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librium value, can be achieved by relaxation methods. This model has better features than
other reduced models of equilibrium pressure for the numerical approximations in the
presence of non-conservative terms. In this paper we modify this model to include the heat
and mass transfer. We insert the heat and mass transfer through temperature and Gibbs
free energy relaxation effects. New relaxation terms are modeled and new procedures
for the instantaneous temperature and Gibbs free energy relaxation toward equilibrium

Keywords:
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Phase transition is proposed. For modeling such relaxation terms, our idea is to make use of the assump-
Relaxation tions that the mechanical properties, the pressure and the velocity, relax much faster than
Six-equation model the thermal properties, the temperature and the Gibbs free energy, and the ratio of the
Seven-equation model Gibbs free energy relaxation time to the temperature relaxation time is extremely high.

All relaxation processes are assumed to be instantaneous, i.e. the relaxation times are very
close to zero. The temperature and the Gibbs free energy relaxation are used only at the
interfaces. By these modifications we get a new model which is able to deal with transition
fronts, evaporation fronts, where heat and mass transfer occur. These fronts appear as extra
waves in the system. We use the same test problems on metastable liquids as in Saurel
et al. [R. Saurel, F. Petitpas, R. Abgrall, Modeling phase transition in metastable liquids:
application to cavitating and flashing flows, J. Fluid Mech. 607 (2008) 313-350]. We have
almost similar results. Computed results are compared to the experimental ones of Simdes-
Moreira and Shepherd [J.R. Simdes-Moreira, J.E. Shepherd, Evaporation waves in super-
heated dodecane, ]. Fluid Mech. 382 (1999) 63-86]. A reasonable agreement is achieved.
In addition we consider the six-equation model with a single velocity which is obtained
from the seven-equation model in the asymptotic limit of zero velocity relaxation time.
The same procedure for the heat and mass transfer is used with the six-equation model
and a comparison is made between the results of this model with the results of the
seven-equation model.

© 2009 Elsevier Inc. All rights reserved.

1. Introduction

In the last two decades, considerable research has been devoted to the modeling and simulation of compressible two-
phase flows. Most of the models used are typically derived by using averaging procedures [9,10,14]. Both the mathematical
modeling and numerical computation have certain inherent difficulties.
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The difficulties in modeling concern the physical transfer processes taking place across the interface such as mass,
momentum and heat transfer. Using averaging techniques of the single phase equations results in additional terms, which
describe these transfer processes. The exact expressions for the transfer terms are usually unknown [9]. Also there appear
differential terms that are extracted from the transfer terms that prevent the system from being in divergence form. There-
fore, they are referred to as the non-conservative terms and they are responsible for numerical difficulties.

The most general two-phase flow model consists of seven partial differential equations, the evolution equation for the
volume fraction of one of the phases together with balance equations for mass, momentum and energy for each phase.
The seven-equation model is a full non-equilibrium model, each phase has its own pressure, velocity, temperature, etc. Sev-
eral authors considered such type of models, Baer and Nunziato [4], Embid and Baer [11] as well as Saurel and Abgrall [27].
Saurel and Abgrall [27] proposed a Godunov-type method for the solution of this model. Also they proposed instantaneous
relaxation procedures for the pressure and the velocity that make the pressures and velocities of phases relax to common
values. The main disadvantage of this model is the large number of waves.

Several authors have considered a five-equation reduced model which is obtained in the asymptotic limit of the seven-
equation model, see Kapila et al. [15], Murrone and Guillard [23], Petitpas et al. [24] and Saurel et al. [33]. This model satisfies
the mechanical equilibrium, it has a single pressure and a single velocity. It is composed of two mass equations, a mixture
momentum equation and a mixture energy equation. These equations are written in conservative formulation, while the
fifth-equation of this model is a non-conservative equation for the volume fraction which contains a non-conservative term
involving the divergence of the velocity.

Even though the five-equation model is reduced it has severe numerical difficulties. These difficulties include:

e Shock computational difficulties due to the non-conservative character of the model.

e Maintaining volume fraction positivity due to the difficulties in the approximation of the non-conservative term involving
the divergence of the velocity.

o Non-monotonic behavior of the mixture sound speed, that obeys the Wood formula, with respect to the volume fraction,
see [34]. This behavior may cause inaccurate wave transmission across diffuse interfaces.

The above difficulties are detailed in Saurel et al. [34] and Petitpas et al. [24]. It is noted that the conventional Godunov-
type schemes are not suitable for the resolution of this model [24]. To circumvent these difficulties, the Riemann problem is
solved by the help of shock and Riemann invariant relations that were derived by Saurel et al. [32]. And a specific relaxation
projection method is used instead of the conventional Godunov method, see Saurel et al. [29] and Petitpas et al. [24]. More-
over, Saurel et al. [33] modified this model to take into account phase transition by including temperature and chemical po-
tential relaxation effects.

From the computational point of view the seven-equation model has several advantages over the five-equation model:

e Preserving the positivity of the volume fraction is easier.
e The mixture sound speed has a monotonic behavior, see Petitpas et al. [24].

According to the attractive advantages of the seven-equation model we aim in this paper to modify this model to include
the heat and mass transfer and to present numerical investigations for the resulting model compared with some previously
known results. Our attention is devoted to the evaporation that appears in cavitating flows. Thus we can compare our results
with the results of Saurel et al. [33] for metastable liquids, i.e. liquids with temperature higher than the saturation
temperature.

We use the seven-equation model of Saurel and Abgrall [27] which is a modified form of the Baer-Nunziato model [4]. For
the solution of the hyperbolic part of the model a modified Godunov-type scheme is used. For the mechanical relaxation, the
instantaneous velocity and pressure relaxation procedures of Saurel and Abgrall [27] are taken.

We insert the heat and mass transfer through relaxation effects. New terms associated with the heat and mass transfer
are modeled, these terms are given in terms of the temperature difference for the heat transfer and in terms of the Gibbs free
energy difference for the mass transfer. Also we propose new procedures for the instantaneous temperature and Gibbs free
energy relaxation toward equilibrium. These procedures are used at each time step after the mechanical relaxations. They
are used only at specific locations, i.e. at evaporation fronts.

Since the exact expressions for the transfer terms are unknown, our idea to model them is to refer to some general phys-
ical observations besides the second law of thermodynamics. In particular we assume that the mechanical properties relax
much faster than the thermal properties. Also we assume that the relaxation time for the temperature is much smaller than
that of the Gibbs free energy. In fact these assumptions agree with physical evidence in a large number of situations, see
[5,13,15,22]. In the book of Miiller and Miiller [22] some similar assumption is used in the analysis of the equilibrium con-
ditions for droplets and bubbles, see Chapter 11 there. In Kapila et al. [15] there are some estimates given for the time scales
of the relaxation of the velocity, pressure and temperature in granular materials. These estimations show that the relaxation
time for the temperature is significantly larger than relaxation times for both the velocity and the pressure. Also other esti-
mations for detonation applications show that the time scale of the velocity relaxation and pressure relaxation are of the
same order of magnitude while the temperature relaxation time is much greater than that for the velocity and pressure,
see [7,26]. More discussion of this point is given in Section 3.2.



2966 A. Zein et al./Journal of Computational Physics 229 (2010) 2964-2998

By our modifications of the seven-equation model we get a new model which is able to deal with transition fronts, spe-
cifically here evaporation fronts, where heat and mass transfer occur. These fronts appear as extra waves in the system, see
Le Metayer et al. [21] and Saurel et al. [33].

Moreover we consider the six-equation model with a single velocity which is obtained from the seven-equation model in
the asymptotic limit of zero velocity relaxation time. This model consists of the volume fraction equation of one of the
phases, two mass balance equations, a mixture momentum equation and two energy equations. As with the seven-equation
model this model has better features for numerical computations than the five-equation model. In fact the major difficulty in
the numerics of the five-equation model comes from the equilibrium of the pressure. For more details concerning the six-
equation model without phase transition you can see [34].

We model the heat and mass transfer for the six-equation model by using our procedure that is proposed for the seven-
equation model under the same assumptions.

We use the same test problems of Saurel et al. [33] for metastable liquids. We see in our results the extra waves that ap-
pear due to the phase transition. Also our results are in a good agreement with the results of Saurel et al. [33].

Computed results are compared to the experimental data of Simdes-Moreira and Shepherd [36]. Indeed, the computed
front velocities of the evaporation waves are compared to the measured ones at several initial temperatures. There is a rea-
sonable agreement with the experimental data.

A comparison between the results of the two models is made. There is no significant difference between the results of
both models under the same conditions, but there is a significant difference in the CPU time consumed by both models, this
makes the six-equation model less expensive.

This paper is organized as follows: In Section 2 we present the mathematical model and its closure relations. Also we de-
duce phasic entropy equations that will be used in later sections. Section 3 is devoted to the numerical method, in particular,
we present a modified Godunov-type scheme with the HLLC-type Riemann solver [38] for the seven-equation model. In Sec-
tion 4 we model the heat and mass transfer through the temperature and the Gibbs free energy relaxation effects. Our mod-
eled terms keep the mechanical equilibrium during the temperature relaxation, also they keep the mechanical equilibrium
and the temperature equilibrium during the Gibbs free energy relaxation. Mathematical procedures are introduced for the
instantaneous relaxation of the temperature and the Gibbs free energy that are used at each time step after the velocity and
the pressure relaxation. In Section 5 we consider the six-equation model with a single velocity, we apply the same ideas pro-
posed for the heat and mass transfer in the seven-equation model on this case too. Finally, in Section 6 we present some
numerical results. Comparison with experimental data is made and comparisons between the results of the seven-equation
model and the six-equation model are considered.

2. Mathematical model

The two-phase flow model of Saurel and Abgrall [27] without heat and mass transfer in one dimension can be written as:
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The notations are classical: oy is the volume fraction, p, the density, u, the velocity, p, the pressure and E, = e, + ? the total
specific energy, where e, is the specific internal energy.

Eq. (1a) is the evolution equation for the volume fraction of phase 1. The volume fractions for both phases are related by
the saturation constraint, o; + o, = 1. The sets of Egs. (1b)-(1d) and (1e)-(1g) express the conservation of mass, momentum
and energy for phase 1 and phase 2, respectively.

The terms p, and u; are the interfacial pressure and the interfacial velocity, respectively. As in [27], the interfacial pressure is
defined as the mixture pressure, while the interfacial velocity is defined as the velocity of the center of mass
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Other closure relations for the interfacial terms are possible. One other choice is defined by Baer and Nunziato [4] as:

P =Py, U =1y

Further closure relations were derived by Saurel et al. [30] and written as follows
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where Z, represents the acoustic impedance, Z, = p,cx, Where the speed of sound cy is given as

2 ()
2 pk opy P
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P Pr
In this work for the model (1) we will use the relations that are given in (2).
The parameters 4 and p > O that appear in the model are the relaxation parameters which determine the rates at which
the velocities and pressures of the two phases relax to a common value. In this work we are interested in the instantaneous

equilibrium for both the velocity and the pressure, thus the parameters 4 and u are assumed to be infinite.
The model (1) is a non strictly hyperbolic system. For details of the mathematical properties of this model see Appendix A.

k=1,2. (4)

2.1. Equations of state (EOS)

Equations of state are used to close the system (1). Since this model will be modified to include the heat and mass trans-
fer, appropriate EOS are required.

Most phase transition models use a cubic EOS, like the Van der Waals EOS. But using such an EOS produces negative
squared sound speed in a certain zone of the two-phase flow, the spinodal zone. This causes a loss of hyperbolicity and leads
to computational failure [25,33]. To overcome this problem each fluid obeys its own EOS as a pure material, also these EOS
should satisfy certain convexity constraints [19,25,33].

In this paper we will use a modified form of the stiffened gas EOS (SG-EOS) with the same parameters for the dodecane
and the water as in Saurel et al. [33] and Le Métayer et al. [20]. An essential issue is that the various parameters are linked to
each other to fulfill some constraints to recover the phase diagram. This makes such a choice of EOS suitable for phase tran-
sitions [20,33]. For k = 1,2, they are expressed as

_ Pr + VT
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where T is the temperature, s, the specific entropy and C, the heat capacity at constant volume. The parameters y,, 7, q, and
q;, are characteristic constants of the thermodynamic behavior of the fluid. All parameters of the SG-EOS are given in Table 1
for the water and in Table 2 for the dodecane.

Table 1

EOS parameters for vapor and liquid water.
Phase 4 n (Pa) Cy (J/kg/K) Cp (J/kg/K) q (J/kg) q' (J/kg/K)
Vapor 1.43 0 1.04 x 10° 1.487 x 10° 2030 x 10° —23 x 10%
Liquid 235 10° 1.816 x 10° 4267 x 10° —1167 x 10° 0

Table 2

EOS parameters for vapor and liquid dodecane.
Phase Y 7 (Pa) Cy (J/kg/K) Cp (J/kg/K) q (J/kg) q' (J/kg/K)
Vapor 1.025 0 1.956 x 10° 2.005 x 10° —237 x 10° —24 x 10°

Liquid 235 4% 108 1.077 x 10° 2,534 x 10° —755 x 10° 0
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2.2. Entropy equations

In this part we deduce the entropy equation for each phase. These equations will be used later. Denote the material deriv-
ative as

De() _00) (90 _
Df o U k=12

Using the continuity Eq. (1b) with the momentum Eq. (1¢), we have

Diuy 60(1191 00y

Yl T ok :p,W+2(u2 — Uy).
Multiplying this equation by u;, we get the following equation for the kinetic energy
2
Di(% oot oy
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Subtracting this equation from the total energy Eq. (1d), we obtain the internal energy equation

Dqe ou oo
0Py e+ 0Py = Pyt — ) 5t Py (P — Py) + AUy — ) (2 — ). (6)
From the volume fraction Eq. (1a) with the continuity Eq. (1b) we have
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To get an equation for the entropy we use the Gibbs relation
T1d51 = d61 — p—]zdp]
P1

By taking the material derivative for this relation and multiplying by o4 p;, we obtain
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R

Using (6) and (7) in (8), we have

Dqs oo
o1 Ta—pt = (P = Do) (U — ) b+ [Py = Pa) (P2 = Pa) + A(th — ) (12 — ).
In a similar way we deduce the entropy equation for phase ”2” which is given as

D,s oo
22y T2 = (P = Pa) (U — ) 50— (D1 = P2) (P2 = P1) — Aty — 1) (uz — ).

3. Numerical method

The source terms of the system (1) consist of differential parts and non-differential parts. As in [27] to account for both
parts we use the Strang splitting approach [37]. Let L2 be the operator of numerical solution of the hyperbolic part of the
system (1) over At and L? the operator of integration of the source and relaxation terms over half of the time interval, i.e.
4t Thus the solution is obtained by the succession of operators.

At At
U = LYY, 9)

where U = (a1, o1 pq, 01 p1 U1, 01 p1E1, 0204, 02 p5 U, oczszz)T.

3.1. Hyperbolic operator

Consider the hyperbolic part of the system (1)
001 00lq

o T hax =0 (10a)
ou of(wa) o1y
at ok PG (100)
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where
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Following [27] a modified Godunov scheme is used to take into account the discretization of the non-conservative part of the
system (10). Assume that we have some Godunov-type discretization for the system (10b) of the form

At
ut = — " [f(u(uf,ul ) — f(u (ul |, u))] + AthA;, (11)

where A; is the discrete form of the term %, which has to be determined, and u*(u?, u?,,) is the value of u along the line
X=Xy for the Riemann problem with the states u?, uf

J+1e
The components of the system (11) for phase "1” can be written as

n n At * *
(@p)] ™" = (ap)] — Ax [(fxpu)ﬁ% — (apu)j 4, (12a)
n n At * * n
(apu)] ™! = (pu)] — [(ocpuz + o).y — (opu? + ocp)ji%] + At(p) A, (12b)
n n At * * n n
(@pE)]™" = (4pE)] — . [(puE + apu)y,y — (puk + opu) ] + At(p,)] ()] A, (120)

The index "1” is omitted for simplicity.

In order to find an expression for A;, the idea of Abgrall [1] is used, that a uniform pressure and velocity must remain
uniform during time evolution, for more discussion about this idea see [28]. Assume p and u are a constant pressure and
velocity everywhere at time t". Then according to the Abgrall principle we have

P =B = ()] =Py = P, (13)
Ul =utt = (uy)] = Uy =1u. (14)

Multiplying (12a) by u and subtracting the result from (12b), we obtain

L .
A= A% (ocH - ocjf%). (15)
Using the definition of E and (15) in (12c), and using (12a), we have the following equation for internal energy
n n At * *
(ape)j™" = (ape)] — Tou|(xpe);., — (ape); 4. (16)
Multiplying (12a) by the parameter q in the (5a) and subtracting the result from (16), we obtain
n+1 n At * *
(@p(e—q))]™" = (xple - )] — Tou|(xple - @)y — (@ple — ) y). (17)
From the EOS (5a) and uniformity of pressure (13), we see that
ple—q) :p—wn:const. (18)
y—-1
Thus from (17) with (18), we get by taking out the constant and using (14)
At .
ot = o — (u,)J'?A—X (O!H% - ij,%)- (19)

This equation provides a discretization for the volume fraction equation.

For the Riemann values the approximate solvers HLL, HLLC [38] and VFRoe [12] are used. For the seven-equation model
(1) the HLL solver is introduced in [27] and the VFRoe solver is considered in [3]. In the following section we present the HLLC
solver.
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3.1.1. HLLC-type solver
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The intercell flux of the HLLC Riemann solver is given by, see Toro [38]

f(uy),
FHLC _ fu,) =f(u) + s (u, —uy),
i f(u.r) = f(uR) + sp(W.r — ug),
f(ug),

0
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*

N

SL,
0
0

ARV AN/
//\ //\
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where 'L’ and 'R’ refer to the left and right states of a cell boundary respectively.
Following the Davis estimates [8] the wave speeds can be taken as

Sy = min {uq; — €1z, Uz — Cor, Uir — C1r, U2r — C2Rr},
Sg = max {uy + Cir, Uz + Car, Uig + Cig, Ung + C2r}-

Following Toro [38] for a single phase, the vectors u,; and u,; can be given as

S u 1
Ok P st
%k P1k ?K IS,
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We take the speed s, as in [38] but with mixture values for pressure, velocity and density, i.e.

=Dy + PUL(SL — UL) — PrUR(SR — Ugr)
P(SL —Ur) — Pr(Sr — UR)

where p = o4 p; + 02 p,,p = 1Py + 02p, and u = %

We refer to the mathematical properties of the model (1) in Appendix A. Consider the eigenvectors (A.4) and (A.5) for the
2- to 7-fields. It is clear that the function ¢ (W) = «;, is a Riemann invariant for all 2- to 7-characteristic fields. This means
that o is constant across all rarefaction waves of the 2- to 7-fields. Also note that the action of the non-conservative terms is
reflected in the 1-field which corresponds to the eigenvalue /; = u;. Moreover, this eigenvalue comes from the evolutionary
equation for «;. Considering these observations we will assume that «; changes only across s,, this means that

K=LR.

_ Dr

*

X1k = Ok,

3.1.2. Extension to the second-order
To achieve second-order accuracy we use the MUSCL method, where MUSCL stands for Monotone Upstream-centered

Scheme for Conservation Laws. In the following we will give a summary of this method, and for details we refer to Toro
[38]. This method has three steps, they are

e Data reconstruction: The primitive variables on the cell boundary are extrapolated as

1 " a1
2 %, W; = W} — 5
Performing this step in primitive variables ensures the preservation of uniformity of pressure and velocity, which is an essen-
tial issue in the discretization of the model.

The limited slope ¢; is taken as

W, =W+ 5.

i+ =

= max {0 min(fd;_ = H) min(d;_ ,/f )}7 dH% >0
min {O,max(ﬁdjf%,dﬁ%),max( j”,ﬁ )}, dj% <0
where
dy= Wi -w; dj.y = W, - W/

For particular values of B, the value = 1 corresponds to the minmod limiter and 8 = 2 corresponds to the superbee limiter.
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e Evolution: Using (A.1) the values W}i% are evolved by a time 4 as

o~ At

+ - +
Wiy = Wiy = aax AW Wy = Wiy,
= _ At -
W4_1 =W; 1 A(Wj)(WH% — th%)

I+3 3 2Ax

e Solution of the Riemann problem: We rewrite \IAVJftl in conservative form, and solve the Riemann problem with the piecewise
constant data Uy Uﬁl)' ’
2 2

3.2. Source and relaxation operators

According to the Strang splitting (9), to take into account for source and relaxation terms we have to solve the following
system of ordinary differential equations (ODE).

du
dt
where U = (a1, 01 pq, 040 p1 U1, 00 p1Ev, 0004, 02 5 U, oczszz)T. The source vector S can be decomposed as the sum

s (20)

S= SV + SP + SThermalv

where Sy and Sp are associated with velocity and pressure relaxation terms respectively. The vector Sperma represents the
thermal relaxation terms that include the temperature and Gibbs free energy relaxation terms that have to be modeled.
The mechanical relaxation terms Sy and Sp are given by

i 0 1 [ Py —p2)
0 0
Muy —uq) 0
Sv=| Jw(u; —uy) |, andSp= | up,(p, —p1)
0 0
—(uy — ) 0
| =2 (uy —uy) | | —1p; (P2 — P1) |

The system (20) is solved by successive integrations considering each one of the source vectors alone.

The relaxation time scales depend on many parameters of the fluids and also possibly on the process, i.e. evaporation,
condensation, combustion, etc. For example the rate of the pressure relaxation ¢ depends on the compressibility of each fluid
besides the nature of each fluid and the two-phase mixture topology [27,31]. The velocity relaxation time may be greater
than that required for the pressure relaxation, since the velocity relaxation depends on the fluid viscosity which has slow
effects compared to others, also it depends on the pressure relaxation which is in general fast compared to the longitudinal
wave propagation [27,31]. The interface conditions, for the interface that separates two pure fluids, impose an equality for
pressure and velocity. In many physical situations it is reasonable to assume that the pressure and velocity relax instanta-
neously. Such an assumption also fulfills the interface conditions. Some estimations in certain situations show that the time
scale of the velocity relaxation and pressure relaxation are of the same order of magnitude [7,26].

The temperature relaxation depends on the thermal conductivity of the fluids. Where this conduction occurs due to the
collisions of the molecules of the fluids. To reach temperature equilibrium a large number of collisions is required. This in
general has long characteristic time compared to the pressure and velocity relaxation.

The Gibbs free energy relaxation parameter depends on local chemical relaxation [33]. And this is a slow process com-
pared with other processes that related to the pressure, velocity and temperature relaxation at the interfaces. Therefore
the relaxation time of the Gibbs free energy relaxation is the longest compared to other relaxation times.

In this paper we assume that the relaxation times are very close to zero i.e. instantaneous relaxations. This assumption is
justified for the pressure and the velocity in the entire flow field. For the temperature and the Gibbs free energy this assump-
tion is considered only at the interface where the heat and mass transfer occur, indeed this assumption is standard at equi-
librium interfaces when mass transfer occurs [33]. The assumption of instantaneous relaxations means that all relaxation
parameters are taken to be infinite and this makes the model free of parameters.

Moreover we assume that the relaxation time of the mechanical variables is much smaller than that of the thermal vari-
ables. We assume that the mechanical variables relax very fast to equilibrium values, and they will stay in equilibrium dur-
ing the thermal relaxation. Also we assume that the temperature relaxes much faster than the Gibbs free energy.

For the velocity and pressure relaxation we use the same procedures as Saurel and Abgrall [27], other procedures for pres-
sure relaxation also are possible, see [17,18,31]. For the thermal relaxation terms we modeled them depending on the obser-
vation of the differences between relaxation times for various variables, they are the subject of the next section.
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4. Thermal relaxation, modeling of heat and mass transfer

At each time step after the procedures for the velocity and pressure relaxations we have a two-phase mixture in mechan-
ical equilibrium, but each phase has its own temperature and its own Gibbs free energy. In this section we will insert the
effect of heat and mass transfer that take place at the interface.

To locate the interface we use the ideas of Saurel et al. [33], that the cell is filled with pure fluid when its volume fraction
is close to 1, say (1 — €), with € = 107°. The interface corresponds to mixture cells when the volume fraction ranges between
€ and 1 — €, with € = 10 The value of € has to be chosen larger than the value of € to ensure that phase transitions occur
only in the interfacial zone, for a discussion on this point see [33]. Also mass transfer is allowed if the liquid is metastable, i.e.
T; > Tsat(Pegui)- For the computation of the curve T = Ty (Peqyi) S€€ Appendix C.

According to our assumption that the mechanical relaxation time is very small compared with the thermal relaxation
time we may also assume that the mechanical quantities will stay in equilibrium during the thermal relaxation. Therefore,
our modeled terms will keep this assumption.

Also we assume that the temperature relaxes much faster than the Gibbs free energy. So we will split the thermal terms
into two parts. One is related to the heat transfer S and the other is related to the mass transfer Sy, i.e.

SThermal = SQ + Sm-

The system of ODE (20) is solved for the temperature relaxation then for the Gibbs free energy relaxation. During the Gibbs
free energy relaxation we assume that the temperature will stay in equilibrium, and our modeled terms will keep this
condition.

4.1. Heat transfer and temperature relaxation
The heat transfer is added through the temperature relaxation terms. In the model (1) the heat transfer term Q initially
appears in the energy equations. As the pressure equilibrium is maintained through the temperature relaxation we will mod-

ify the volume fraction equation to include the effect of the heat transfer in a way to be able to keep an equilibrium pressure
during the temperature relaxation process. Therefore the heat source vector S, is modeled as

Q T
SQ: (%7O>OaQ101077Q> ) (21)

where the new variable x has to be determined.
Then to take into account for the heat transfer we have to solve the following system of ODE

du

P So. (22)
To find the expression for k we will use the assumption that the pressure will stay in equilibrium, and to do that we assume

op; _ 0p,y

ot ot 23)

4.1.1. Determination of K
Consider the components of the system (22) for phase "1”

% _ % (24a)
% —0, (24b)
% -0, (24¢)
m‘lTptlEl —Q. (24d)

From (24a) and (24d) we obtain

80(1,()1E1 8061

Using the definition of E;, (24b) and (24c) with (25) we have
oeq o Ka(')h (26)

“brgr =K
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The internal energy e; is expressed in terms of p; and p,, i.e. e; = e;(p;, p,). Differentiating it with respect to t and substi-
tuting the result in (26), we obtain

oeq 8p1 oeq 8/)1 - 001
a]pl <apl>p 1p] 8pl P1 ot - ot (27)
From (24b) we have o, ”{’;; =—p, ‘jg‘; Using this in (27) we get

oeq Bpl 5 [ 08 ooy %
“ml(ap]),, ot ~P\ap,), ot =

or

deq

o, K+p%(m) oo

. 28
T () O (28)
1\ op; "
A similar equation can be attained for p,
2 (2,
%: _K"sz <8P2>p2 % (29)
ot o <Uﬁ> ot
2p2 92 P2
Using (28) and (29) in the condition (23) and after some manipulations we have the following expression for «
pIC pzc I
_l’_ -1
K= —“lfifpz (30)
o oy
Here I', denotes the Griineisen coefficient of phase k which is given as
= (apk) k=1,2. (31)
Pk 86](

Since the heat transfer relaxation is considered when pressure equilibrium is maintained, i.e. p; = p, = p.,, the second term
in the right hand side of (30) is equivalent to the equilibrium pressure. Thus we have

P1C% PZC%
_ % L2
K= T, Iy peq- (32)
o %

It is interesting to note that the first term on the right hand side of (32) is exactly the same term that appears in a similar
manner with heat transfer that is given in the model of Saurel et al. [33].
In the context of the SG-EOS (5), we have the following expression for x
D171 | Pa+)oT
1 OZ‘ll 1 + 2 91/22 2

711 + 721
o o

4.1.2. Mixture entropy
Now let us consider the equation of the mixture entropy. If we follow the same method in Section 2.2 for the model with
new modifications, we have

Ds
wp Ty = (1+50,332)

D
w2p,Ta e = —(1+52)Q.(33b)

After the mechanical relaxation p, and p, are in equilibrium, so p; = p, = p,,.
Combining the two equations in (33) we get the following equation for the mixture entropy

% apsu Peg T, - T
or Tox U K)Q< T, )

where ps = o4 0,51 + 920,52 and u = uy = u; is the equilibrium velocity.
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The heat transfer Q is modeled as Q = 0(T, — T1), where 0 > 0 is the temperature relaxation parameter. Since x is always
positive the mixture entropy satisfies the second law of thermodynamics, i.e.

dps  dpsu Peg, (T2 — T1)?

ot tax - MO T,

In this work the parameter 0 is assumed to tend to infinity, i.e. the temperature relaxes to a common value instantaneously at
any time. This assumption is considered at the interface only.

= 0.

4.1.3. Temperature relaxation

Now to solve the system (24) with 6 — oo, we proceed as for the pressure relaxation in [27]. It is clear that o p, and
oy Py, therefore also uy stay constant through the relaxation process.

From the system (24) we obtain (26) for the internal energy, which can be rewritten as

dey _ _K_om
ot oyp, ot

Integrating this equation, we obtain the following approximation
e; = e +w(°‘1 - o) (34)

where 0’ and * refer to the states before and after the relaxation process respectively and k is the mean interfacial value
between the states («?, p9,€9) and (o3, p7,e;). Also, we can proceed in the same way to get a similar result for phase '2’.
We consider (34) as an equation for e; as a function of oy, i.e. e; = €9 + ﬁ (o1 — o), and from (24b) p; = <. And anal-
171

ogously for the other phase, since o = 1 — ; we have only one variable o, in the relation

fr(on) = Ta(ez, pp) — Ta(e1,p1) = 0. (35)

Our aim now is to find an o that satisfies the equilibrium condition (35). The variable i can be approximated as k = %“0
where K is estimated at the new state resulting from iterative procedure for solving fr(c) = 0.
In this way we get the temperature equilibrium, while keeping the mechanical equilibrium.

4.2. Mass transfer and Gibbs free energy relaxation

Analogous to the heat transfer, the mass transfer is also modeled through relaxation terms. As mentioned we assume that
the temperature relaxation time is very small compared with the Gibbs free energy relaxation time, and so we will consider
that the mechanical equilibrium and the equilibrium of temperature will be satisfied through the Gibbs free energy
relaxation.

To take into account the mass transfer we have to solve the following system of ODE

au
i
Our aim now is to model the mass transfer source vector S;. The literature on averaging techniques shows that the mass
transfer appears in the model as a mass rate in the interfacial momentum and in the interfacial energy, see [9,10,14]. But
the expressions for these terms are unknown. Here we will insert these terms in the model as they appear by averaging,
but we will use some assumptions to find certain expressions for these terms.
Let us assume that S, is given in the model as

Sn. (36)

% _ g , (37a)
aog tpl . (37b)
60‘# — (37¢)
Ll (e,- + %)m (37d)
Pala — i, (37¢)
‘”‘# — _um, (37f)

0 E 2\ .
0(28ptz 2 _ ,<ei +u71)m (37g)
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The new variables ¢ and e; have to be determined. According to our assumption the relaxation time of the Gibbs free energy
is much larger than other relaxation times, so during the Gibbs free energy relaxation process we will assume that the pres-
sure and temperature stay in equilibrium. Thus to find the new variables we use the following assumptions

)
ot ot’ (383)
oTy T,
o o (38b)

4.2.1. Determination of e; and @

Since the model (37) is solved after the mechanical relaxation we have u; = u, = u;. From (37b) and (37c) the velocity u,
is constant through the relaxation procedure, also from (37e) and (37f) the velocity u, is constant.

Using the Egs. (37a)-(37d) and the definition of E;, we get

oe .
0Py = (€ — e, (39)
Differentiate e; (p,, p;) with respect to t and substitute the result in (39). We obtain
(Zer) o e, 0/)1_ e
From (37a) and (37b), we get
9] c’)oc
B = (0-p) L. (41)
Using this in (40), we have
der) ops e O _ o o
101 (017) +,0 (0—p4 )<8p1> =(ei—eq) - (42)
This leads to
o _In () o py (28 e |22
L ( pie=p)(gr) +ete m) o, 43)
In a similar way we have an equation for p,
op, I oey o %
% 72( pae—p)(got) +ote ez)) - (44)
By the condition (38a) with (43) and (44), we obtain
Fl <8€1> Fz <8€2>
+oei—e) | =——"|(- - — | +o(ei—el)]. 45
< me=piz, N o 1)) “2( (e =pa) (5, N o(ei ) (45)

On the other hand, e; can be written in terms of T; and p,, i.e. e; = e, (T, p,). Differentiating it with respect to t, substituting
the result in (39) and using (41), we get

% ; — (07 )% + (e.fe) %
It Ocp1<de1> P1Q — P4 1)+, oei—er) | o

But (del )p] = C,1, the specific heat at constant volume. Thus

(9T1 _ 1 691 60(]

Wfo(]plcm < p](@ p1)<8p1>7-] +Q(e1 el)) ot . (46)
A similar equation can be attained for T,

T, . -1 oe, ) 0o

F—m <p2(Qp2)<8/’2>T2 + o(e; 92)) ot (47)

By the condition (38b) with (46) and (47), we get

1 861 o _77‘1 862 B
Oﬁplcvl< P pl)((’)P])n ol 61)> T 00,Ci ( pa(@ pZ)(apz>T2 +0(ei 62))' (48)
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It is clear now that (45) and (48) are two equations for the two unknowns e; and @. After some manipulations, we get from

these equations
de:
p | pcs r r, & (”" 1) < ("”22)
d)( + ) B (b(apl +Zp2) + l// TpiCot tt lzf’zcyz

0= (49a)
)Ez
e1+p1\ y e+P2\ 7p
2 2 r I (( /’1) ("2)
pa i 2 1 22 T T
¢(9¢1 + “z) (b(ai hy + % h2> +y o1p1Cin + %202C02
5 ( e ey
e1+p1 ,;,]1 €2tp2 (?ﬂz Pi\any ; I oy
T T 1 T
o p o p a1 p1C o p
e = 1P1C 202C __%1pitn 202C (49b)

¢ o

where ¢ = m + L 12P2Cv2 W= r‘ + rz and h, = ey +2 "k is the enthalpy for phase k.
Consider the expression of ¢ glven by (49a), the terms that are multiplied by » come from the temperature equilibrium
condition. While the terms that are multiplied by ¢ come from the pressure equilibrium condition. It is interesting to see that

P25

a similar expression is given in the Saurel et al. [33] by p, = ("’C1 + —)/(; + ) see relation (5.9) in [33]. The term p, in [33]

appears with the volume fraction equation in the same way as our variable g, see volume fraction Eq. (37a). It is obvious that
all terms of p, appear in the expression of g. Note also that the terms are related to the equilibrium of the temperature in the
variable ¢ do not appear in the variable p,, this is due to the fact that p, uses the pressure equilibrium with other assump-
tions, but it does not use the temperature equilibrium condition.

In the context of the SG-EOS we have the following expressions for ¢ and e;,

PP 4 ) (e + )
R €2 = 3)
4 22
(b)) (st )
¢ " 0¢ '
Note that I'y =y, — 1,k = 1,2, for the SG-EOS.

Q:

e =

4.2.2. Mixture entropy
Now we consider the equation of mixture entropy. If we follow the same argument as in Section 2.2, under the mechan-
ical equilibrium and temperature equilibrium, we have

Ds; 2N lﬁ .

up T = (& + Q)m (e1 +p1)m’ (51a)
Ds g -

a2p2T2D—t2: —(e,-+i)2)m+( +%:)m. (51b)

Using the mass Eqgs. (37b) and (37e) with system (51), we have

QP81 Oapisith, o Pegy . Pi .

(= o) = i+ )i — (e o Ts1)1, (52a)
80(2/)252 8oczp252u2 peq . D _ :

To(=2 o) = e (et = Tasyym. (52b)

Note that the quantity e, + % — TSk, k = 1,2 is the Gibbs free energy. Let us denote g, for the Gibbs free energy.
Add the two entropy equations in (52) after division by temperatures, we obtain

s 00 P (BT (8 81) 3

ot 0X T,
Since the temperatures are in equilibrium by the temperature relaxation the first term in the right hand side of (53) vanishes
and the mass transfer is modeled as m = v(g, — g,), where v > 0 is the relaxation parameter of the Gibbs free energy. Thus
the mixture entropy satisfies the second law of thermodynamics, i.e.

ops  opsu _ (8- &)
ot 0X Tey

>0, (54)

where T, is the equilibrium temperature, Ty = T, = T



A. Zein et al./Journal of Computational Physics 229 (2010) 2964-2998 2977

In this work we assume that the parameter v tends to infinity. This means that the Gibbs free energy relaxes instanta-
neously to equilibrium. This is considered at the interface only.

4.2.3. Free Gibbs energy relaxation, procedure |

Now, we will solve the system (37) when v — oo, this means that the mass transfer occurs until the Gibbs free energies
reach equilibrium. Thus we have to find the value of i that makes the difference of the Gibbs free energies at the end of the
time step is zero. To do that we use the equations for the rate of change of Gibbs free energies in terms of ri1. Assume that

og, . g, 4.
5 Am, and 5 = Brm. (55)
Using the SG-EOS, A and B can be given as

S NCa = Cn TS g py) +ole— )]

%1 019Cn
D1 (Q—p1)
+ T1(s1 + 9,Cp1) — L — (e; — q) | =—LL
1(51+91Cu1) 0, (er —qq) 2P0
_ 712G —Cp—s _ _ o _ b, (@—py)
B= %p,0Con [(e2 = q2)(Q — ) + @(ei — €2)] — |T2(S2 + ¥,Co2) 0, (€2 —q3) 0p,0

From (55) we get
OAg  0(g1 — &) .
o o (A= Bym.
The simplest numerical approximation of this equation is
(Ag)"" - (Ag)"
At

To satisfy the equilibrium condition for the Gibbs free energies we require (Ag)""' = 0. Thus the mass transfer can be approx-
imated as

= (A B)"()".

- ~(Ag)"
mt=—— .
() At(A—B)"

Using this approximation for ()" we can integrate the system (37). But we may face the problem of loosing the positivity of
the volume fraction. Therefore a limitation on the value ri1/¢ must be used. We take the following procedure from [33] which
we cite for the sake of completeness. Assume that S,, = ri/¢. Then the maximum admissible source term for the volume
fraction evolution in order to preserve the positivity is given as

58, 8, >0
S _ At %1 ! 56
e { —4 - otherwise. (58)

Then, if | Smax.s, |>] S«, |, the numerical integration for the system (37) can be done with the hydrodynamics time step which
is restricted by the CFL number. Otherwise, the integration time step has to be reduced. The ratio R,, = Smax, /S«, 1S com-
puted and the system (37) is integrated over a fraction of the time step, typically At, = R,, At/2. Successive point integra-
tions are done to cover the complete hydrodynamic step.

The above procedure is cheap, fast and easy to implement. But this procedure is not an instantaneous one. This means
that the equilibrium of the Gibbs free energy is reached very fast after a very short time but not instantaneously. Hereafter
we propose another method for the Gibbs free energy relaxation which is an instantaneous relaxation procedure.

4.2.4. Free Gibbs energy relaxation, procedure Il
By considering (37b) and (37c) with the fact that the velocities are in equilibrium we get %1 = 0. Using this with (37c) and
(37d) we get

004 p1€1
ot

From (57) with (37a) we have
dupier e ooy

= Eim. (57)

ot ot (58)
Integrating (58) we get the following approximation
(upren)’ = (oap,en)” + o€ (o5 — o), (59)

where g¢; is the mean interfacial value between the states (o2, p9,€9) and (o5, p, €}).
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From (37a) and (37b) we have

01py _ 0%
o T ot
Integrating this equation we get

(py)" = (upy)° + (0 — o), (60)
where ¢ is the mean interfacial value between the states (o9, p9,€9) and («;, p3, €;).
In the same way we have the following equations for phase '2’
(t2pae2)" = (020,€2)" — Qo — 1)), (61)
(%2p,)" = (02,)° — 0(%; — o). (62)

Eq. (60) shows that the density p, is a function of o4. Using this fact with (59) we conclude that e, is also a function of «;.
Analogously p, and e, are functions of o;;. We aim now to find the o; which satisfies the equilibrium condition

fe(on) = g5(e2, p;) — &1(e1,01) = 0. (63)

The Eq. (63) can be solved by any iterative procedure. In this way the Gibbs free energy equilibrium is reached
instantaneously.

This procedure for the Gibbs free energy relaxation is more expensive since an iterative method is used, but this method
has a better resolution than the previous procedure.

4.3. The final model

In result of this section, the full model with heat and mass transfer is given as

%Jrul%zﬂ(P]—PzH%Jr%s (o4
g, Do), (64b)
8a1£1u1 N 0(a1pll§x+ 1p;) =Pz%+ Aty — ) + Wi, (64c)
DB ODEEPI) O, ) s )+ @+ (e ) (64d)
% N Mz@ [,)CZHZ) - (64e)
aazfizuz N 8(azpzlgx+ %0p,) 7p1% Uy — uy) — wi, (64f)
6a2£2E2 N 8(“2(/721582}(-5- py)ua) _ —p,ul% —up;(py —py) — Au(uy —uq) — Q — (ef + uz—’2>m (64g)
where
Q=0(T —Ty),
m=v(g, — &)

The variables «, ¢ and e; are given in (30), (49a) and (49b) respectively. All relaxation parameters 7, i, 0 and v are assumed to
be infinite. The model (64) is solved by the Strang splitting (9). The operator Ly approximates the solution of the ordinary
differential system (20). This system is solved by successive integrations considering separately each one of the source vec-
tors that are related to the relaxation of the velocity, pressure, temperature and Gibbs free energy. The order of the succes-
sive integrations are essential for our model. They are done firstly for the velocity relaxation, then for the pressure relaxation,
after for the temperature relaxation and finally for the Gibbs free energy relaxation. The velocity and the pressure relaxation
are performed for the entire flow field while the temperature and the Gibbs free energy relaxation are used at the interface
only. For the hyperbolic operator L, a Godunov-type scheme is used.

5. Modeling phase transition for the six-equation model

The six-equation model with a single velocity is obtained from the seven-equation model in the asymptotic limit of zero
velocity relaxation time, see Kapila et al. [15]. This model, as the seven-equation model, has more attractive advantages over
the five-equation model for the numerical computations. Also this model is less expensive than the seven-equation model.
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In this section we will insert the heat and mass transfer in the six-equation model by the relaxation effects. The above
assumptions and ideas for the seven-equation model will be used, i.e. we will assume that the pressure relaxes much faster
than the thermal properties and the temperature relaxation time is much smaller than that of the Gibbs free energy.

The six-equation model without heat and mass transfer can be written as

%‘Fu%:ﬂ(pl —D2), (053
% . a(aggzu) o (65¢)
% a(pu? + 9(81)131 +0p) (65d)
aalgﬁ] e1 E)oc]g;elu + 0Py % — up,(py — Py, (65e)
aazaptzez 8oczg);e2u + 03P, % — —upy(py — ). (65f)

In this section we use the relation (3) for the interfacial pressure p,.

We apply the idea of Saurel et al. [34] that during the numerical computations we use the mixture energy equation to
correct the thermodynamic state predicted by the two non-conservative internal energy equations. By summing the two
internal energy equations and using the mass and momentum equations we obtain the mixture energy equation

d(pe+3ipu?) ou(pe+3ipu?+oyp; + 0p,)
+
ot OX

where p = o1 p; + 020, and pe = oy p €1 + 02 P, €.

=0. (66)

5.1. Mathematical properties of the six-equation model

In terms of the primitive variables W = (o4, p;, p,, U, p;,P,), the model (65) can be expressed as
oW AE)W _

where the matrix A is given as

u 00 0O 0 O

0 uwoO p, 0 O

A 0O Ou p, 0 O

P1—Pp. o 1-a
P 00 u o

0 00 pc2 u O

0 00 p,i3 0 u

The matrix A has six eigenvalues, only three of them are distinct
M=l=3=l=1,
s =u+c, (68)
g =U—C.

Here c is the mixture sound speed and is expressed as

o o
2= 191C%+ 20>

p p

The sound speeds ¢,k = 1,2, are defined by (4).
The corresponding right eigenvectors are

2
cs.

0 0 0 1 0 0
0 0 1 0 1 1
P2 P2
0 1 0 0 I r
I = WBE I = 0 I3 = ol Iy = 0 I's = Z% , Te= _p;% . (69)
— 3 0 0 PbL c c
1 0 0 0 f,’—jC§ Z_fcg

Therefore, the system (65) is hyperbolic, but not strictly hyperbolic.
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5.2. Numerical method

To take into account the non-differential source terms the Strang splitting (9) is used. In this case the vector of conser-
vative variables U is given as

] T
U= (ocl,oclp],oczpz,pu,ohple],oczpzez,peJrjpuZ) .

The last element in U corresponds to the redundant Eq. (66).

For the hyperbolic part of the system a Godunov-type scheme is used that takes into account the discretization of the
non-conservative terms.

The source vector S is associated with the relaxation terms and is decomposed as

S=Sp+SQ+Sm,

where Sp = (U(p; — D), 0,0,0, up;(p, — p1), —4p; (P2 — Py ), 0)" represents the pressure relaxation terms. The vectors S and
S, are associated with the heat and mass transfer relaxation terms respectively, they will be considered in the next section.

The HLL, HLLC and VFRoe Riemann solvers can be used. For the HLL solver we refer to the book of Toro [38], it is detailed
in the context of Euler equations there but it is easily modified to the six-equation model. The HLLC solver was introduced
above in Section 3.1.1 for the seven-equation model and is detailed in Ref. [34] for the six-equation model. The VFRoe solver
[12] is explained in the following section in the context of the six-equation model.

5.2.1. VFRoe-type solver
Consider the Riemann problem consists of the homogenous part of the system (67)
oW oW
T R
ot + ox
with the initial conditions

0,

W, x< 0
W(x,0) = ’ '
(*,0) {WR, x> 0.
The Jacobian matrix A(W) is calculated in the average state
W- w

The intermediate state in the solution of the Riemann problem is
W =W, +> ar,
2i<0

where the eigenvalues 4; and the corresponding eigenvectors r; are given by (68) and (69).
The coefficients a; are determined by

6
Wi - W, = Zail‘i,
i=1
Indeed, they are given by the following expressions
Ay = Ay,

2
P2 2N _ 2 A, — P220P2—P1)
1 CZAS Cq AG %

0 =- %03 2 2 )
o pq 5 + a
a — P1P2C504 + p1CAs — pcay
5 — )

2p,cc3
p
g = 05 — TlAm

ay =As —&(as + as),
P1

az = Ay — as — @,

where A, is the kth component of Wz — W, = (Aq, ..., As)".
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5.2.2. Godunov-type method
The equations that are written in a conservative form are discretized by the conventional Godunov scheme

At
n+l __ n
l.lj —l.l]- - -

where

[f(u (uf, ujty)) — f(u' (uf’y, u))],

1
U = (01, 02, P, pe + 5 p1°)’"

and

1
f(u) = (01 o1, 0205, PU> + 04P; + 2P, U(pe + EPUZ +oup; + oap,))’
The volume fraction equation and the internal energy equations are discretized as, see [34],

*

At
n+l __ ~n * n * *
o =y — Ax ((ucx] )H% — (uoy )jf% — o (uﬁ% - ujf%»,

n+1 n * *

At ¥ n *
(pe)y” = (ape)ly — 5 ((wpen)iyy — (pewyy y + (op)y (uy — 7y ))-

To achieve a second-order accuracy we use the MUSCL method detailed in Section 3.1.2.

5.2.3. Pressure relaxation and the correction criterion

It is clear that the pressure relaxation procedure for the seven-equation model that is introduced in [27] can be easily
used for the six-equation model. Also we refer to the relaxation procedure that is used in Ref. [34]. We see that there is
no significant difference between the results of the two procedures in our numerical results.

To make the relaxed pressure in agreement with the mixture EOS a correction criterion of [34] is used. From the SG-EOS
(5a) for each phase with the pressure equilibrium we obtain the following expression for the mixture EOS, see [33,34]

oY T 0y Yy TT:
pe — o pyqy — %2pyq; — (}{fﬁﬁ)
p(p17p27e7“1): ZZ R .
=17 71

(70)

The mixture pressure (70) is obtained from the evolution of the mixture total energy (66). This is expected to be accurate in
the entire field flow since the Eq. (66) is written in the conservative formulation.

By using evolution of the mixture total energy (66) we can find the value of pe. Using this value in (70) we can find the
value of the mixture pressure. Other variables in the relation (70) are estimated by the relaxation step. In this way we deter-
mine the value of the mixture pressure that agrees with the mixture EOS, then we use this value with the SG-EOS for each
phase to reset the values of the internal energies.

5.3. Modeling of the heat and mass transfer for the six-equation model

To take into account the heat and mass transfer we have to solve the following system of ODE at each time step after the
pressure relaxation step
du
P So + Sn. (71)
The system (71) is solved by considering each one of the source vectors alone. According to our assumptions during the tem-
perature relaxation the pressures will stay in equilibrium, i.e. the condition (23) holds. And during the Gibbs free energy
relaxation the pressures and the temperatures will stay in equilibrium, i.e. the conditions (38) hold.
The heat source vector is modeled as

Q T
So = <E7070’0’ Q,—-Q, 0) , (72)

where Q = 6(T, — T1). Note that the last element of So corresponds to the redundant Eq. (66). It is clear that the value of x

(30) for the seven-equation model works also for the six-equation model and satisfies the condition (23). Also it is easy to see

that the same method of temperature relaxation for the seven-equation model can be used for the six-equation model.
The vector S,, is modeled as

S = (%.,m,fm,o,e,-m,fe,-m,o) (73)

where m = v(g, — g;). The values of ¢ and e; that satisfy the conditions (38) are given in (49). Also the Gibbs free energy
relaxation procedures for the seven-equation model can be used directly here.
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Thus the final six-equation model with heat and mass transfer is given as

aa] 8@] _ 1 1.

WJFUW—II(FH _p2)+EQ+§m7

oy | 00api)
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doype1 0o p el ou .
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00 P8, 00 P 65U ou .
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(74a)
(74b)
(74c)
(74d)
(74e)

(74f)

On the other hand, the six-equation model with heat and mass transfer is obtained directly from the seven-equation model
involving the heat and mass transfer by the limit of infinitely fast velocity relaxation. This is shown in the Appendix B. We
apply the reduction method of Chen et al. [6] on the seven-equation model including the heat and mass transfer (64) assum-
ing stiff velocity relaxation. The resulting model is the six-equation model (74).

6. Numerical results

The tests for metastable liquids in Ref. [33] are used.

6.1. Two-phase shock tube

Consider a 1 m shock tube filled with liquid dodecane under high pressure at the left, and with the vapor dodecane at
atmospheric pressure at the right. The initial discontinuity is set at 0.75 m, and the initial data are

Pressure (bar)

400 T T T

350
300
2501
200}
150

Velocity (m/s)

100
501

0.8

Mixture density (kg/m3)

0.8}

0.6}

0.4}

Vapour mass fraction

0.2}

0.6 0.8 1 0 0.2 0.4 0.6

0.8

Fig. 1. Dodecane liquid-vapor shock tube without phase transition, by using the seven-equation model. The mesh involves 1250 cells, the CPU time is
100.65 s and the number of time steps is 7197. The scale for the velocity graph is chosen in this way for a direct comparison with the velocity graph in Fig. 2.
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Left: p,=10%Pa, p, =500kg/m?>, u;=0m/s
Right: p, =10’ Pa, p,=2kg/m?, u,=0m/s.

For numerical reasons, in each side of the shock tube we allow the presence of a small volume fraction of the other fluid,
typically 107°.

All computations for this example were done with a CFL number of 0.6. They used the first Gibbs free energy relaxation
procedure with a limitation on the source terms given by (56). The time step for the fluid motion is restricted by the CFL
number, but we observed that the Gibbs free energy relaxation procedure may require smaller time to ensure the positivity
of the volume fraction. This means that sometimes the Eqgs. (37) are stiff. Thus by using the limitation (56) a smaller time
step is used for the Gibbs free energy relaxation procedure and successive point integrations are done to cover the complete
hydrodynamic step that is restricted by the CFL number. In the presence of stiffness from the Gibbs free energy relaxation,
the first Gibbs free energy relaxation procedure is more appropriate than the second relaxation procedure, this is due to the
easy of impostion the limitation (56) on the source terms.

By using the seven-equation model the results are shown at time t = 473 ps. Fig. 1 gives the results without phase tran-
sition, while in Fig. 2 we see the case when the phase transition is included.

In comparison between the two figures, an extra wave appears between the rarefaction wave and the contact disconti-
nuity which corresponds the evaporation front. Indeed, rarefaction waves propagate through the liquid producing a super-
heated liquid and evaporation has occurred. An extra wave representing the evaporation front propagates through the
superheated liquid and produces a liquid vapor mixture at thermodynamic equilibrium with a high velocity, for more details
see [33].

A comparison between the results of the six-equation model and the seven-equation model is shown in Figs. 3-6 by using
the same number of cells and the same type of the Riemann solver. It is clear that for both cases, with or without the phase
transition, the results almost coincide. Just a very small difference appears at the left rarefaction in the curves of the pressure.
Such a small difference has no significant numerical meaning. This small difference appears in both cases i.e. with or without
the phase transition in the same manner, see the pressure profiles on logarithmic scales, Figs. 4 and 5, the pressure profiles
are drawn separately to be able to see the differences. Thus this small difference is not related to the treatment of the phase
transition.
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Fig. 2. Dodecane liquid-vapor shock tube with phase transition, by using the seven-equation model. The mesh involves 1250 cells, the CPU time is 151.98 s
and the number of time steps is 8828.
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Fig. 3. Dodecane liquid-vapor shock tube without phase transition, a comparison between the results of the seven-equation model (lines) and the six-
equation model results (symbols). The computations used 1250 cells. For the seven-equation model results: The CPU time is 100.65 s with 7197 time steps.
For the six-equation model results: The CPU time is 14.46 s with 1557 time steps.
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Fig. 4. Dodecane liquid-vapor shock tube without phase transition. The pressure profile over (10,000) cells, by the seven-equation model (lines) and the

six-equation model (symbols). For the seven-equation model: The CPU time is 8145.17 s taking 56,749 time steps. For the six-equation model: The CPU time
is 1035.01 s with 12,452 time steps.

At the right face of the left rarefaction wave in the pressure profile in Figs. 2 and 5 we can see a small distortion which
does not appear in the results of Saurel et al. [33] by using the five-equation model. We reran this test for higher number of
cells for both models, seven-equation and six-equation, but observed no change. In fact we see the same feature on the curve
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Fig. 5. Dodecane liquid-vapor shock tube with phase transition. The pressure profile, a comparison between the results of the seven-equation model (lines)
and the six-equation model results (symbols). The computations were done with 1250 cells. For the seven-equation model: The CPU time is 151.98 s with
8828 time steps. For the six-equation model: The CPU time is 19.87 s with 1556 time steps.
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Fig. 6. Dodecane liquid-vapor shock tube with phase transition, a comparison between the results of the seven-equation model (lines) and the six-equation
model results (symbols). The computations used 1250 cells. For the seven-equation model: The CPU time is 151.98 s with 8828 time steps. For the six-
equation model: The CPU time is 19.87 s with 1556 time steps.

of the pressure without phase transition, see Fig. 4. The pressure curve is shown on logarithmic scale, 10,000 cells were used
in the computations but this distortion still appears. Thus we conclude that this is not related to our new modifications for
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heat and mass transfer. This may come from the nature of the initial seven-equation or six-equation model or from the
numerical method without phase transition. Moreover, such differences between the results of the seven-equation model
and the five-equation model without phase transition appear also in the results of [23]. This requires further investigation.

In result, for this example, we see that there is no significant difference between the results of the seven-equation model
and the six-equation model and both models give similar results. But there is a significant difference in the required CPU
time. The required time for the six-equation model is much smaller (=~ 13%) than that required for the seven-equation
model.

6.2. Validation against shock tube experiments

Experimental results were obtained by Sim&es-Moreira and Shepherd [36]. Liquid dodecane in a tube was suddenly ex-
panded into a low pressure chamber (1 mbar). An evaporation front or wave propagated into metastable liquid with a steady
mean velocity. This velocity was measured for different initial temperatures of liquid dodecane. Also pressure data were ob-
tained during the evaporation event before and after the evaporation wave, see [36] and for full details see the Ph.D. Thesis of
Simdes-Moreira [35].

At each temperature we compute the front velocity under conditions which are close to the experimental conditions with
help of Le Metayer et al. [21]. We consider a low pressure chamber (1 mbar) filled with gaseous dodecane at right side of the
shock tube with density 10~ kg/m3. While a liquid dodecane is considered initially at the left side of the shock tube with a
higher pressure. We adjust the initial pressure of the left hand side, so that the pressure in the state before the evaporation
front is equal to the measured value. The density of the liquid is calculated from the equation of state (5b), as the initial tem-
perature is known.

Table 3 shows the estimated initial pressure that we use for each temperature, column two. The columns three and four
represent the experimental data for the pressure before the evaporation wave and the front velocity respectively [36]. The
fifth column shows the computed values for the front velocity by present model.

Table 3

Estimated initial pressure, experimental results and the computed front velocity at several initial temperatures.
T, (K) p; (bar) pg (bar) Ur (m/s) (measured) Ur (m/s) (computed)
453 1.5 0.24 0.253 0.147
473 22 0.33 0.309 0.240
489 3.0 0.44 0.390 0.328
503 3.9 0.59 0.472 0.441
523 5.0 0.83 0.648 0.576
543 7.5 1.19 0.837 0.888
563 11.0 1.91 1.381 1.337
573 13.0 2.12 1.578 1.620

1.8

—e— Experimental data

1.6 - + - Present model *
= Saurel et al.

Front velocity (m/s)

T T T T 1
453 473 493 513 533 553 573
T (K)

Fig. 7. Evaporation front velocity versus initial temperature of liquid dodecane. Comparison between our results with the experimental results of Simdes-
Moreira and Shepherd [36] and the computed results of Saurel et al. [33].
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As in [33] the front velocity is computed as a local wave speed, i.e. Ur = ((pu); — (pu);_;)/(p; — pi_1), where i refers to the
state after the evaporation wave. The computed values for the front velocity are calculated at several time ponits in the range
between 200 ps and 500 ps. Then an averaged value is taken. We see that for each case the computed values at different
times are very close.

A comparison between our results with the experimental results and the results of Saurel et al. [33] is shown in Fig. 7. It is
clear that our results are more close to the experimental results. There is still not perfect agreement with the experimental
data. This is related to several sources, like how realistic the equations of state we used are and how close we are to the real
initial conditions of the experiments. However we have a reasonable agreement with the experimental data also in the ten-
dency of the relation between the front velocity and the initial temperature, i.e. the front velocity increases if the temper-
ature increases.

6.3. Two-phase expansion tube

This test consists of a 1 m long tube filled with liquid water at atmospheric pressure and with density p, = 1150 kg/m3. A
weak volume fraction of vapor (o, = 0.01) is initially added to the liquid. The initial discontinuity is set at 0.5 m, the left
velocity is —2 m/s and the right velocity is 2 m/s.

In this test the water can not be treated as pure, and only the metastability condition is used to activate the phase tran-
sition, i.e. phase transition occurs if the liquid is metastable, i.e. if T > Tsqt(Pequ)- FOr the computation of Tse (peqy;) S€€ Appen-
dix C.

This test case requires a small time step to obtain a stable solution (CFL ~ 0.15). When the strong rarefaction are consid-
ered a smaller time step is required (CFL ~ 0.03). Here for the sake of comparison we choose to do all computations with
CFL = 0.03. The small time here indicates that there is a stiffness coming from the relaxation procedures.

Both procedures of the Gibbs free energy relaxation give the same results, but we consider that the second procedure has
a better resolution, thus it is adopted for this test case.

In Fig. 8, we see the solution of this problem without phase transition at t = 3.2 ms. The results are obtained by the seven-
equation model and are compared with those of the six-equation model, they are completely coinciding. The solution

1 2
15f
0.8}
1 L
s »
& o6} £ 05
S S
5 2 0
@ 04} 3
o © 05
o >
_1 L
0.2}
_1.5,
0 -2
0 1 0 1
x(m)
1140 0.1 ; ‘ ‘ ‘
e 1120f S 0.08f
> 1100} o 0.06f
o 5
(] )
© 1080} > 0.04f
g 5
=] o]
X &
S 10601 S 0.02f
1040 : : : : 0 : : : :
0 0.2 0.4 0.6 0.8 1 0 0.2 0.4 0.6 0.8 1
x (m) x (m)

Fig. 8. Water liquid-vapor expansion tube without phase transition, by using the seven-equation model (lines) and six-equation model (symbols). The
computations were done with 5000 cells. For the seven-equation model: The CPU time is 14.772 h with 763,550 time steps. For the six-equation model: The
CPU time is 7.305 h with 763,726 time steps.
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Fig. 9. Water liquid-vapor expansion tube with phase transition at t = 3.2 ms, the computed results by the seven-equation model with phase transition
(symbols) are compared with the results of the same model without phase transition (lines). The computations were done with 5000 cells. For the model
without phase transition: The CPU time is 14.772 h with 763,550 time steps. when the phase transition is included: The CPU time is 18.838 h with 763,550
time steps.

t

Y
Evaporation | waves
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Fig. 10. The waves pattern that correspond to the solutions in Figs. 9 and 11. As shown the evaporation waves are expansion waves.

involves two expansion waves. The vapor volume fraction increases at the center of the domain due to the gas mechanical
expansion present in small proportions [33].

The rarefaction waves make the liquid metastable and phase transition has to be added. Fig. 9 presents the solution when
the phase transition is involved and is compared with the solution without phase transition at t = 3.2 ms. Liquid water is
expanded until the saturation pressure is reached (see the pressure graph) then evaporation appears and quite small of vapor
is created, for details see [33]. In Fig. 11 a comparison between the results of the seven-equation and the six-equation models
is made at the same time, the curves are completely coinciding.
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Fig. 13. Water liquid-vapor expansion tube with phase transition at time t = 59 ms, by using the seven-equation model (lines) and six-equation model
(symbols). The two slow evaporation waves are visible. The computations were done with 3200 cells. For the seven-equation model: The CPU time is
116.078 h with 8,217,444 time steps. For the six-equation model: The CPU time is 99.406 h with 8,217,444 time steps.

If we consider the solution at later time, when t = 59 ms as in Fig. 13, the two leading fast expansion waves leave the tube
and the two slow evaporation waves are clearly visible. It is clear that these evaporation waves are expansion waves. Also it
is clear that the results of the seven-equation model and the six-equation model are completely coinciding.

To see the four expansion waves in one single graph we increase the value of the velocity which means an increase in the
rarefaction effects. Under the same conditions except with a velocity —100 m/s on the left and 100 m/s on the right, the four
waves are clearly visible as in Fig. 14 at time t = 1.5 ms.

When the rarefaction effects become stronger we observe some difficulties. If the same conditions are maintained except
the velocity is increased ( 2 200 m/s), we see that there are some differences between the results of both models. To con-
sider such difficulty also for the sake of comparsion with the results of Saurel et al. [33], we take the velocity —500 m/s on
the left and 500 m/s on the right. The results are shown in Fig. 15 at time t = 0.58 ms. There are some differences in the
profiles of the pressure and the vapor mass fraction. Moreover there are some oscillations in the curve of the vapor mass
fraction. We think that the differences in the results of both models may be related to the approximation of the non-conser-
vative terms and to the fact that in seven-equation model an approximation is used in the velocity relaxation procedure. This
may cause some deviation as the difference between the initial velocities is increased.

Under the grid refinement, the differences between the pressure profiles are decreased. They disappear with a very fine
grid, as is shown in Fig. 16. But the difference between the vapor mass fraction profiles remains, moreover the oscillations are
more pronounced. To understand why the oscillations increase with grid refinement, we consider all variables that are re-
lated to the vapor mass fraction Y; = o p; /p. We see that as the number of the cells increases the mixture density decreases
to a value very close to zero with small oscillations. Also the difference between the mixture density of the two models is
reduced. But since the mixture density with low values lies in the denominator of the relation of Yy, both of the differences
and the oscillations in the curves of the vapor mass fraction will be more significant.

Again in this example it is noted that the required CPU time for the six-equation model is smaller than the CPU time that
is required for the seven-equation model, in average it is about 66%. In all cases the results of both models coincide except
when the difference between the initial velocities increases to a certain value, after that value is reached we observe a small
deviation in the results of both models, also some oscillations appear. This problem is partially reduced under grid
refinement.
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Fig. 14. Water liquid-vapor expansion tube with phase transition and strong rarefaction effects (initial [u| = 100 m/s) at time t = 1.5 ms. The computations
are done with 5000 cells. For the seven-equation model: The CPU time is 8.537 h with 449,836 time steps. For the six-equation model: The CPU time is
5.700 h with 381,778 time steps.

As a result we think that since both models give the same results and also both of them may face similar problems under
extreme initial conditions. We think that the six-equation model is to be preferred for practical applications since it is less
expensive. Moreover it is easier to modify this model to the multiphase case.

7. Conclusion

In this paper, we modified the seven-equation model for two-phase flows to include the heat and mass transfer through
relaxation effects. Depending on the assumption that each property relaxes in a time is considerably different from the other
characteristic times, we were able to model the effect of heat and mass transfer by using temperature and Gibbs free energy
relaxations. The same ideas are also applied to 