Compressible two-phase fluid informatics with subgrid modeling

Mingyu Sun

A general numerical method with subgrid modeling has been developed for the compressible two-phase
fluids with arbitrary length scale of interfacial fluid structures. The method provides a framework for the
sharp interface method that can resolve an interface with a length scale sufficiently large than the grid size; it
can also accommodate the diffused interface modeling such as a two-fluid model. It can be an efficient method
for modeling complex multiphase phenomenain which the compressibility isnot negligible, such as cavitations,
volcano eruptions, and meteor impact in atmosphere.

3.1. Introduction

Bubble growth and collapse are two basic phenomena in gas-liquid two-phase flows, including a boiling liquid,
cavitation bubbles induced by a pulsed energy source or a shock wave. A collapsing bubble may eventually reduce
its original size to a minute fraction, releasing a shock wave and light. In addition to bubbly flows, the phenomena
with different or/and changing length scales prevails in nature, such as the breakup of awater drop, fuel atomization,
the evolution of ocean waves, and volcano eruptions. The motivation of thiswork is to develop an accurate, efficient
and robust method for these problems with disparate length scales under general conditions under high pressure and
density ratios.

Consider an interface or a particle with the length scale, d, say the diameter of a spherical particle, or equivalent
diameter if non-spherical. Compared with the grid spacing that is restricted by computer resources, the length scalesin
two-phase phenomena can be generally divided to three scales, under-resolved (d < Ax), transitional (d = O(Ax))
andresolved (d > Ax) scales, asshownin Fig. 3.1. According to the length scale that can be best modeled, numerical
methods devel oped for two-phase flows can be divided to two categories.

The sharp interface or resolved-interface method can deal with flows containing particles sufficiently larger than
the grid size. Popular methods under this category include the volume of fluid (VOF, 81431, the level-set %334, among
many others (e.g. >133%404)  These methods can resolve the interface sharply, in one or two cells. The VOF method,
more precisely, the volume-tracking method, can be formulated conservatively, but the level-set is generally non-
conservative. The VOF method encounters difficulties when dealing with particles in the transitional scale®. The
treatment for subgrid particlesis impossible by using up-to-date methods under this category.

For the simulation of under-resolved particles, d <« Az, the diffuse interface methods (two-fluid models) are
often used. The reader isreferred to?° for other unresolved-interface methods. These models assume alocal mixture,
distinguishing at least the volumefraction of two phasesin agrid cell. Each phaseis assumed to have own pressure and
velocity or averaged/relaxed ones. This approximation allows strong numerical simplicity and eliminates the explicit
treatment for interfaces. Depending upon the assumption adopted in such a model, the number of governing equations
can vary from four to seven 127213035 for 1-D flows. In practice, these models are supplemented by instantaneous
relaxation or averaging procedures (e.g. 3%%%). This approach can simulate two-phase phenomena with any length
scales, but an interface can only be resolved with a fairly wide stencil. An interface separating two pure fluids can
never be resolved sharply asit should be.

Consider a control volume or a cell consisting of two phases on a fixed Eulerian grid. It interacts with its neigh-
boring volumes that are occupied by either one or two phases, and simultaneously the two phases inside interact with
each other. The former represents the phenomena with length scales of the grid spacing and larger, and the latter
represents those with subgrid scales. The former inter-cell interactions are smulated in the Lagrangian frame, and the
latter internal or subgrid interactions is solved by a thermodynamic and dynamic subgrid closure model. A general
and robust subgrid closure model for two-material cells is proposed. The conservative quantities of the entire cell
are apportioned between two materials, and then pressure and velocity are fully or partially equilibrated by modeling
subgrid wave interactions. An unconditionally stable and entropy-satisfying solution of the processes has been suc-
cessfully found. The solution is valid for arbitrary level of relaxation. The model is numerically designed with care
for general materials, and is computationally efficient without recourse to subgrid iterations or sub-cycling in time.
The model is implemented and tested in the Lagrange-remap framework. The generality, robustness and efficiency of
the model makeit useful in principlein agorithms, such as arbitrary Lagrangian-Eulerian methods, VOF methods and
even some mixture models, for compressible two-phase flow computations.

The modeling of the inter-cell interactions of the model, based on the Largrange-remap method, is detailed in
section 3.2.A. The Volume-tracking technique developed for subgrid-scale fluid particlesisintroduced in section 3.4.
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Figure 3.1. Thelength scale (d) compared with the grid spacing (Ax) in two-phase flows.

The thermodynamic and dynamic subgrid closure model is summazied in section 3.5.

3.2. Lagrange-remap strategy for single phase flows

In the cell-centered framework, each cell represents a Lagrange particle. No material interface will be treated in
this step. The change of the conservative quantities of the particle is governed only by the pressure and velocity at
its faces. The face pressure and velocity are evaluated from the effective quantities of pressure, density, velocity and
sound speed. Only the explicit method is summarized in this section, and the extension to the implicit method is quite
straightforward. The Lagrange-remap method consists of two steps:

1. the Lagrange step, in which the change of volume, momentum and energy are updated only from the pressure
and velocity at cell faces, to be introduced in section 3.2.A.;

2. the remap step, in which the Lagrange solutions of two phases are projected back to the Eulerian grid conserva-
tively, to be introduced in section 3.2.B.

The subgrid closure modeling is performed for the Lagrange cell, so it is used after the Lagrange step, but before the
remap step.
3.2A. Lagrangestep
For aLagrangian cell, the change of volumein time At is given by the face velocity,
Xv = At(“:-s-l/z - 7‘:—1/2)- (3.1)

Similarly, the change of momentum and that of energy are given by

Xm = _At(Pa.yz _pz_1/2)a (3.2
XE = _At(P:+1/2“:+1/2 - p:—l/z'“;‘k—l/g)a (33
wherepiﬁrl/2 and u;, , , arepressure and velocity at cell face between left cell i and right cell ¢ + 1. They are given

by the acoustic Riemann solver (3.20) and (3.21). For achieving second-order accuracy in both time and space, the
left and right states used in the Riemann solver are advanced by At/2 and linearly extrapolated from the cell center,
say for pressure on the | eft, A A
x t

where time derivative p; = —pa?u,. The velocity u;41/2 can be obtained similarly by replacing p by u with u; =
—p./p- All quantitiesand their gradients are calculated from cell centers. Noticethat it isthe material time derivatives
thatisusedin (3.4). The slopelimiter ®; isused to suppress possible numerical oscillations near sharp discontinuities.
The one-parameter family of minmod limiter is used, for 6 < [1, 2],

1 gi = 0;
®i = { max(O,min(l,G—gi;j/z,9—%;/2 ) gi #0. (35)

Pl‘L+1/2 = pi + ®/[(Vp)

where g; is the gradient of the function centered at cell . The limiter is most dissipative for # = 1 and is least
dissipative for § = 2. We set § = 1.6 for the slope limiter in the Lagrange step, ® -

Having the total change of volume, momentum and energy of the mixed cell, one may update the state of two
phases inside using the subgrid closure model introduced in section 3.5..
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Figure 3.2. Theremap step: (a) first order remap; (b) second-order remap. Variable £ represents a quantity to be remapped.

3.2.B. Remap step

All quantities of each phase updated in the Lagrange step are defined in the Lagrangian frame, and they are projected
to the original grid in the remap step in order to start anew cycle.

In the remap step, the conservative quantities in the Eulerian cell, 4, are found by remapping the Lagrangian
solution. As shown in Fig.3.2, they are the sum of two portions, AB and BC. Supposing the Lagrangian solution is
piecewi se constant, we get

QUM = (uf_y )y AU,y + (U — ufyy AU, (3.6)

where U; denotes the vector of conservative quantities in cell 4, and the variables with tilde denote those of the
Lagrange cell. The projection can be reformulated as the finite volume method

QiU?H = Qﬂj? - At(u:+1/2U:+1/2 - ull/zUzq/z)a (3.7)

where, for u?,, , >0, i
i+172 = Ui (3.8)

The face velocity u;, /2 Must be the same as that used in (3.1) and (3.3). If the conservative quantitiesin the remap
fluxes are defined from a piecewise constant state as (3.8), it is first order accurate. The second-order accuracy is
achieved by performing the linear interpolation 4* from the upstream cell,

Ul = Ui+ @)(VU)AT, (3.9)
where @ isthe slope limiter used in the remap step, and
Af =55 — 3 = (w4172 +ult/2) — (2; + ult) = (Ti41/2 — 25) — uAt/2. (3.10)

Theinterpolated valueislocated at the center between the solid grid interface and the dashed particleinterface, denoted
by empty circlesin Fig. 3.2b. The state at this central point represents the average over the portion, C'D. Numerically,
it isintensive quantities, R = (p, u, ), that are interpolated. The conservative quantities are then eval uated by,

Ui = U(R; + ®](VR);A}), (3.11)

which is numerically more robust. The use of non-conservative state quantities neither reduces the order of accuracy,
nor violates the conservation laws since the overall conservationis always maintainedin ( 3.7).

The method to enforce the monotonicity of the remap step is similar to the construction of alimiter in the MUSCL
approach for hyperbolic equations. We use the same one-parameter minmod slope limiter ( 3.5) with ¢ = 2 for ®..

3.3. Lagrange-remap strategy for two-phase flows

3.3.A. Theéeffective state of the two-phase cells

The individual states in the mixed cell have been updated in the subgrid closure model. Most numerical methods
adopted in the Lagrange step are designed for cell with one pressure and velocity. The effective state of the two-phase
cell must be constructed to be consistent with the subgrid closure.

3.3.A.1. Density

Thereis no ambiguity to define an effective density of atwo-phase cell from mass conservation,
p=>_ . (3.1
k

Although it is the unique solution that maintains the conservation of mass, it is not necessarily the most accurate one
in al flow situations. For instance, when a shock wave interacts with the mixed cell but travelsin only one material,
the most accurate solution is that of the material. The effective density may be interpreted as a probability-weighted
value of two phase quantities, which holds for velocity and pressure as well.
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3.3.A.2. \eocity

The velocity can be calculated from the conservation of momentum,
Mii =" Myuy, (3.2)

or

= Z agpruk/ Z agpr- (3.3)
k k

The effective velocity in the direction normal to an interface is reasonable since the time for velocity relaxation is
short?, which is also seen from the decay rate in (3.24). However, it remains questionable for interfaces having a
strong shear discontinuity for multi-dimensional applications.

3.3.A.3. Pressure

The effective pressureis defined as

P=)_ oupk (3.4)
k
This definition is in consistent with the Gibbs relation for the mixed cell 1°.

3.3.A4. Sound speed

An effective sound speed of the mixed cell is necessary for modeling the effect of compressibility. Before deriving the
sound speed for the non-equilibrium subgrid closure proposed in last sections, two limit sound speeds are reviewed
first. One limit corresponds to the frozen sound speed, where no subgrid interactions or relaxations are taken into
account. Knowing constant «, resulted from equal volumetric strain, one may differentiate the pressure using the
equal strain assumption to get

pa’ = arpra;. (35)
k

The assumption of equal volumetric strain itself is clearly incorrect if it is applied to a mixed cell of air and water for
instance, as commented by Benson. It generally leads to a pressure change proportional to the square of sound speed.

On the other hand, if pressure equilibrium is assumed, one may get another sound speed same asthat developedin
homogeneous two-phase flows, known as the Wood's equation %2,

pa? = (3 —5) 7" (36)

2
k’ Pray,

It is also called equilibrium sound speed (e.g. *).

We shall derive the effective sound speed of the mixed cell, resulting from the partition of external quantities
(section 3.5.A.) and the subgrid interactions (section 3.5.B.). It turns out that the new effective sound speed just varies
between (3.5) and (3.6), depending upon the level of relaxation. Suppose the mixed cell of pressure p is expanded or
compressed by avolume of . The partition of volume and subgrid interactionslead to the pressure, under isentropic
assumption,

692 piad 0 pT
pr= oini = (01 + =)l = " F Ovon +00)] + (e = =5 pr = 5= (or = 0] (B7)

The subgrid closure model is actualy entropy-nondecreasing. Since the entropy change of individual phase is of
second order of smallness, to be shown in section 3.5.C., the terms of pressure dependence on the entropy have been
neglected. The pressure changeis then, after some manipulations

I x@ (maj — pra})?
1) = 3.8
pP=p"—p E kpray) pa%/al—l—pra,%/ar]’ (3.8)

in which high order terms have been neglected. Using 0p = % X, ONE gets

2 2 2
2 (pai — pra;y)
= E Dk — . 3.9

( - akpkak) lal /al pra /057’ ( )

The parameter 3 results from the finite decay of pressure differencein (3.29), for ¢t = At,

B=1—¢ matma (3.10)
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Theparameter 5 € [0,1],0r N € [0, +00), characterizesthe level of relaxation. For 5 = 0 or N = 0, thecell isfrozen
without relaxtion, and (3.9) isjust the frozen sound speed (3.5). For 8 = 1 or N = 400, the cell isfully relaxed. The
effective sound speed (3.9) takes its minimum value; this minimum value is exactly the equilibrium sound speed ( 3.6).

3.4. Volume-tracking of subgrid-scale fluid particles

In VOF, the interfacein a cell is not tracked explicitly, but reconstructed and approximated by a simple geometry.
The simple line (piecewise constant) interface calculation (SLIC) % assumes the geometry is aline parallel to one of
the grid lines. Currently most widely used method is based on the piecewise linear interface calculation (PLIC). A
historic review of the piecewise constant and linear reconstructions can be found in 22, In PLIC, the surface normal
vector, n, isrequired to construct the linear interface

where h isthe line constant. The normal vector isinferred from the spatial distribution of ¢. If ¢ isasmooth function,
the normal vector satisfies

n=Vo. (3.2
A few numerical methods have been proposed for the calculation of the surface normal. Youngs %6 used the finite-
difference method to discretize the gradient in (3.2) directly. Puckett?® approximated the surface normal vector from
thevolumefractionin a3 x 3 block of cells using an iterative method. The efficiency of the iterative method was im-
proved by Pilliod using an algorithm, ELVIRA, which can reconstruct all linear interfaces exactly 2°. Scardovelli and
Zaleski 33 described these methods in concise formulas, and presented two | east-square fit techniques. The reconstruc-
tion using asplineinterfacewas attempted by Lépez et al. 1°. The volumefraction is advanced from the geometry of the
reconstructed interface, by multidimensional/unsplit schemes or one-dimensional/operator-split schemes. Continuous
efforts have been made to improve the advection algorithms 1128.3346

Itis quite well known that the VOF method will be accurate whenever the radius of curvature is large with respect
to the grid size. It will be less accurate for scales comparable, and may lose al details for scales smaller than one
grid spacing. Consider fluid structures with the characteristic length, d, say, the thickness of a thin filament, or the
diameter of a circular particle. If d reduces to the order of the grid size, Ax, the VOF method numerically splits or
merges them. It is called numerical surface tension by Rider and Kothe 8. Cerne et a.® investigated the behavior of
the VOF method in simulating these small interface structures, and found that the error of the interface reconstruction
increases rapidly when d/Ax < 3. Thisisin agreement with the fact that a minimum of three grid cells are required
to resolve a circular particle with certain accuracy. They also found that the advection errors occur as well. The small
particle movesfaster for d/Ax < 2. Subgrid particles (d/Axz < 1) were not considered in their study.

For resolving subgrid particles, there are two difficulties behind the PLIC-VOF method. Consider an isolated
subgrid particle in a cell, asillustrated in Fig. 3.3a. The subgrid particle generaly stays in the cell, surrounded by
the dark phase in neighboring cells. The first difficulty is that the gradient of volume fraction ( 3.2) cannot provide a
meaningful solution. How to update the volume fraction is another difficulty. The simulation on the finer grid can
resolve this problem; however it increases the computational cost. In order to enhance the accuracy of VOF at low grid
resolution, more information on the interface in addition to the volume fraction is necessary. Lépez et a. attempted
to resolve thin filaments by using makers!®. Zhang & Liu represented particles explicitly as piecewise polygons,
and calculated new material areas inside interface cells via polygon-clippingsin a discrete manner 47. Dyadechko &
Shashkov proposed the moment-of-fluid method that keeps track of the cell-wise material centroids, in addition to the
volumes®. All these methods improve the accuracy in resolving interfaces with large curvatures or fine structures.
However, none of these methods have shown the capability to track and advect a subgrid-scale particle, and the
implementation of them in an existing PL1C-VOF codeis not straightforward.

This work tries to improve the accuracy of the PLIC-VOF method at low grid resolution, and to expand its ca-
pability in dealing with subgrid particles®. The idea s to treat the surface normal vector as independent variables
that are integrated along with the advection algorithm, instead of calculating them from ( 3.2). The equations for the
surface normal vector imposed with the unit normal constraint (jn| = 1) were tested by Raessi et al %7, and accurate
surface curvaturesfor resolvable circular interfaces have been obtained. In thiswork, the treatment for surface normals
has been devel oped for resolving subgrid particles. Non-conservative equations for surface normals are proposed and
generally tested in this work, and also the unit normal constraint is not imposed.

3.4.A. Thesurface normal and the motion of a small particle

We shall consider the mathematical relationship between the surface normal and the motion of aparticlein this section.
Let domain D occupied by a resolvable or a subgrid particle be a simply connected domain bounded by the surface
T': ¢ = c. For the scalar field ¢ that is smooth enough to definen = V¢, we have, using the Stokes' theorem,

/ ndA = 0. (3.3
D
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Figure 3.3. Thedifficulty in advecting a subgrid particle by the volume-tracking method alone. The PLIC-VOF method may reconstruct
a subgrid particle, given the phase volume and the normal vector. However, the normal vector cannot be properly calculated from 8.2)

only from the distribution of volume fraction for theisolated particle. Even if a vector isassigned as shown in (a) by certain rule based on
the volume fraction alone, the particle will be trapped in the cell. Consider a moving particle as shown in (b). Although the particle has
traveled a short distance within the cell, the PL1C-VOF method will reconstruct the same linear segment in the cell because the volume
fraction and thusitsdistribution are unchanged.

In order to characterize the size of a deformable particle, we introduce length scale, d, such that the surface of the
particle can be bounded by acircle with the minimum diameter d. Let the normal vector at the centroid of the particle
ben., we have

Theorem 1: The surface normal at the centroid of a particleis of zero magnitude within the error of O(d 2),
n, =0+ O(d?).

Proof: Approximating n by the Taylor series expansion at the centroid gives
/ ndA = / .+ (Vn) - (r —r.) + O(d*)]dA = 0, (3.4
D D

where O(d?) representsomitted second and higher order terms. Using the definition for thecentroid, [, (Vn) - (r —r.)dA =
0, gives

/ . + O(d2)]dA = 0.

This completes the proof.

This theorem implies that whatever the initial shape of a particleis, if it is shrunk to be very small (d — 0), the
surface normal vector at its mass center will be reduced to the zero vector aswell. If velocity u isthat of fluid particles,
we have

Theorem2: The zero surface normal moves at the particle velocity of u.

Proof: Consider a circular fluid particle with its centroid moving at the speed of u. Since the zero surface normal
islocated at the centroid within the error of O(d?), the zero vector moves at aspeed of u+ O(d?) , and then the speed
convergesto u for theinfinitely small particle (d — 0).

A surface normal other than the zero vector generally does not move at the speed of u. In addition to the transla-
tional motion, the surface normal vector undergoes rotation, compression or expansion, which actually represents the
deformation of surfaces. This theorem can be seen from the surface normal equations as well. In the neighborhood of
the zero vector, for I — 0 and m — 0, the SN equation equations become, by omitting termswith [ and m,

ly  +uly +vly =0,
my  +umg +vm, =0, (3.5)
which show that both surface normals move at the speed of (u, v). It is emphasized that the conservative equations,
however, lead to

Iy +uly +vm; =0,

my  +uly +ovmy, =0. (36)

In short, for a small particle of O(Axz), the centroid of the particle moves at the same velocity as the surface
normal vector of zero magnitude, to second-order accuracy. The zero vector isa’marker’, not tracked but evolved by
the partial differential equations.
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In the work of Raessi et al.?’, the normal vector is imposed with the unit normal constraint. Although the nor-
malization of a surface normal vector does not change the orientation and the curvature of an interface, it destroys
the solution in the neighborhood of the vector of zero magnitude and creates one or more discontinuities there. For
example, the unit vectors point to arbitrary directions at the center of a circle, where two surface normal components
are discontinuous. More importantly, a continuous normal vector is required to maintain a small particle moving at
the right flow velocity. Relation (3.4) isvalid only for a smooth function of n. The information on the vector of zero
magnitude will be destroyed by the unit normal constraint. In thiswork, two surface normal components are solved as
they are during the course of integrating the equations.

Coupling the VOF method with the surface normal equations, the present volume tracking method is divided to
three procedures,

(a) to reconstruct the piecewise linear interface with a given surface normal in each interface cell such that the
interface truncates the cell with afractional volume equaling the given phase volume in the cell (section 3.4.B.);

(b) to advance the phase volumes using a unsplit algorithm * with a limiter ensuring that al phase volumes lie
within bounds of [0, 2] (section 3.4.C.), where Q isthe cell volume;

(c) to advance the surface normal vectors (section 4.3).

Procedures (a) and (b) are nothing but a typical PL1C-VOF method except replacing the calculation of surface normal
by the surface normal vector obtained from (c). The surface normal vector isintegrated by the finite volume method, to
be discussed in section 3.4.D.. Since the method combines the PLIC method with the surface normal (SN) equations,
we shall refer to the present method as PLIC/SN in what follows.

Thediscretization proceduresto be discussed are so optimized and formul ated that they can be readily implemented
on any grid system and coupled with a finite-volume flow solver. The only input required from the flow solver is the
velocity field. All formulas and discussion are valid for structured and unstructured grids, except for the interface
reconstruction procedurethat isvalid only for rectangular cells. Thewhole algorithm has been devel oped on a solution-
adaptive unstructured quadrilateral grid 38, and coupled with a compressible flow solver. Only the results on the
Cartesian grid with specified velocity fields are reported in this paper for the purpose of comparison and evaluation.

3.4.B. Representation of resolvable and subgrid particles

The present method to resolve different sized particlesisillustrated in Fig. 3.4, which contains a circular particle with
diameter d varied from 1/2Ax to 4Az. The interface representation is the same as what has been developed in the
PLIC-VOF methods. The only differenceis that the surface normal vector has been defined and updated by solving
the equations, so that surface normal calculations are not necessary. With the surface normal vector defined in the cell,
any sized particles can be unambiguously defined.

An interface is discretized by linear segments in the cells that intersect with the interface. Each linear segment,
starting from and ending at the cell edges, divides the interface cell to two portions having the exact volume of two
phases. Two linear segments defined in neighboring cells arein general not connected as shown in Fig. 3.4d, so that the
segments themselves are not sufficient to shape a closed interface for a particle. The dark particle is actually bounded
by the segments inside the cells together with the wet portion of edges between cells. The center of the subgrid circle
shown in Fig.3.4ais located at the grid node, so that the subgrid circle is represented as a symmetric diamond. In
general, a subgrid particle is represented by disconnected segments, and its shape changes with the location of its
center (see more examplesin section 5, Fig. 3.6).

Given the surface normal vector n and the phase volume, the piecewise linear interface (3.1) isuniquein acell. In
genera, the line constant i needs to be found by iterative method, because the truncation volume is often a nonlinear
function of 728, especially for axisymmetric and 3-D geometries. For 2-D rectangular cells, the non-iterative method
isfollowed to find h %2,

In short, in order to represent subgrid aswell aslarge particles for any grid system in asimple way, what we follow
isno more than

1. at most one linear material interfaceislocated in a control volume;

2. the material interface inside the volume and the material interfaces aligned along volume faces may form a
subgrid particle, as shown in Fig.1a.

For rule (2), no specia treatment is really needed for a PLIC agorithm. The materia interface aligned along grid
lines appears as a natural result of PLIC. It islisted here because this sort of subgrid particles, which are unable to be
properly handled in atraditional PL1C/VOF method, might have been merged or del eted.

*The dimension splitting algorithm necessitates the splitting of the equations for the normal vector as well. The computational cost is nearly
doubled for unstructured grids. Therefore, in this work, only the unsplit version is investigated.
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Figure 3.4. Representation of different sized circular particles: a) d/Ax = 1/2; b)d/Axz = 1;¢) d/Ax = 2; d/Ax = 4.

No additional restrictions such as the size of a particle, the distance between particles are imposed in the present
interface representation. The topologica changes of a particle are implicitly handled as most VOF methods. If a
particleis divided into two portions with a distance between greater than one grid spacing, it isregarded as the particle
breakup, or if the sides of two particles meet in the same cell, they are merged automatically. For resolving two
immiscible particles, the distance between them should be large enough to avoid numerical coalescence.

3.4.C. Advection of phase volumes

The advection equation is solved by the finite volume method. The volumeflux is evaluated in the direction normal to
the grid line, and integrated in a unsplit manner. Given aflow field u, the advection equation is rewritten as

¢+ V- (ugp) = ¢V - u, (3.7)
and
¢+ V- (ug) =0, (3.8)
for incompressible velocity field. Equation (3.8) is discretized as,
QG = QF = (undrAt);;, (39)
J
where u,, is the outward normal velocity across grid interface j, and ¢, is the volume fraction of phase & defined at

the grid interface, satisfying >, ¢ = 1. Q, isthe volume of phase k, 2, = ¢4, satisfying

Q=>" Q. (3.10)
k

In order to avoid volume Q7! going beyond the bound, a simple limiter is imposed on the outflow volume flux
with u,, > 0,
¢z = Do, (3.11)
Itisreadily seenthat 27 +! isaways non-negativewith the limiter function. If the volume changeis below €2/2, which
is true for the CFL number below 1/2, the slave volume starting from Q7 < Q/2 satisfies Q7 +! < Q. The limiter
function guarantees the exclusion of the overshoot and undershoot for both phases from numerical results.
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It is noted that the ® limiter is different from the redistribution a gorithm adopted in some VOF algorithms. The
redistribution agorithm is often triggered when an abnormal volume that is beyond [0, 2] is found in the solution,
and then redistribute the volume to somehow empirically chosen cells nearby. The & limiter is to adjust the volume
flux such that the abnormal volume will not appear. This limiting method is simple and general for any grid system,
although it cannot replace the use of a more accurate procedure to calculate volume fluxes in the VOF advection
agorithm.

Once the interface has been constructed, as discussed in section 4.1, the volume flux (u ¢, At); at grid line j is
defined geometrically by calculating the volume or the area cut by the grid line shifted upstream by —u ,, At, where
u, iSthe normal velocity defined in the upstream cell. When coupled with a compressible flow solver, the velocity
can be defined by the Riemann solver. In this work, since the exact velocity field is specified in all test cases, v, is
simply taken as the exact solution located at the center of the grid line. The method to evaluate volume fluxesis ' naive
unsplit’ 8. A modification is made following the DDR method *1. The DDR method is adopted because of its easy
implementation on our finite volume unstructured solver, and it does behave better than the naive unsplit version.

Theminimum particlethat can be resolved is restricted by the machine accuracy in eval uating volumes and volume
fluxes, and in practice the small volumes satisfying

Q,/Q<4x107H (3.12)

for double precision floating-point computations are removed, and filled with the other phase.

3.4.D. Discretization of surface normal equations

Both conservative form and non-conservative form of the SN equations have been implemented and investigated. For
the sake of clarity, they are rewritten as

where for the conservative form

(7)o () ()

and for the non-conservativeform

[l [l [ —mug +
Pi= () Fa= () 5= (mtn). (319

System (3.13) is discretized by the finite volume method. Consider a control volume €2 ; bounded by discrete faces
with outward surface normal s = (s, sy).

1 )
(ny):=8; - o > F;,
J

where the numerical flux ]?‘j is approximated by the upwind scheme, depending on the direction of normal velocity
Up = U - S,

. {Fl_sz +F, sy, if u, >0 (3.16)

g :
J Fis, +F5s,, otherwise.

Velocity and surface normal at faces are required to define the numerical fluxes.

3.4.D.1. First-order scheme

For the first-order scheme in space, velocity and surface normal used to determine the numerical flux are simply those
located in the control volume on the upwind side. The sourceterms are discretized using the central difference scheme.

3.4.D.2. Second-order scheme
For achieving second-order accuracy in space, the surface normal and velocity at grid interfaces are located at the
center of face, r{; . They areinterpolated from the center of the volume, following the MUSCL method,

M= = M (VM) (),

0

where M represents both the velocity and surface normal required to define the numerical flux. Superscripts —
indicates the values are defined from left and right sides (or upstream and downstream) respectively. For example,
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M; " arethosevalueslocated at r; ™ respectively. (r¢ —r; ") isthe distance between the center of the grid interface
and the location of values defined. The method is general for both cell-centered and cell-vertex data structures.

In solving the hyperbolic conservation laws, the limiter is often used to suppress possible numerical oscillations
around discontinuities. To investigate the influence of the limiter on the solution of surface normal equations, the
MINMOD slope limiter for limiting the gradient (V) ;" is also implemented. The source terms are discretized
using the central difference scheme.

For achieving second-order accuracy in time, the two-step Runge-Kutta method is followed for the surface normal
equations. However, the interface reconstruction and the volume flux evaluation, described in sections 4.1 and 4.2, are
done only once based on the surface normal at the last time step.

3.4.D.3. Initial and boundary conditions

For solving the IBV problems of surface normal equations, appropriateinitial and boundary conditions must be spec-
ified for [ and m. For a given interface, only the direction of surface normal vector is available nearby. Others have
to be defined. An intuitive way to define these values is to construct a smooth surface function ¢, such that ¢ = ¢
represents the interface. Two types of particles, circle and square, are tested in this paper, and their definitions are
summarized as below. For acircle centered at (¢, yo), we set

6(e.) = 31— 20)° + (u — o)’

and then differentiate it,
l(z,y) =z — a0,
3.17
m(a:, y) =Y — Yo, ( )
which aretheinitial conditionsfor acircle. Similarly consider a square centered at (« ¢, yo) with sides parallel to grid
lines, represented by

1 (y — y0)* ly = ol > |z — zol;
¢($,y):§ . (z — x0)? ly — ol < | — xo;
sl —20)? 4+ (¥ —50)% |y —wol = |z — 0l

one gets two surface normals for squares,

0 [y = yol > |& — o]
Wz,y)=q z—z0  |y—yo| <|z— 0 (3.18)
Yo —w0) |y—wol = |z — o,
and
y=vo |y —wvol > |z — 0
m(z,y) = 0 ly — yol < |z — o] (319
%(y —v0) |y —vo|l =[x — 0.
Notice that the definitions are independent of the size of the circle or square, and it suggests the surface normals for
any sized particles are solved equally.
Physical boundary conditions for surface normal vector of areal material interface attached on a wall depend on

many factors, especially surface tension and gravity, which is beyond the scope of this paper. We shall focus on the
interfaces inside the domain. In practice, for wall, inlet and outlet boundaries, we set

ol Om
5= 5 =0, (3.20)

in the direction normal to the boundary.

3.4.E. Theadvection of asubgrid particle

It has been shown that the zero normal vector moves at fluid velocity in section 3. We will investigate how a subgrid
particle can follow the zero vector using the PLIC/SN method.

Consider a 1-D subgrid particle as shown in Fig. 3.5. Without losing generality, it is assumed that the surface
normal points from the bright to the dark phase. Suppose the particleisinitially located at face A, x = x . Weusea
linear function

l(x) =2 —x

with zero exactly located at x = x( astheinitial condition for surface normal vector. The averaged surface normal over
the cell bounded by faces A and B is then positive, as indicated by the dashed line in the top-right figure. Given the
volume of the bright particle and the positive surface normal, the interface is then reconstructed on the left following
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u>0

_

Constructed subgrid particle Surface normal vector
A B
!
A B
—_ ] =m

a)

b)

)

d)

Figure 3.5. A schematic of a 1-D subgrid particle motion controlled by the surface normal vector. Thearrow always points from the bright
phasetothedark phasein theleft column, and itsdirection isdetermined by the sign of the averaged surface normal over thecell, thevalue
of which isshown by the dashed linein theright.

the PLIC, as shown in Fig. 3.5a. Notice that the commonly used surface normal calculation for this small subgrid
particle is senseless.

Now consider the motion of the particle. Suppose the flow moves at a constant speed to right, traveling through
one cell in three steps. The evolution of the surface normal is shown in the right column. It startswith a positive value,
and gradually reduces to be negative after the zero vector moves across the central point of the cell. After three steps,
the zero vector has traveled from face A to face B, at the same speed as the flow. The corresponding reconstructed
interface is shown in the left column. In the first step, from Fig. 3.5ato b, since the subgrid particle is attached on
theface A, thereis no volume flux through face B, thus the volume of the particle is unchanged. At this moment, the
surface normal is still positive, so that the reconstructed interface is the same. Once the surface normal changes its
sign, as seen from Fig. 3.5b to c, the particle is reconstructed on the right. The particle leaps from one side to the
other side of the cell. In the third step, the particle is moved to the right neighboring cell by the advection agorithm,
returning to the initial state but shifted by one grid cell. The procedure above will be repeated.

It is clear that the motion of a subgrid particle is made possible by both the leap controlled by the PLIC/SN and
the volume advection through faces. The motion of a subgrid particle in two dimensions is more interesting and
complicated. Fig. 3.6 shows all sequentia steps of a particle of d/Axz = 0.4 moving at velocity (u,v) = (1.0,0.5).
For thisillustration, the CFL number is taken as 1/8 based only on x-velocity, so that the particle is supposed to move
from one node to the other in 16 steps, traveling two grid cells in z-direction, and one cell in y-direction. In most
steps, the particle appears as a combination of small piecesin 2-4 cells. Although these small pieces are reconstructed
separately by PLIC algorithm in each cell, they are always connected without splitting. It is emphasized that the
trandation is realized simply by atypical PLIC agorithm with the surface normal defined in the cell. No additional
treatment is necessary.

Using the PLIC/SN method, for 1-D geometry the subgrid particle actually stays on the upstream side of the cell
before the normal vector is reversed, which happens exactly after the arrival of the zero vector. The leap motionin the
cell and the volume advection through faces are not coupled. It is different for a general 2-D geometry. Although the
sign of [ is reversed between Fig. 3.6d and f, the orientation and location of the reconstructed interface are evolved
gradually as shown from Fig. 3.6b to f. The volume flux through the right face is not zero in Fig. 3.6e, so that a small
portion is advected to the right cell as seenin Fig. 3.6f. The sameis seenin y direction from Fig. 3.6h to j when the
sign of m isreversed. As aresult of this coupling between the reconstruction and the volume advection, the subgrid
particleis located in favor of the downstream sides, which is clearly seenin Figs. 3.6p and g. Asinterpreted by Cerne
et a.®, using a typical PLIC-VOF method, the location error will be accumulated, resulting in the particle moving
faster.
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Figure 3.6. Translation of a 2-D subgrid particle of d/Axz = 0.4 in the velocity field (u = 1,v = 0.5), all sequential steps. The particleis
supposed to move from one node to the other nodein 16 steps, traveling two grid cellsin z-direction, and one cell in y-direction.
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By analyzing numerical results, the location error of a subgrid particle can be estimated as,
€max = iAJ)/2 +d+ O(A$2)7 (321)

where three errors are originated from the interface reconstruction, the advection and the surface normal equations
respectively. The first is the leap error. The location of a particle within the cell is solely determined by the PLIC
together with the normal vector. The subgrid particle is reconstructed either on the left or the right side depending
upon the location of zero vector. If the zero vector represents the exact location of the particle, the location error
originated from this reconstruction procedureis no morethan Az /2, which isthefirst term. The error originated from
the advection algorithm will depend on the algorithm used and the location of interface, so d is taken as the simple
estimate of the maximum error, if it is smaller than the grid spacing. The numerical error in integrating the surface
normal equations is assumed to be second order accurate. The deviation of the exact center of the particle from the
zero vector is O(d?) as discussed in section 3.4.A., whichis smaller than O(Az?) for asubgrid particle. Thelast term
O(Az?) represents these two errors. All numerical results above show that the location errorsin two dimensions are
within the bound (3.21).

It is noted that a more precise location of the subgrid particle can be reconstructed in the cell, by taking into
account the location of the zero vector that can be obtained from the distribution of the normal vector. However, this
necessitates non-trivial modificationsin PLIC and advection algorithms.

3.5. Thermodynamic and dynamic subgrid closure model for two-phase cells

Consider a control volume or a cell consisting of two phases. Individual quantities in the cell, such as velocity,
density and pressure, areinitially specified or updated in the last step; they arein either equilibrium or disequilibrium
of velocity and pressure. The entire cell undergoesthe total change of momentum, energy and volume in afinite time
At after interacting with other cells. We suppose that the total change has been calculated by any Lagrange scheme
that treats the entire cell asawhole. At the same time, momentum, energy and volumein the cell are transferred from
one phase to the other if they are in disequilibrium. The present subgrid closure model for these physical processes
contains three components s’

1. todistribute the total change of momentum, volume and energy to two phases (section 3.5.A.),

2. to find a partialy or fully relaxed state of pressure and velocity, such that the cell may eventually approach
pressure and velocity equilibrium between two phases (section 3.5.B.),

3. to construct an effective state of the mixed cell that is used to advance the Lagrange step (section 3.3.A.).

The closure model faithfully follows the conservation of volume, mass, momentum and energy, and it satisfies the
entropy inequality (section 3.5.C.).

In the closure model, the interface in a mixed cell can be one or more boundaries that separate two phases. It is
a straight line in the VOF method with linear interface reconstruction, while it represents closed lines or surfaces if
there are numerous bubbles or dropsin the cell. The boundaries between phases are not surfacesin a strict mathematic
sense, but are very thin regions, in which the properties change with great abruptness from the properties of one phase
to those of the other. We make the fundamental assumption that the fluids are not intermingled, or the grid scale
is sufficiently larger than the diffused zone between two fluids. We assume the effect of surface geometry issues,
such as area, shape, and number density, on total thermodynamic properties in the equilibrium state is so small that
it can be neglected, which is true in most applications. If, however, we consider surface tension and absorption, the
geometry issues may become of great importance in determining the thermodynamic properties. Some modifications
arerequired for the closure model proposed, which is beyond the scope of this paper.

Concerning material properties, we assume each phase has individual state quantities satisfying its own EOS, and
the quantities of pressure, temperature and sound speed of each phase vary continuously with volume and internal
energy. Also each phase has a positive heat capacity at constant volume. For physical systems for which the heat
capacity is negative, the closure model should be reexamined. No mass exchange or phase change is considered in
this paper, and therefore the phase mass remains constant. A vacuum or avoid is a solution of the compressible Euler
equations; it is preferably treated as the third phase numerically. In the present work dealing with two phases, the void
is implicitly filled by the neighborhood gas phase, as commonly done in the simulation of compressible gas flows.
This approximation is reasonable for gas/gas and gas/liquid materials. The void that possibly appearsin a solid phase
is not handled in this paper.

3.5.A. Partition of external conservative quantities

The interaction of a Lagrangian cell with its neighboring cells results in the total change of energy, volume, and
momentum, denoted by x &, xv, Xm respectively. We suppose these quantities have been updated by a stable Lagrange
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scheme, and shall apportion them between two phases in the mixed cell. For brevity, only the changes of left phase
are to be defined. Those of right phase are given by the conservation, x , = x — x;, for al quantities. Here, the left
and the right phase are labeled only for the use of the Riemann solver; they are labeled arbitrarily elsewhere.

3.5.A.1. Partition of momentum

We assume that two phases undergo the same acceleration. This equal acceleration rate assumption gives the velocity
change, same for two phases,

Xm,
= .1
ou i (3.1
where M = >, M, isthetotal mass of the cell. The momentum partitioned for the left phase is therefore
M,

The partition of momentum results in a change in kinetic energy,

1 1 1
Xem = zk:[§Mk (uk =+ (5u)2 — 5 kui] = zk:[Mkukéu + §Mk ((5u)2], (33)
which should be subtracted from the total energy change x . It is noted that the change of kinetic energy (3.3) cannot
be simply assigned to each phase, because it may violate entropy inequality and numerically produce negative internal

energy. The present partition of momentum only updates the momentum and vel ocity, and leaves the change of kinetic

energy to be treated together with the total energy in section 3.5.A.3..

3.5.A.2. Partition of volume

We follow the classic assumption of equal volumetric strain,

Xol = Q1 Xv- (3.4

It maintains the positivity of volumeif y, > —<, where () isthe total volume of the cell, or Az in one dimension.
Two materials undergo either expansion or compression process after volume partition. It is preferably for the
process to be isentropic, in order to reduce numerical heat fluxes between two phases. Thus, the work done by the
pressure force,
dwy, = pEdoy, (3.5)

should be subtracted from phase energy, where pis® denotes the pressure in the isentropic process. In this paper, a
relation that contains variables with subscript %, such as (3.5),(3.6),(3.7) and (3.8), represents two relations, one for
k = [ and the other for & = r, unless the subscript k& appears in the sigma summation notation. The pressure in an
isentropic process generally depends on volume, so that the work cannot be simply evaluated for general materials
from (3.5), athough the exact solution is available for the ideal gases. Some iterative procedures are needed. We
consider a general method to approximate the work for general EOSs without recourse to iterations. The difficulty
here is how to maintain the positivity of internal energy. A discussion on the positivity of internal energy as one of the
constraintsin optimization based closure model may be found in 3. Suppose two phase pressures, pj,, become p;; after
equal volumetric strain, using the isentropic relation

Pi = pi + a2dpr = pr 4+ a2 [My/(Q + Xor) — My/Q), (3.6)

where ay, is the speed of sound of phase k, and €2, is the volume of phase k. If two initial pressures and two end
pressures are al positive or all negative, the pressure work is approximated by that of the smaller absolute value,

Yok = mln(kaUkvp]iXUk) PrXvk = 0 ' (37)
_max(ka1)k7ka1)k) PrXok <0

If four pressures have different signs, the work is set to be,
Xwk = 0. (38)

Formulas (3.7) and (3.8) are used instead of using formula (3.5). Although it is difficult to find the exact pi*» for a
general material, one may expect thet it lies between the initial pressure p;, and the end pressure p;. The formulas
(3.7) and (3.8) assure that the absolute work is not greater than that done in the isentropic process. Thereis only a
second-order difference. That is to say, if an isentropic expansion/compression results in a positive internal energy
after the pressure work is subtracted, formulas (3.7) and (3.8) guarantee the positivity of internal energy aswell.
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3.5.A.3. Partition of energy

The total energy consists of internal energy and kinetic energy. Since the kinetic energy has been determined by the
updated velocities, the change of the internal energy is,

Xe = XE — Xem- (39)

Also, the work donein volume compression/expansion should be subtracted from the total internal energy. The energy
that remains to be partitioned becomes

Xe = Xe — Z Xwk- (3.10)
Suppose the |eft phase gets a portion of energy x 7, for o € [0, 1],
Xel = QX (3.11)

We determine such a parameter o that the resulting two phases reach the state of maximum entropy. The entropy
change due to the addition of internal energy under constant volumeis

axi 1 (1-a)xi 1
S(a) :/0 Edel —i—/o Ede,«. (3.12)
Using de = C,dT, one gets
s = [ T G / T Gy (319
T, T T, T

where C, = (9e/dT), isthe heat capacity at constant volume. After afew manipulations, one gets the solution of
S'(a) =0,
v vr Tr - T
o= Cot [1 + ¢ ( l)

Cvl + Cvr X:

Itiseasy to show S”(a)) < 0 for any positive heat capacity, so that the solution corresponds to the state of maximum
entropy. The solution is subject to the constraint, o € [0, 1], numerically expressed as

]. (3.14)

a = max(0, min(a, 1)). (3.15)

Without this constraint, the state of thermal equilibrium is reached by implicitly introducing some amount of heat flux
between two phases.

3.5.B. Modeling of subgrid wave interactions

If two phasesin the mixed cell arein disequilibrium, they will interact with each other and evolve obeying the conser-
vation laws. Sincethereis no net change of total conservative quantities, the mixed cell can be regarded as an isolated
system. In thisisolated system, two phases will eventually reach pressure and vel ocity equilibrium; the subgrid wave
interactionsin the mixed cell are indeed a relaxation process. The thermal equilibrium is generally not achieved if the
physical heat transfer is not considered.

In the present model, the subgrid wave interactions are supposed to obey the time-dependent conservation laws.
This set of equationsisimposed with the periodic boundary condition so that the net changeis zero. We try to find an
approximate but analytical solution of the set of equationsthat meet two conditions: (1) reaching pressure and vel ocity
equilibrium for time approachesinfinity, and (2) satisfying the entropy inequality.

I Wi At

@ T ®)

Figure 3.7. Interface configuration inside the interface cell

Supposethereare N uniformly distributed phase pairsin the mixed cell, as shownin Fig. 3.7a, and every phase pair
consists of two phases with the same intensive quantities (density, pressure, velocity, temperature, volume fraction)
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as those defined in the cell. Since the periodic boundary condition is imposed on the phase pair, the problem remains
the samefor any N. If there are many interfacesin the cell, the parameter N represents approximately the number of
interfaces, bubbles, or dropsinside. For an interface that separates two pure materialsin space, it may make no sense
to think of the number of phase pairs. Here, we giveaquick estimate of NV for acell associated with only oneinterface.
Consider one phase pair (N = 1) in all cells. There are oneinterface inside and the other interface just at the grid face
between two neighboring cells. The interface that separates two pure materials in space should be relaxed at a lower
decay rate than the flow configuration of N = 1. It will be shown in what follows that the relaxation rate of both
velocity and pressure is proportiona to the parameter N. We may set asmaller V, say N = 0.5, for one interface,
considering that there are actually two interfaces associated with a cell for N = 1. In genera flow situations, it is
expectedthat N < 1 for oneinterfaceinacell. In multi-dimensions, it might be also possible to model the effect of the
geometric properties, such as the length of the interface inside, on the relaxation rate using areal N, not necessarily
an integer.

Consider the left phasein a phase pair, as shown in Fig.3.7b, its solution is governed by both pressure and velocity
at left and right boundaries, (p—,u ™), (p*, u™) respectively. The conservation laws yield, at the discrete level for the
left phase,

(M) =0, (3.16)

() = —N(u™ —u™), (3.17)
(Myu); = N(p~ —p"), (3.18)
(MiEp); = N(p~u™ —pFu’), (3.19)

where M isthe mass satisfying M; = p;a;©2 = p;€);. The equationsfor the right phase can be similarly written. Both
velocity and pressure at faces are approximated by the acoustic Riemann solver,

ut =+ (o0 — pr)/ (P11 + pray), (3.20)

pt =5+ 5w — ur), (3.2)

whereu = (praui + prayur) [(pra+prar), p = (prapr+pracpl) /(par+ prar), and s = (prarprar) /(prac+ pray).
Velocity (u™) in (3.20) and pressure (p™) in (3.21) are exactly the star state of the acoustic Riemann problem with
(p1,uy, a;) ontheleft and (p.., u.., a,-) on theright. Similarly, velocity (u~) and pressure (p~) are given by

U =u— (pl - pr)/(ﬂlal + praT)7 (322)

P =P S —uy). (323)

This Riemann solver is valid before the sound wave reaches the other side of the phase volume; the system of
equations should be integrated under the CFL condition if solved explicitly. It is prohibitive for very small phases
using an explicit method. In order to overcome this stiffness, some implicit ingredient is necessary. We attempt to
integrate the equations analytically. The solution of the left phase states is sufficient due to the conservation. It turns
out that the momentum exchange between two phases can be obtained from the ordinary differential equation (ODE)
of the velocity difference,

u? = — u,,

to be discussed in section 3.5.B.1.. Also, the volume exchange under the isentropic assumption can be solved from the
ODE of the pressure difference

P =pi—pr,
to be shown in section 3.5.B.2.. Specia attention is paid to maintaining the positivity of phase volumes. The energy

equation (3.19) is solved based on two solutions obtained, and treated at last in section 3.5.B.3.. The maximum entropy
state in the possible solutions is pursued to remove the freedom in determining the energy flux.

3.5.B.1. Momentum exchange

Consider the momentum equation for left phase (3.18) in this section. Since no mass transfer between two fluids is

considered, M; remains constant, as seen from (3.16). The momentum equationisrewritten as (u;); = A%(p‘ —pt).

Similarly for the right fluid one gets (u,.); = — i (p~ — p*). Subtracting the two velocities leads to

M,
N, _

Uy :ﬁ(p _p+)7
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where M = (M;M,)/(M; + M,). Using the acoustic Riemann solver for two pressures, (p~ — p*) = —25(u; — u,.),
gives

2Ns
Thisordinary differential equation yields .
uP =ule” 21151”, (3.29)

whereu® denotestheinitial velocity difference between two phases. The subscript ( for initial valuesis often removed
for the sake of clarity. A constant % isassumed here. It isclear that thevelocity differencewill experience exponential
decay with time. The resulting momentum change of the left fluid is,

t ¢
OMyu, = / N(p~ —ph)dt = —2N§/ uPdt. (3.25)
0 0

Substituting (3.24) into (3.25) leads to the momentum change for left fluid,

2N5s4

My = ug M(e™ 3t —1). (3.26)

It can be readily seen that for time approaches infinity, the change of the momentum is finite, and the solution
approaches the vel ocity equilibrium. It is therefore valid not only in the early stage of interactions, but also providesa
robust long-time solution.

It is noted that after one time step (t = At), the constant 5 introduces two errors of the same order, O(u P At?).
One error is introduced in (3.24), resulting from the integration of the ODE using the constant s. The other error is
introduced when the constant s is moved outside of the integral in the rightmost term in ( 3.25). In the order analysis,
we assume that the difference between two phase quantities in the mixed cell is of O(Az), and also the difference
between theinitial and the end state of the same phaseis of O(At). For the sake of clarity, the spatial and the temporal
error will not be distinguished hereafter, so that the error introduced by assuming the constant s is of the third order of
smallness, O(5?), where § denotes either At or Ax.

3.5.B.2. \olume exchange
The volume equation (3.17) will beintegrated in this section. Consider the isentropic procedure,

@ B Mlal2 dpr M,a?
ay Q7 d,. Q2
The pressure difference satisfies,
dp? Mya?  M,a?
—-— = m). 3.27
Volume equation (3.17) becomes, using (3.27),
pf = —Née(u™ —uh),
wherec = MQ’—:}f + ]‘{);’2 . Approximating the vel ocity difference by the acoustic solver, (v = —u™) = —m (pi—
pr). yields
2Ne¢
p = —————p".
piay + pray
Assuming the coefficient constant, one gets
pP = pPe” ,,lafffra,rtj (3.28)

where pJ istheinitial pressure difference. It is seen that the pressure difference approaches zero for time approaches
infinity. The change of the pressure difference satisfies,

5pP = péa(e—mﬁ%t ~1), (3.29)
which gives an immediate volume change, using (3.27),

opP
=

S, = (3.30)

However, (3.30) cannot avoid the appearance of negative volume if ¢ is constant. As seen from the definition of ¢, it
varies abruptly for either phase volume (i.e., either 2, or €2,.) approaching zero. Therefore the constant ¢ is used only
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to update the pressure difference. In order to maintain the positivity of phase volume, we return to equation ( 3.27),
and integrate it over ; directly,
Ma? M,a?
opP = ——L — T 4 Ay, 331
D o a-q + Ao (3.31)

Notice that the change of the pressure difference ép” is given from (3.29) for any given t. The volume of the right

phase, ©2, in (3.27), has been replaced by  — ;. Constant A, is determined from the nitial state, Ao = — (252 —
Mé—‘fz)o. After simple algebraic calculations, we get a quadratic equation for 2,
A1Q7 — (Myai + Mya? + QA1) + QM;ai =0, (332
where 4; = 6p” — Ay. Theleft volumeisthe root of (3.32),
(Mya? + Mya? + QA;y) — \/(Mlal2 + M,a2 + QA;1)? — 4A1(2Mlal2
Q= . (3.33)

24,

Thisroot is always real, and satisfies Q; € (0,2). The detailed proof is given in Appendix A. The volume changeis
then
6, = U — ()o- (3.34)

It is stressed that to maintain the positivity of volume for general materials was a challenging task. Thisis one
reason why the equal strain rate assumption without pressure relaxation is often preferred (e.g. #1°). We actually
provide an analytical positivity-preserving solution of the problem without recourse to iterations, for both partial and
full relaxations.

3.5.B.3. Energy exchange

Given momentum and volume changes, the energy change is evaluated by integrating ( 3.19),

t t
S = / N(pu~ —ptut)dt = / @N (o —pt) + PNy — ul))dr,
0 0

which can be simplified to

t t
v By = U/ N(p; —pi)dt + 15/ N(u; — )t (3.35)
0 0
or
5]\'11 E = ﬁ’(SMl’U«z - ﬁ(SQ,, (336)
where @ isthe valueof w at ¢’ € [0, ¢], and p isthat of p. Since both velocity and pressure are relaxed over time, it is
reasonabl e to expect that they vary within the bounds
U € [ug, u,) (3.37)
and
p € [pi,pr]. (3.38)

In order to evaluate (3.36), simple choices, such as« = w and p = p, may violate the entropy inequality, and
numerically produce negative energy in some circumstances. We shall find a solution within the bounds ( 3.37) and
(3.38) such that energy change 0 5, g, results in the state of maximum entropy in the cell. Consider £41,&2 € [0,1], @
and p satisfying (3.37) and (3.38) are expressed as

= up + & (up — ),

p=p+ &P —m).

Substituting them into (3.36) gives
oM B, = Widyu, — Pro, + X (3:39

where
X = &1 (ur — w)0nsu;, — E2(pr — p1)dgy, -
By using the solutionsfor d 5,,, and dq,, from (3.26) and (3.30) respectively,

2Nsy

(up — up)Onsyu, = (Up — ul)QM(l —e M) >0,
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__ oNe
—(pr — )00, = (Pr = P)Opy—p, [C= (pr —p1)* (1 — e AmFor") 2 > 0,
it isclear that
X € [0, Xmax]a Xmax = (ur - ul)éMlul - (pr _pl)(SQl > 0. (340)

Now, two parameters, @ and p, have been reduced to one parameter . We need to find x such that the resulting
state in the cell attains the maximum entropy under the constraint x € [0, X maz]. The problem is similar to that
encountered in the partition of energy, discussed in section 3.5.A.3.. After afew algebraic manipulations, we get

(CUTTT + Br)cvl - (CvlTl - Bl)CUT
= 341
X Cvl + Cvr , ( )

subject to the constraint
X = min(Xmam; maX(Oa X))v

2 2
where B, = p;dq, + ‘SQM—A’&’ and B, = pidqg, — 62”}\—’;’ + (up — ug)dps,q, - 1tisnoted that the state of maximum entropy
adopted here does not |ead to the temperature equilibrium in the mixed cellsin general. For instance, an interface with
atemperature jump in pressure and velocity equilibrium will not be affected.
This completes all solutions required for the subgrid modeling.

3.5.C. Entropy inequality and numerical heat flux

Suppose the change of conservative quantities are updated by a stable Lagrange scheme that satisfies the entropy
inequality, for the effective state,

T'ds = (XE — Xem) + DXv = 0,
where . IS the change of kinetic energy evaluated from the effective velocity, which is in general different from
Yem that isevaluated from phase velocities. Luckily, under the assumption of equal acceleration, it can be shown that

Xem = Xem, &S readily seen from (3.3). This property should be regarded as an advantage of the equal acceleration
assumption in the partition of momentum. Thus, one gets,

Tds = Xe + pxv = 0.

This guarantees the existence of areference state in the mixed cell that meets the entropy inequality, since the effective
sound speed is in consistent with the closure model. The principle of maximum entropy followed in the subgrid
closure model assures that the entropy of the final state is not lower than the reference state, and thus satisfies the

entropy inequality
Z dSk Z 0
k

It should be noted that the present closure model does not necessarily guarantee that each phase satisfies the entropy
inequality,
ds; > 0.

Consider the mixed cell has undergone an isentropic process in the Lagrange step first. Thetotal heat flux satisfies
4= Xe +PXo = 0.

Some amount of numerical heat flux can be possibly introduced between two phases, when the state of maximum
entropy is pursued,

dr
dsp = — 3.42
Sk Tk ) ( )

where the heat flux ¢ is positive for one phase, and negative for the other, because of energy conservation ¢ =
>k @ = 0. Theamount of the numerical heat flux is constrained by the energy partitioned,

6‘1 S |XZ| + |Xma9c|7

wheree, = |qi| = |g-|, and x isthe energy defined in (3.10). Theterm x ... isof O(52) as seen from (3.40). It can
also be shown that x isof O(§2) (Appendix B). Thus, the numerical heat flux satisfies

€g < O(6%). (3.43)

That is to say, the numerical heat flux introduced between two phases in the present subgrid closure model is of
second-order of smallness. The entropy change of each phase is of the second order, but the total entropy, ds =
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Figure 3.8. Unsteady shock wave (M=10) reflection over a 30° wedge: (a) 5-level solution-adaptive unstructured quadrilateral grid,
overlapped with isopycnics (b) isopycnics using an adaptive grid 2-level finer than (a).

lqt/T0+ qr /T, = €4|1/T, — 1/T,| < O(6%), isof third order. Thus, if the mixed cell undergoes an isentropic process
in the Lagrange step, the entropy change in the closure model satisfies

0(6%)] = " dsy. > 0. (344)
k

If the mixed cell experiences an entropy increase in the Lagrange step, after the passage of a shock wave for
instance, one has ¢ > 0. Thisnon-zero heat isincluded in x %, and partitioned by formula (3.14). Since the maximum
entropy state is pursued, the low temperature will never be further decreased, so that one gets the inequality,

q 3
7+ |0(6%)| > zk:dsk >0, (3.45)

where Ty, = min(7}, ;). Thethird order term |O(53)| results from the numerical heat in modeling subgrid isen-
tropic processes, as shown in (3.44).

3.6. Numerical examples

3.6.A. Lagrangeremap for single phase flows

A 2D test problem of the double Mach reflection of a strong shock (M ;=10) over a 30° wedge, which was presented
in a review article®, is investigated. This test case was also calculated with a staggered-mesh Lagrange-Remap
method?*. This calculation is performed using a solution-adaptive unstructured quadrilateral grid *8. The initial grid
has only 67 cells, and it is refined uniformly three levels. Figure 3.8ais a plot of the 5-level adaptive mesh together
with corresponding density contours. Figure 3.8b is the solution using two more levels of refinement, in which the
finest cell cells correspondsto a 1536 x 1024 uniform mesh in domain of 1.2 x 0.8. The shock wave and the shear
discontinuity are resolved as well as the best version of the staggered-mesh Lagrange-Remap 2*. In the present result,
the flow behind reflected shock wave is free of high-frequency noises.

3.6.B. Lagrange-remap for two-phase flows

Themodified Sod shock tube problemwith z ¢ = 0.5, (v, p, u, p)* = (2,1,0,2) and (v, p, u, p) ¥ = (1.4,0.125,0,0.1).
A comparative study of this problem using various pressure rel axation closure models for Lagrangian hydrodynamics
was performed by Kamm et al. 16

The problemis calculated using different levels of relaxation by varying parameter N. Three levels of relaxation,
N = 0 (no relaxation), 0.5 and 5 (well relaxed), are tested. All results at the final time of ¢ = 0.2 are shown in Fig.
3.9. Theresults for parameter NV larger than five is almost the same as those of N = 5, hardly distinguishable on the
scale used in the figures. The results are in a good agreement with those of the sub-scale dynamics model reported
in16. It is of interest that the level of relaxation hardly affects the flow features away from the interface, such as the
left-traveling rarefaction waves and the right-traveling shock wave. A study of the computed result on finer meshes
shows an L1 convergencerate of approximately one.

The interface is always resolved sharply in one grid cell without creating any pressure oscillations. Both pressure
and velocity are in equilibrium even for the case of N = 0. The VOF Lagrange computation of Galera et al. 1°
is based on the similar equal strain rate assumption, but they found that the phase quantities exhibit a large jump
not only in density but also in pressure in the mixed cell. It is stressed that the present closure model for N = 0
contains only the partition of external conservative quantities without any subgrid interaction modeling. A significant
improvement is clearly seen; the phase quantitiesin the mixed cell, such as density and pressure, are resoled similarly
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Figure 3.9. Results for the modified Sod shock tube problem at ¢ = 0.2 for three levels of relaxation, N = 0 (no relaxation), N = 0.5 and
N =5 (well relaxed) : (a) density; (b) pressure; (c) velocity; (d) specific internal energy; (e) temperature pressure; (f) time-history of two
pressuresin the mixed cell together with the index of the mixed cell.

as well as those in single phase neighboring cells. The temperatures of both phases in the mixed cell are higher than
their corresponding exact ones; this fact implies both phases have experienced an entropy increase since the initial

breakdown of discontinuity. The temperaturerise of the right phaseis hardly seen in the scale used in Fig. 3.9e, but it
can be deduced from the rise of internal energy seen in Fig. 3.9d. Thistemperature increaseis allowed in redlity, due
to turbulent mixing in the early breakdown of a diaphragm for instance. This entropy condition can be verified from

density data as well for perfect gases. The numerical densities near the interface must be not higher than the exact
solution, as seen in Fig. 3.9a. All results reported by Kamm et a. show the same trend. However, a density increase
is seen in the mixed cell in the result of Galeraet al. 1°. It is therefore concluded that the present improvement is due
to the careful partition of energy (section 3.5.A.3.) that maintains the entropy inequality.

The question remains as to how pressure and vel ocity in the mixed cell equilibrate without subgrid relaxation. The
hint is seen from the history of two phase pressuresin the mixed cells (Fig. 3.9f). The pressure data at every time step
areall plotted. The material interfaceisinitially located between two cells with the index of 50 and 51, so the index of
the mixed cell starts from 51. The interface moves inside the cell for three steps, and then moves to the downstream
cell with the index of 52, and so on. For non-zero parameter IV, two pressures get equilibrated quickly in two or three
steps. For N = 0, two pressures equilibrate more slowly. There are two mechanisms for the pressures to equilibrate
without relaxation. Oneis the high pressure decreases more rapidly than the low pressureincreases, as seen in the first
three steps in the same mixed cell. Another mechanism is the motion of the interface from one cell to another. The
phase on the downstream side is repeatedly merged with the same phase in the downstream cell. The subgrid closure
model for N = 0 does work for such a problem associated with a single moving interface in pressure and velocity
equilibrium.
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3.7. Concluding remarks

The subgrid closure model proposed in this paper is general and robust for both equilibrium and non-equilibrium
two-material cells. It can be constructed as an independent modul e that provides the updated quantities for each phase
a t = At, after apportioning the change of entire cell quantities and modeling subgrid interactions. The updated
quantities include individual phase velocity, volume and energy; other quantities, such as density and pressure, are
then calculated from the conservation of mass and the EOSs. The entire cell quantities to be apportioned between two
materials include volume, momentum and energy. It is not necessary to specify al these quantities. For instance, the
closure model should work for the Lagrange scheme based on the single-velocity approximation (e.g. *°) by setting
momentum change x,,, = 0 and ds,.,, = 0.

The closure model can handle general materias, and it is computationally efficient in the sense that it requires
neither iterations nor sub-cycling in time. The closure model is also robust in the sense that it maintains the positivity
of volume and entropy inequality. The model requires no knowledge of neighborhood cells, so that it is alocal solver
best for parallel processing.

The closure model is useful for the cells that contain two materials inside, no matter how the cells are discretized,
either cell-centered or staggered, although it is only tested in the 1D Lagrange-Remap framework in this paper. The
closure model proposed is unconditionally stable for any At¢, so that it can aso be coupled with the implicit Lagrange
schemes with a much larger time step. This can enhance the computational efficiency considerably for low speed
two-phase phenomena, in which the compressibility is not negligible, such as cavitating flows. The multidimensional
extension of the closure model is possible, to be reported in a separate paper. A 2-D numerical result based on the early
version of the closure model, which did not include the positivity treatment for volume exchange as that discussed in
section 3.5.B.2., can be found in 1.
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