolation from inside the water phase ensures the uniformness of the velocity near the interface. This is also a confir-
mation of passive-response of the air phase since interface tracking and velocity field are coupled. Also, the time of this frame
(t = 0.135 s) being close to the expected impact time (t = 0.141 s) indicates that the free fall of the water droplet is not influ-
enced by air. This implies a good enforcement of the passive-response assumption.

In Fig. 6(b), the droplet merges into the reservoir and traps some air bubbles, which are implicitly defined by the enclos-
ing water polygons. Although this feature mimics the local aeration mechanism [11], the bubbles should not be taken seri-
ously because a two-dimensional droplet is far from the three-dimensional reality. However, it should be pointed out that
the air bubbles in a HyPAM simulation are much closer to reality than those in VOF methods because of two reasons:

e Both PAM and VOF methods define a small air volume fraction fi;ny, below which the cell is considered as a pure-water cell.
Thus an air bubble will be consumed during its advection. In VOF methods fiiny =~ 0.01—0.05 because setting fiiny < 0.01
creates spurious water debris near the interface. In contrast, fiiny in HyPAM is limited only by the machine precision
and can be as small as 107°. We set f,y = 107 for all HyPAM tests in this paper;

e For a bubble smaller than 3h, VOF methods cannot determine their location accurately because of their intrinsic limi-
tation of the reconstruction step, which depends heavily on taking gradient of volume fractions. In contrast, HyPAM is
able to track small air bubbles accurately, thanks to the polygonal representation of material area. This leads to a great
advantage of HyPAM over VOF methods that HyPAM decouples the resolution of interface tracking from that of a flow
solver. Because of this, bubbles smaller than 3h are tracked much more accurately; one big air bubble can even split
into two smaller ones so long as the velocity field has such a tendency.

Since the Euler equation does not have a viscous term, the velocity field has a discontinuity along the tangential direction
of the merging edge. In the numerical simulation, this discontinuity is smoothed out by spatial numerical diffusions, which
are leading-order truncation terms of a first-order method.
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Fig. 6. Water velocity and water polygons near the interface of a droplet impact test (t = 0.1355,0.246 s). The axes are spatial coordinates in meters.
Ax = Ay = h = D/20. Material polygons of the interface candidate cells are shown on actual grids and one velocity arrow is drawn for every 4-by-4 cells.
Water particles are shown in small isolated squares.

In Fig. 7(a), water droplets form near the two peaks of the free surface, due to the complex interface topology change.
Since Algorithm 1 is performed at each time step, there can be an accumulation of water particles over a number of time
steps. While some particles have reached their highest points, others have just begun the free fall. In Fig. 7(b), all the water
particles are traveling downwards and merging back to the water bulk. Fig. 7(c) shows the uprise of the water in the reser-
voir as an aftermath of the droplet impact. There is no particle zone for the water phase in this frame.

The results in Figs. 6 and 7 are not exactly symmetric. This is due to the following reasons:

e The circular shape was initially approximated by a polygon that is not symmetric with respect to the axis x = 0.

¢ In the PAM method, the material polygons are adjusted in a way [96] to enforce mass conservation and ensure stability,
but symmetry is not guaranteed.

e Although Neumann boundary conditions are used to solve (21b), it requires one Dirichlet boundary condition as the
datum of ¢. In this simulation, ¢ = 0 is set to the up-left corner of the domain so as to minimize its disturbance to the
solution of Euler equations. Although only V¢ is used in the corrector step, the asymmetry of ¢ is accumulated into
the pressure field and Vp results in a slightly asymmetric velocity field.

5.2.2. Mass and energy conservations
Let || M(t)|| be the total mass of the water phase, including both the continuum-buffer zone and the particle zone, The
mass considered for conservation is

Md(t) = ”M(t)” - Mreservoin (35)

where Meservoir = LiLy is the total mass of the reservoir at t = 0. We show the evolution of M,(t)/M4(0) on three successively
refined grids in Fig. 8(a) and the corresponding error in the second row of Table 3. Mass conservation converges very fast as
the grid size is reduced.

Define the total kinetic energy as

2
Bt) =03 (000 + wh(t) + 3 B o) + wh(e), (36)
ij 7
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Fig. 8. Mass and energy conservation of droplet impact tests. The horizontal axis is time in seconds. * ": h = D/10, one ‘ ' represents two actual time steps;
‘oo’ h = D/20, one ‘o’ represents four actual time steps; ‘++': h = D/40, one ‘+' represents eight actual time steps. The Courant number C, = 0.4 for all cases.

Table 3

Conservation error of droplet impact tests. t, = 0.26s is the instant when the droplet has completely merged into the reservoir.

Ax=Ay=h D/10 D/20 D/40
| — 1] 4.0e—3 2.0e—4 <1.0e-6
[l 9.0e—2 7.5e—2 5.6e—2

The time history of energy budgets is shown in Fig. 8(b) and the corresponding error is shown in the third row of Table 3.
Before the impact at t = 0.141 s, the potential energy of water droplet is converted to kinetic energy by gravity, without en-
ergy loss in the free fall. On the coarsest mesh, the total energy loss due to the droplet impact is 9%, since there are only
10 x 10 grids resolving the droplet. As the mesh is refined, the total energy loss of the impact is reduced to about 5% on
the finest mesh. As noted in Section 4.2, the way of merging a water particle back into the continuum zone makes the system
dissipative, thus in general energy is not conserved. However, the time instant of energy conservation examination is care-
fully chosen such that no water particles have been generated yet. Therefore, we expect energy conservation in the limit of
h — 0, although Fig. 8(b) and Table 3 suggest a much slower convergence rate than that of mass conservation.

5.2.3. Convergence
To demonstrate convergence, we run the droplet test on four successively refined grids with h=D/N and
N = 5,10, 20, 40. The error of velocity and pressure on grids with h = D/N is defined as

o 2ld" (M) — g N(T)|

q Nw ’

(39)

where the superscript N represents the h = D/N grids and T = 0.25 s the instant when the droplet has just merged into the
reservoir with no water particles having been generated yet. g, the physical quantity under examination, can be p for pres-
sure or u, w for velocities. The superscript 2N — N stands for a fictitious grids with h = D/N, but with its data sampled from
those of the D/2N grids by a two-dimensional tent filter. A cell in this fictitious grids is a pure cell if and only if all the four
corresponding smaller cells in the D/2N grids are pure cells of the same type; otherwise it is an interface cell. A cell index is
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excluded from the summation if and only if it denotes pure air cells on both the fictitious grids and the D/N grids, because
the physical quantities in the air phase are only ‘extensions’ of the water phase. In other words, the summation is taken over
cells that contain water on at least one of the two grids; ny, is the total number of such cell indices. Note that large errors
might result from the case that one cell index corresponds to two different cell types on the two grids.

The interface tracking errors have already been included in (39) implicitly. In the 1-norm sense, interface tracking has
already converged. However, to examine it more explicitly, we define a more stringent error criteria by the following

& = My (T) A MG (T)II, (40)

where M1, (T) is the SSP of the water phase on the D/N grids at time T, || - || yields the total volume of a SSP, and ‘A’ represents
the exclusive-or operation on 2-D compact point sets.
The convergence rate is defined as

N2
OV =log, o (41)

62’, €N and €V, the errors of pressure and velocity, are shown in Table 4 that clearly demonstrate convergence. The interface
tracking errors e}V show convergence rates smaller than one. There are two main reasons for this: (1) at the time when the
droplet impacts on the reservoir, the convex hull approximation in the PAM method is repeatedly invoked, generating large
errors. (2) The entrapped bubbles are implicitly defined by the water polygons; the generation of these bubbles is coupled to
the value of fiiny, the convex hull approximation and the volume-adjusting algorithms. In Section 5.3, we shall show that
interface tracking in HyPAM is convergent so long as there are no air bubbles and the convex hull approximation is not
repeatedly invoked.

The criteria of numerical connectedness relates closely to the grid size. On the one hand, a finer resolution tends to better
resolve the topology of a single phase, resulting in a larger continuum zone; on the other hand, a finer resolution also tends
to better resolve a nonlinear velocity field near the interface and produces more particles. Thus the total mass in the particle
zone is not only a function of the grid size, but also a function of the specific type of the flow under study. In Fig. 9, we show
the total particle mass evolutions on different grids. On the coarsest grid, particle generation appears to be intermittent
while on the finest grid the particle mass evolution curve is much smoother. The coarsest and finest grids seem to agree
on a ‘characteristic’ total particle mass M particle = 2 ¥ 1073 (m?), which is about 0.6% of the droplet mass. It is speculated that
the values of Mp,ice vary with different flow regimes, i.e., Mparice = M(Re, Fr, We). It is important to point out that, as the grid
size is reduced, HyPAM tends to produce more particles than it should since surface tension is neglected. This is probably the
reason that no convergence is observed on the particle mass evolution.

We point out that the grid size for HyPAM should be determined by the velocity field rather than interface tracking. This is
not true for many VOF-based continuum methods, since one often has to refine the mesh for the sole purpose of improving

Table 4
Convergence of the droplet test.
N=5 N=10 @ N=20 @
& 1.07e+2 0.40+2 1.21 0.13e+2 1.87
eN 3.51e-2 0.91e-2 1.95 0.44e-2 1.05
el 241e-2 1.00e—2 1.28 0.39e-2 1.35
e}’ 7.14e-2 5.41e-2 0.40 3.69e-2 0.55
x 107
Tr *
6 *
5 -
af « %
3 -
2

-

0.15 0.2 25 03 0.35 04 0.45
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Fig. 9. Evolution of total mass in the particle zone for the droplet impact test. x-axis is the simulation time in seconds and y-axis is the total mass in the
particle zone in m?. ‘¥’: h = D/5; ‘o’ h = D/10; ‘+": h = D/20; line: h = D/40.
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T

Fig. 10. Setup of solitary wave propagation tests. h, = 1.0 m, r, = hy /h. = 0.5, Ly = 11.37h,.

interface tracking. The efficiency of HyPAM is thus better than that of VOF-based continuum methods because a O(1/h*")
phenomenon does not incur a O(l/hd) refinement.

5.3. Solitary wave propagation

In this test a solitary wave propagating in a constant water depth h, is simulated. As shown in Fig. 10, the solitary wave is
characterized by the maximum wave height h,,, the wave length L;, and the time scale T, = L,/ \/g_hc Ls is chosen to be the
distance between the two locations where the surface displacement ¢’ = h.{ is one percent of h,,. In addition, two dimension-
less variables are defined:

him
= (42)
he
=g (43)
The spatial coordinates and time can be nondimensionalized by
x=X -y ot (44)

Ly’ he’ T.’
For inviscid, irrotational free-surface flows, Grimshaw [30] presented an analytical solution for the free-surface displacement
up to O(r?) as the following:

3 5 101
2 222 2222
=5 4rhsq +145°q (8 _80 ) (45)

T

where
s—sech{ﬂ (x— Ct)}

q = tanh {B (x — Ct)}

3, 5. 71,
F== (“grh*mrh)v

1 3,
C= \/ 1+r,— 20 O %rh
The corresponding velocity field, nondimensionalized as

= w=—7 (46)

rhy/gh, rhy/gh,
(3B, 95
8 16 16

can be expressed as
(47)

=g 1+rhl,sz+yz 7§+952 +17 2[ 19 1o +§ 4y §+ES Dy +y*
4 2 4 hl"40 5 5 2 4 2

o _ 3 _ 1 3 49 17 18 13 25 15
_ 2 2 92 2(_ 1,22 2 52 4 2 _ 4
w(x,y,t)=s quy\/3rh{1+rh{ 3 28" +y ( 5+5S )} +rh[ g0 305 T8¢ +y (16+16 3 s)

(3 9 27
4 = T2 “r A4
+y (40 85 +165 ﬂ} (48)
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Numerical simulations are performed on three successively refined non-uniform grids with Ax/5 = Ay = h,/N, where
N =5,10,20. (45), (47), (48) and the quasi hydro-static pressure are used for the initial conditions and free-slip walls are
used for the boundary conditions. To avoid reflection, a simulation stops when the wave crest x...s: has just passed x = 6L;.

Because of the constant water depth, theoretically the wave celerity should remain a constant. However, the solitary
waves in the numerical results tends to travel slower as time progresses. In Fig. 11(a), wave crest locations of all three grids
clearly lag behind the theoretical result for large ¢. In Fig. 11(b), wave oscillations are very strong for the coarsest grids in the
first two wave lengths of propagation. As for the finest grids, the solitary wave seems to approach to a steady wave speed
after propagating for three wave lengths. The initial oscillation might be caused by the inconsistency between the exact solu-
tions of the Euler equations and the initial conditions.

-1 1 1 1 1 1 1 1 1 J

0 0.5 1 1.5 2 25 3 3.5 4 4.5

(a) Wave crest locations. The horizontal and vertical axes
are t and Zcrest. Solid line represents the theoretical result.
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Fig. 11. Wave speed comparison. ‘o’, ‘+’ and *’ represent N = 5,10, 20, respectively.
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Theoretically the maximum wave height should remain a constant throughout the propagation. In our simulations,
numerical diffusion and dissipation tend to reduce it as the wave propagates. In Fig. 12, wave height deficiencies grow with
the propagation distance. However, refining the grids reduces the wave height, with a convergence rate close to one.

To examine the convergence of the free surface displacement more carefully, the nondimensionalized wave forms at four
instants are plotted against the exact solutions, as shown in Fig. 13. Correspondingly, the interface tracking error is then de-
fined as the area difference between the numerical results and the exact solution:

6
o = [ 10w i (49)

where (V(x,f) is the surface displacement on the hy,/N grids. This definition is equivalent to taking the exclusive-or operation
between the exact water SSP and that of a numerical simulation.

In VOF methods, a large ratio of Ax to Ay often yield spurious interface reconstruction results, because interface normal is
determined by taking gradient of the volume fraction values. In contrast, HyPAM yields good results even with a large ratio of
spatial intervals. In addition, Table 5 clearly demonstrates first-order convergence on interface tracking. This confirms that
HyPAM tracks the interface consistently so long as the convex hull approximation are not repeatedly invoked and no air bub-
bles are involved.

5.4. Dam-break

For a physical validation of HyPAM, we simulate a dam-break problem and compare the results to those of previous
experiments [80] as well as the numerical results of COBRAS. This is also a necessary check before applying HyPAM to more
complicated scenarios such as the swash zone hydrodynamics [97].

The numerical setup is shown in Fig. 14, where a gate at x = 0 separates two initially still reservoirs with different water
depths. The upstream and downstream water surfaces meet the gate at point A and B, respectively. At time t = 0, the gate is
removed instantaneously and the generated bore propagates on the downstream horizontal bed with a constant water depth
45% of that of the upstream reservoir. The length of the two reservoirs have been made long enough such that neither the
forward-traveling waves nor the backward-traveling waves reaches the vertical boundaries in the examined time period. The
upstream water depths h, = 0.1 m and h, = 0.36 m correspond to a small scale test and a large-scale test, respectively.
Choosing the difference of the water depths as the length-scale, the Reynolds number and Weber number for the two cases
are Re = u.L./v = 0.55h,/gh, /v ~ 5.44 x 10*,3.72 x 10° and We = puL./c = 0.55(h,/L?)* ~ 754,9778, respectively.

5.4.1. Qualitative validation: the jet formation and spilling breakers

We show six snapshots of velocity field and free surface locations of the small-scale dam-break test in Fig. 15, where the
first four frames are in the initial stage. Velocities in pure air cells are removed since they are non-physical. The initial pres-
sure is hydrostatic and discontinuous across the gate. Since the fluids are incompressible, the sudden removal of the gate






1336 Q. Zhang, P.L.-F. Liu/Journal of Computational Physics 228 (2009) 1312-1342

L \ 5\1 [ """'i'_

L T A E\‘ L T T N U H

[ N A \E [ S AN \'

06P Y Y Y N NN N\ \E \ 06P Y Y Y NN N NN N\

05PF Y v v N N N N N 05F v v v v N N N N~

04F v v~ v N N N N~ — 04F ~ v v v v N N~ —~ — 7

0.3pF ~ ~ ~ ~ ~ ~ ~ - - - 7~ 4 ’ ’ . . . - . 0.3pF ~ ~ ~ ~ ~ ~ -~ -~ = - = 7 4 ’

o2k~ v e~ o~ = - =~ = . e e e o2k~ v v~ .~ =~ = - PR

0ifF - - - = = = = = === -t 01fF - - = = = = = = === -
] PO VAR S VRN ] S VR VR
-1 -08 -06 -04 -02 0 0.2 04 06 08 1 -1 -08 06 -04 -02 0 02 04 06 08 1

0 L L PR TR 0 L N -
-1 -0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8 1 -1 -0.8 -0.6 -0.4 -0.2 0 0.2 0.4 0.6 0.8 1

(e) t =0.22s. (f) t = 0.26s.

Fig. 15. Results of HyPAM for a dam-break test (h, = 0.10 m, Ax = Ay = h, /40). The axes are spatial coordinates normalized by h,. Material polygons of the
interface candidate cells are shown on actual grids and one velocity arrow is drawn for every 4-by-4 cells. Water particles are shown in small isolated
squares.

causes an instantaneous adjustment of the pressure field. For example, the pressure along the line segment AB must change
from hydrostatic to that of the air phase, thus pressure gradient become larger and larger from A to B. Consequently, water
velocities become larger and larger from A to B, as shown in Fig. 15(a). In contrast, velocities at the gate-site below B are
roughly the same because of constant pressure gradients across the gate. While the free surface far away from AB remains
stationary, the surface at corner A falls vertically with gravitational acceleration, as shown in Fig. 15(a) and (b). Water par-
ticles initially at corner B undergoes very large accelerations and their velocities are always the largest in Fig. 15(a), (b) and
(c), which produces a jet formation in Fig. 15(d). These results in the initial stage compare qualitatively to the potential-flow
analysis in [80].

The jet formation in Fig. 15(d) evolves into a spilling breaker in Fig. 15(e) and (f). The detailed spilling process is shown
again in Fig. 16 to illustrate the hybrid features of HyPAM. In Fig. 16(a) and (b), water polygons at the tip of the wave crest are
separated from the water bulk. In Fig. 16(c) and (d), these water particles assume free fall with their initial velocities ob-
tained by extrapolation from inside the water bulk. Later, they merge back into the water bulk in Fig. 16(e) and (f). Since
the interaction of the particles is ignored, the algorithm essentially moves mass from one location to another until the inter-
face topology and velocity field reach a balance on the connectedness of the free surface.

In VOF methods, volume fraction values in the 3-by-3 stencil centered at an interface cell are required to reconstruct its
interface normal vector, usually approximated by taking gradients of the volume fraction function. If there are two or more
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Fig. 16. Results of HyPAM for a spilling breaker. See Fig. 15 for caption.

distinct interface normals within this stencil, the reconstruction step generates spurious results with large errors. As such,
the accuracy of VOF methods is limited by the size of the stencil and any droplet with its diameter smaller than 3h cannot be
preserved. In fact, it is a common practice of VOF methods to complete remove a material from an interface cell if its volume
fraction is smaller than a certain value, say, 0.05. Small particles tend to be consumed by this numerical artifact. Hence VOF
methods are not suitable for hybrid continuum-particle formulations.

In contrast, the PAM method tracks interface details smaller than the grid size accurately, as shown in [96]. In Fig. 16, the
particle shapes are well-preserved when a separation occurs. Essentially, the PAM method decouples the resolution of inter-
face tracking from that of the flow field simulation in the HyPAM formulation. It is the resolution of the velocity field, not
that of the PAM method, that limits the certainty of interface locations.

5.4.2. Quantitative validation: free surface locus
In Fig. 17, free surface results of COBRAS are compared to experimental data on three consecutively refined grids for the

large-scale dam-break test. The results on the coarsest grids were also reported in [78]. At the initial stage, COBRAS agrees
with experiments satisfactorily, as shown in Fig. 17(a). However, as the generated bore evolves with time, the discrepancy
between COBRAS and experiments becomes larger and larger. In Fig. 17(c) and (d), COBRAS fails to predict the crests of the
bore front. One reason for the low accuracy is that the VOF method used in COBRAS represents the interface by either a ver-
tical or horizontal line. Another reason is that pure continuum methods do not have a mechanism to move particle mass
from one place to another. Yet another more important reason is the velocity specification of ‘newly-filled’ interface cells.
After updating the volume-fraction function, a pure air cell in previous time step might become an interface cell, thus veloc-
ity has to be specified at the cell faces for interface tracking. Chen [12] proposed the momentum-capturing method, which
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Fig. 17. Free surface results of COBRAS for a dam-break problem (h, = 0.36 m). Both spatial coordinates are normalized by h,. ‘co’: experimental results
[80]; thin line: Ax = Ay = h,/20; dotted line: Ax = Ay = h, /40; thick line: Ax = Ay = h,/80; all lines are volume-fraction contour plots of f¥ = 0.5.

assumes the newly filled cell carries the momentum of its neighborhood and specifies the velocity of interface cells by con-
stant extrapolation from inside the water phase. In COBRAS, this method is used. If the velocity variation near the free surface
is negligible, this approximation is good enough. However, accuracy of this approximation is low for a free surface with large
accelerations. Furthermore, temporal accumulation of errors results in non-convergence, as shown in Fig. 17(c) and (d),
where refining the grids does not improve the accuracy.

In contrast, HyPAM yields much better results for exactly the same case in Fig. 18. The first reason is that the PAM method
tracks the interface more accurately than VOF methods. The second reason is that the passive-response assumption leads to a
better velocity field around the interface. The velocity specification of newly-filled cells are more physically consistent than
the momentum-capturing method in that both the momentum and the acceleration are captured by the passive-response
assumption. The third reason is that the hybrid formulation provides a way to move mass from one place to another, thus
captures the physics of the spilling breaker that forms the wave crest, as shown in Fig. 16. These three advantages of HyPAM
results in a much better prediction of the final wave crest, as shown in Fig. 18(d).

As noted in Section 1.2, the interface locus is uniquely determined by its initial position once the velocity field is given.
Also determined are whether the interface wi