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A flow model is built to capture evaporating interfaces separating liquid and vapour. Surface tension, heat
conduction, Gibbs free energy relaxation and compressibility effects are considered. The corresponding
flow model is hyperbolic, conservative and in agreement with the second law of thermodynamics. Phase
transition is considered through Gibbs energy relaxation, in the same mind as in Saurel et al. (2008). Sur-
face tension effects are modelled following the lines of Brackbill et al. (1992). There is thus no need to
resolve the interface structure as jump conditions are inherent features of the model formulation. With
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Multifluid well as in the captured diffuse interface. There is thus a unique hyperbolic flow solver that handles flow
Multiphase dynamics, interface motion and eventually acoustic wave dynamics. To make distinction between “pure”
Phase change fluids and liquid-vapour mixture treatment, different sets of algebraic equations are considered in the
DNS relaxation solver. To guarantee accurate computation of the liquid and gas dynamics the preconditioned
Preconditioning implicit scheme of LeMartelot et al. (2013) is adapted to the present boiling flow model. The model and
HLLC method are validated against a one-dimensional test problem having exact solution. Multidimensional

computations are then shown to illustrate method capabilities.
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Introduction

This paper deals with the numerical simulation of boiling flows
with a DNS-like approach (Direct Numerical Simulation). This
research topic has important applications in nuclear and space
engineering, for example, and many other technical and environ-
mental areas. Existing heat and mass exchange correlations
(widely used in averaged multiphase flow models and codes) have
important limitations. The error bar covers several orders of mag-
nitude. Flow topology changes, from bubbly to separated flows
with vapour film at walls, have dramatic consequences on heat
exchanges. The main issue relies on the fact that averaged two-
phase flow models are unable to account for flow topology
changes. Therefore, DNS-like of boiling flows may help for the der-
ivation of sub-scale models. However, this research area is difficult
as liquid-gas interfaces are present, in conjunction with heat con-
duction, phase transition and surface tension effects. Only a few
numerical approaches deal with such flows, the most natural being
due to Tryggvason et al. (2001) and Juric and Tryggvason (1998),
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where the interface is considered as a sharp discontinuity, solved
with a front tracking algorithm. The other approaches consider
the interface as a diffuse zone.

With diffuse interface models, two different kinds of
approaches have to be mentioned.

The first one takes essence in chemical-physics with the pio-
neer work of Cahn and Hilliard (1958), also called in the literature
“second gradient theory” and “theory of Korteweg-type fluids”.
This theory works quite well in the vicinity of the thermodynamic
critical point where liquid and vapour density become very close.
The fluid density is considered as the order parameter and the fluid
internal energy is considered as a function of the density and the
density gradient. Considerable efforts have been done in this mod-
elling direction (see Anderson et al. (1998) for example). Examples
of computational works in this frame are reported in this last ref-
erence and in (Jamet et al., 2001). In addition to the very limited
density ratio at interfaces, another limitation appears. Indeed, the
interface capillary structure has to be resolved, which results in
very fine meshes and associated computational limitations.

The second diffuse interface approach takes essence in disconti-
nuity capturing methods and particularly Godunov contributions.
In this frame, discontinuities are captured as a consequence of
the conservative formulation of the equations. There is no need
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to resolve the internal structure of discontinuities as jump condi-
tions are present in the formulation. This approach has been com-
peting with front tracking methods during the 70s, with artificial
viscosity methods during the 80s, and is now used in nearly all
computational codes dealing with gas dynamics equations and
more generally with hyperbolic systems of conservation laws.
The present work belongs to this class of approaches.

The diffuse interface approach based on multiphase descrip-
tions of mixture cells with the help of hyperbolic systems with
relaxation is due to (Saurel and Abgrall, 1999). This approach has
shown its efficiency for the computation of flows in severe condi-
tions, with arbitrarily high pressure and density ratios, with appli-
cations ranging from detonation physics (Petitpas et al., 2009;
Saad, 1992; Saurel and Abgrall, 1999; Saurel et al., 2007; Saurel
et al., 2008; Saurel et al., 2009; Schoch et al., 2013), shock waves
in heterogeneous media, cavitating flows (Petitpas et al., 2009) to
solid mechanics (Favrie et al., 2009). The difficulties are related
to the models and numerical schemes building, especially when
non-conservative equations are present. In this paper, low speed
boiling flows are considered through a specific diffuse interfaces
formulation.

To deal with interface zones in local mechanical and thermal
equilibrium, a reduction of the Kapila et al. (2001) model is done.
The model considered in the present paper is a temperature equilib-
rium version of the model derived in (Saurel et al., 2008). Mechan-
ical and thermal equilibrium reduction is justified as, to model
phase change, conductive heat transfer is needed. As a consequence
there is no temperature discontinuity (in the frame of DNS like
approach) at the interface and a single temperature model is appro-
priate. To be more precise, Kapila et al. (2001) model involves two
temperatures and is well suited for interfaces computations as tem-
perature and entropy discontinuities are present when the interface
separates two non-miscible fluids, such as for example liquid water
and air. When heat conduction is present, the temperature becomes
continuous and a single temperature model is more appropriate.
Indeed, the conduction layer has to be solved in the present context
of boiling flows, as in flame computations. The temperature equilib-
rium model involves four partial differential equations only, is
hyperbolic and conservative. Gibbs free energy relaxation terms
are considered to model phase change. The flow model is in agree-
ment with the second law of thermodynamics. It is reminiscent of
the reactive Euler equations, widely used in combustion modelling.
The main difference appears in the fact that each phase occupies its
own volume, contrarily to gas mixtures, where each gas component
occupies the entire volume. This difference has serious conse-
quences regarding the thermodynamic closure. For gas mixtures,
the mixture equation of state derives from the Dalton law. Here,
it is derived from the mixture energy definition and temperature
and pressure equilibrium conditions.

From the basic temperature equilibrium flow model with four
partial differential equations, extra physics is added to deal with
boiling flows. Surface tension effects are modelled with Brackbill
et al. (1992) method, already considered in the context of com-
pressible fluids (Perigaud and Saurel, 2005). Heat conduction and
gravity effects are also added.

The second issue addressed in the paper is related to the
numerical approximation of the flow model, especially hyperbolic
and elliptic parts, capillary terms and thermochemical relaxation.

The hyperbolic step is solved with a variant of the preconditioned
implicit hyperbolic solver detailed in (LeMartelot et al., 2013). It is
an extension of Guillard and Viozat (1999) method for low Mach
number flows, this method being itself a conservative and time
accurate extension of Turkel (1987) preconditioning algorithm.

The relaxation solver used to fulfil interface conditions of evap-
orating interfaces is detailed with particular attention paid to the
single phase limit. The hyperbolic and relaxation solvers are then

combined to solve the flow model in 1D, obviously in absence of
capillary effects, to check model and method convergence against
an exact solution of sharp evaporating interface. Convergence
being reached in 1D, computational boiling flows examples are
shown in 2D with the various needed physical effects. A 2D config-
uration with several bubbles is considered and computed. From
this first computation, a new physical feature appears, never
reported before in the authors knowledge. Starting from an initial
situation where some nucleation sites are present, bubbles appear
dynamically from the sites location, but also from other locations
where perfect wall conditions are used. The bubbles appearance
and size selection thus appear as a self sustained process indepen-
dent of nucleation sites. Dynamic interfaces appearance was a fea-
ture already observed in the context of cavitating flows, using the
temperature non-equilibrium model shown in section ‘Out of equi-
librium model'.

Model building

The starting point of the analysis relies on the mechanical equi-
librium, temperatures non-equilibrium flow model of Kapila et al.
(2001), where heat and mass exchanges have been inserted (Saurel
et al., 2008).

Out of equilibrium model

The model given in the last reference reads:
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The total energy is defined as E = Yie; + Y,e; + lueu where
Y= % represent the mass fractions and p = ", (oxp,) the mix-
ture density. This model is hyperbolic with the same wave speeds
as the gas dynamics equations but with Wood (1930) sound speed,
cw, Which presents a non monotonic behaviour with respect to the
volume fractions (o),

1 _Z Ok (2)

2 2
pcw k pkck

where ¢, represents the sound speed associated to phase k.

It is worth to mention that the sound speed is always defined,
provided that each phase has a convex equation of state. This fea-
ture is not satisfied by mixture flow based on cubic equations of
state, like the Van der Waals one. The present equation of state pro-
viding the thermodynamic closure is obtained from the mixture
energy definition and the pressure equilibrium condition. This
equation of states involves at least three argument: P = P(p, e, a4).
For example, when each phase obeys the stiffened gas equation of
state (see Le Métayer et al. (2004) for parameters determination),

Pr= (Y — Dprlex — i) — PPk (3)
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the mixture equation of state then reads,
0171Pot | %2P2Ps2
pe — (5 + ) — a1 p1 Gy — 0220,
P(p,e o) = : TR - (4)

y1=1 7 721

Parameters q,,7y, and P, are constants and depend on the
material k. When dealing with phase transition applications,
their determination is based on the saturation curves of the
phase diagram. As this model involves a single pressure but
two mass equations and a volume fraction equation, it is possi-
ble to determine two temperatures (Ty = Tk(p,p,)) and two
entropies.

This last feature is useful for phase transition modelling. System
(1) is complemented by the mixture entropy equation,

pS | . H(T, -Ty)°
ot +div(pSu) = 5 +

2
Pv(ngI— 81) , 5)

where T, represents the “interface temperature” defined as

_

S
thermodynamics.

Some comments are due regarding the volume fraction equa-
tion. The first term in the right hand side, present in Kapila et al.
(2001) model, represents mechanical relaxation effects, present
in all zones where the velocity divergence is non-zero (shocks,
compressions, expansions). The second term represents volume
variations due to mass transfer, in a context where both phases
are compressible. The last group of terms represents dilatation
effects due to heat transfer. I', represents the Griineisen coefficient
of phase k.

System (1) being non-conservative, non conventional shock
relations have to be determined. Appropriate set of jump condi-
tions is given in (Saurel et al., 2007). Heat and mass transfer in Sys-
tem (1) are considered as kinetic processes, controlled respectively
by relaxation rates H and v. The Gibbs free energies are denoted by
8 = hk — TySk.

The degrees of freedom with this model are related to the relax-
ation rates H and v. When the fluids in contact at an interface are
non-miscible (liquid water and air for example) H and v are set to
zero, allowing the jump conditions of equal normal velocities and
pressures to be satisfied. Computational examples and compari-
sons with exact solutions are given in (Saurel et al., 2009). When
phase transition occurs at the interface between a liquid and its
vapour, provided that one of the phase is metastable (overheated
or subcooled), local thermodynamic equilibrium is assumed,
meaning that phase transition occurs infinitely fast (infinite H
and v). As relaxation parameters are set to infinite only locally,
phase transition fronts propagating at global finite rate (Saurel
et al., 2008) are correctly reproduced, at least for flashing flow sit-
uations. To remove the difficulty related to the resolution of stiff
differential systems, relaxation solvers have been built in the same
reference and in (LeMartelot et al., 2013).

This model is thus able to deal with simple contact interface
and evaporating (or condensing) interfaces when heat and mass
relaxation coefficients are considered and stiff. To illustrate mod-
el’s capabilities, Fig. 1 shows a computational example of cavitat-
ing underwater rocket involving these two kinds of interfaces.

The main goal being the simulation of boiling flows, it is man-
datory to consider heat diffusion. Therefore, flow model (1) can
be reduced to consider a single temperature.

second law of

showing agreement with the

Temperature equilibrium model

In the limit of stiff temperature relaxation (infinite H), System
(1) reduces to:

Fig. 1. Cavitating flow around a hypervelocity underwater rocket. Combustion
gases issued from a rocket motor are located on the right hand side of the picture
and are in contact with vapour. The vapour is separated from the liquid (not shown)
by an evaporating interface. Two different types of interfaces are thus present in
this example. Picture taken from Petitpas et al. (2009).

op

T div(pu) = 0,
a'aﬂeriv(pu@quPg) =0,
o0 ©
ks div((pE +P)u) =0,
opY .
gtl +div(pYiu) = pv(g, — &).

This system is completed with the following entropy equation,
where S denotes the mixture entropy:
2

9pS . pV(g2 —&1)
Tk div(pSu) = 0 (7)
The total energy is still defined by E = Y e, + Yze, + %u e u. For-
mally, System (6) is reminiscent of the reactive Euler equations,
widely used in combustion modelling. However, a fundamental
difference appears regarding the thermodynamic closure. In com-
bustion modelling, mixtures of gases are considered and the Dalton
law is used to compute the pressure. Dalton law states that each
constituent occupies the entire volume. This is not the case with
two-phase mixtures where the fluids are separated by interfaces,
each one of them occupying its own volume. To determine the
thermodynamic closure of System (6), let’s first consider the
mixture specific volume definition,

v=Yiv1 + Y0, (8)
With the help of the caloric equation of state for a given phase,
P,
e = Cox T+ 1 q, 9)
Pk
the SG EOS (3) becomes,
Pr= (Ve = 1)PkCosT — P, (10)
and the specific volume for a given phase can be expressed as:
(’Vk — 1)Cv‘kT
v, =~k /UK 11
PPk an

A first relation resulting of (8) and (11) is thus obtained, linking
temperature, pressure and mixture specific volume:

1 1 Yy = 1)Ca Yoy, —1)Cp

T T(P,v,Y1) 0(P+Pxy) (P + Pa.2) (12)
We now consider the mixture energy definition,
€:Y161 +Y2€2. (13)

Combining (9) and (11), the specific internal energy for a given
phase reads:
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+ Pool
€k —CukT#x: ke (14)
The mixture energy definition (13) becomes:
1__ 1
T T(PeVY)
71=DCo1Ps, 72-1)Co2Ps
Y1C,,1+‘PTI“+Y2C,,2 +2,,sz (15)

e— (Y1q, +Y20q5)

Combining relations (12) and (15), the following equation link-
ing the pressure, the mixture specific volume, the mixture energy
and the mass fractions is obtained:

Yi(p1 = DCoa | Yoy, — 1)Co2
P+ P, P+ P>
Y1Coi + »1 1) Cu1Px1 1+Y,Cpn + (/zl;:;iuz.sz.z

_ - =0 16
e oy (18)

It corresponds to a quadratic function of the pressure. When
one of the phases is a gas (P, s = 0), as in the present context,
the positive root is given by:

P= P(pa €, Yl)
1
= E(Al +A2 — (POOJ +POO.2))
1
+ \/21 (As — Ai = (Paa — Pot)) + AiA, (17)
where A, = KU (p(e — q) — Pooi) and q = Y1q; + Yaq,.

Hyperbolicity and sound speed

System (6) is hyperbolic with three wave speeds, /g = u (two
times fold), 2y =u+c and 2, = u — ¢ with the following square

sound speed:
1(5) R (3),
\/ARiR1 + R,
3(58) R+ (3,

\/ARiRy +R;

a = Y] ('))] — 1)C1/1 _ Yz('))z — 1)C1/2 ‘

Y Cvi +Y,Cov, ’ YCvy +Y,Covy’
Ri =ap(e—q) — aPy2 —aiple — q) + 1Py
R, = aiax(p(e — q) — P1)(p(e — q) — Puo2).

This sound speed can be compared to the Wood’s sound speed
(2). As Wood’s sound speed deals with multiphase mixtures in
mechanical equilibrium but out of thermal equilibrium, it should
be always greater than the sound speed given by (18). This behav-
iour is illustrated in Fig. 2.

1
=5 | -a@+a)+

P
+E pla +az) +

where

7P:>o‘2+Poo.17

Extra physics modelling

To deal with DNS of boiling flows, System (6) has to be comple-
mented with extra physical effects, such as:

- buoyancy,

- surface tension,
- heat conduction,
- phase transition.

This list can be completed by extra effects, as for example, vis-
cous ones, but we prefer to focus on those which are absolutely

Wood’s sound speed vs Augmented Euler sound speed
1800 T T T T
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Fig. 2. The sound speed of System (6) given by (18) is compared to the Wood sound
speed (2). Full view and close up.

necessary. Modelling of the various effects is addressed gradually
hereafter.

Surface tension effects are considered through the Continuum
Surface Force (CSF) method of Brackbill et al. (1992). The capillary
force is modelled as,

F, = 0k C, (19)

where ¢ represents the surface tension coefficient (N m™!), « repre-
sents the local curvature (m~!) and C is a colour function used to
locate the interface between the two phases and to compute the
local curvature,

- —d1v< ve ) (20)
vC|

In this paper, the chosen colour function is the mass fraction of
phase 1,Y, as this variable is invariant across shock and expansion
waves. It varies at interfaces only.

The gravity force is modelled as:

Fg = pg7

where g represents the gravity field.

Heat conduction is inserted in the toti energy equation of the
model through the Fourier law q = —A.yT where the “mixture”
thermal conductivity is given by /. = «; 4 + o34, and /; represents
the thermal conductivity of phase k. The asymptotic analysis lead-
ing to this formulation is summarised Appendix A.
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Phase transition is addressed following (Saurel et al., 2008)
through Gibbs free energy relaxation. Stiff relaxation is considered
to fulfil the chemical potential equality at the interface:
(81); = (&), This relaxation process is used at each mesh point
with some subtleties regarding “pure” fluid cells and cases of total
evaporation or total condensation. Details are given in Appendix B.

Adding the extra effects mentioned previously, the following
general model is obtained:

opY .
gt] +div(pYiu) = pv(g, — &1),
6_p+ div(pu) = 0,
ot (21)
0P8 | div(pusut Pl) = ok Y + pg
ot : 7
%E +div((pE + P)u) = diV(&ﬁ) +OKTY Ut pgeu.
A conservative form is available:
apY .
’a’t‘ +div(pYiu) = py(g, — &),
op . _
ot div(pu) =0,
apu . m® m _
P dv(pususr-o(mi-EM)) —pg @)
%ﬁ"“‘u div((pE+P+ olm))u
_a<|m|1-m®m> cu—J v_T’> =pgeu
= m| ‘ '

This system is closed by the EOS (17). Hyperbolicity is preserved
through the waves speeds given in section ‘Hyperbolicity and
sound speed’. The entropy equation associated with System (21)
reads,

—+ 2 2
%S + le <psu _ ;'CVT> — pv(gZ 7g1) + )‘C (VT) , (23)

ot T T T?

and shows agreement with the second law of thermodynamics.
System (22) is considered hereafter to compute boiling flow
configurations.

Numerical method
Introduction

In this section we address the numerical methods used to
approximate solutions of System (21). The numerical strategy is
based on an operator splitting technique with a hyperbolic subsys-
tem where capillary and gravity forces are removed. This leads to
simplified Riemann solver, but with some unbalanced forces that
can produce spurious effects. However, the use of an implicit
scheme results, in the presence context, in negligible spurious
effects that do not affect the global accuracy and stability. This is
consistent with the analysis performed in (Braconnier and
Nkonga, 2009) where capillary forces are included in the hyper-
bolic solver.

In addition, numerical simulation of boiling flows leads to two
main types of numerical issues. The first one is related to the pres-
ence of compressible effects in conjunction with low Mach number
conditions. As the flow speed is low (~1 m/s) the use of compress-
ible flow formulation lead to very low Mach numbers, between
107" and 10™*. As shown in (Guillard and Viozat, 1999;
LeMartelot et al., 2013), using Godunov-type scheme for low Mach
number flows leads to large computational errors. A way to over-
come this issue is to adapt a preconditioning technique, such as

the one given in these references, to the present two-phase diffuse
interface model.

As shown in (LeMartelot et al., 2013), it is mandatory to use an
implicit scheme. For the sake of simplicity, the analysis is carried
out in 2D.

The second issue concerns extra physics (surface tension, heat
conduction and phase transition) numerical treatment. This issue
will be addressed in the following subsections.

Implicit scheme

The system being hyperbolic, a Godunov type scheme is consid-
ered to solve System (21) in a Cartesian finite volume framework. A
computational cell is schematized in Fig. 3. The implicit 2D Godu-
nov scheme reads:

U?Jﬂ _ U:} _ _g (Fn+1 —F'.Hl.> _E (anrl G?Jtl%) —‘y—AfST'ﬂ (24)

Ax \ i+ i-1j Ay ij+d ij
where
pYq pYiu pYiv
p pu pv
U=| pu F=| pu?+P G= puv
pv pvu pv?>+P
pE (PE+P)u (PE+P)v
0
0
o oK1l + P8l

e
okYil, + pgl,
—div(icv_f) +OKYY; e U+ pgeul

The flux F'j, F'y, Gj'}, G} and “source” Si; vectors are com-
puted according to variables at time t**!. Let us consider a generic
form of these vectors:

ot = o (UL UL UL UL U ). (25)

ij o Vi-1j Yitlj Yij-10 Yij+1

Under first order Taylor expansion it becomes

oD \" 90 \"
(pnﬂ _ (D" r'1_+1 _ f‘*l, o
+ 8UU> (UU U'-J) + 0Ui—1j> (Ulfl‘] Ul—lJ)
99 \" o0 \"
Fgte ) U = Ul + ) U = U )
o9 \"
U H) (Ui = Uij)- (26)

With the help of (26), Relation (24) becomes:

1+£ OFy;\" OFiy " +£ 9Gj.\" 9Gyy "
AX aUu‘ anj Ay 8U,"j 8U,‘_j
n n
(95,“,‘ " ) At 8Fi+%_j At 8Fi7%_j )
i AtaTu‘) Ui+ AxU. Wini - AXOU; 4 o

Sy \" 95 \" At 3G\
A J Lo J Lo - 2 L
+ tl:an71J> ()UI,U + aU”]J) OU,+1J:| + Ay (9Ui_j+1 OU,JH
At G \" 05, \" 05, \"
_ A_y—aU,-H 5Ui‘,;1 + At |:8Ui_j71> (3U1",;1 + aU“ﬂ) 5U,'J'+1:|
At At
= —E(F?%J - F?—%j) - A_y( ?.H% - G?j—%) + AtS};, (27)

where 6U;; = U} — U},

Under compact form it reads: MéU = D where M is a pentadiag-
onal sparse matrix. To optimise computations, the CSC (Saad, 1992)
method, where only the non-zero elements are stored, is used.
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j+1/2

i-1/2 ij i+ 1/2

i-1/2

Fig. 3. Computational cell (i,j) bounded with its four cell boundaries, (i + 1/2,j),
(i—1/2,j), (i,j+1/2) and (i,j — 1/2).

This system can be solved by either direct or iterative methods.
In the present computations the PETSc (Balay et al., 2013a; Balay
et al., 2013b; Balay et al., 1997) libraries are used.

Riemann solver

The various fluxes in System (24) are computed with the HLLC
Riemann solver (Toro et al., 1994).
At cell boundary i +1, the flux F* reads:

1 ) Y.
Fip== — sign(Sy) == (U; — Uy)

2 2
. S *
~ sign(Su) = (Ug ~ Up) ~

(FL+Fg)

Slgn(SR) > (Ur — Up), (28)
with the same notations as previously for vectors U and F. The
subscripts L and R denote the left and right states of the Riemann
problem, respectively, as shown in Fig. 4.

The wave speeds Sz and S; are estimated following Davis
approximation (Davis, 1988),

Sk = Max(ug + cg, uy + cy), (29)

S, = Max(ug — g, Uy — 1), (30)

while Sy is estimated under HLL (Harten et al, 1983)

approximation:

5, SeUn(2) = SiUL(2) — (F(2) ~Fi(2) 31)
SrUR(1) — S UL(1) — (Fr(1) — FL(1))°

The states U] and Uy, in relation (28) are determined with the
help of Rankine-Hugoniot jump relations across the Sz and S;
waves,

F, - SU; =F - SUy, (32)
Fr — SrUg = Fr — SUg, (33)
and with contact relations, u; = u; =Sy and P, = P, = P":
* ] ok k
Uy = <—[F. —SiU, — (0,P",Sy.P")] (34)
Sm—3St
* 1 * o
Up = e [Fr — SkUg — (0,P", Sy.P")"] (35)
Sm — Sr

The implicit Godunov scheme (27) requires the flux expression
given by (28) and its derivatives with respect to the conservatives
variables. Corresponding formulas are given in Appendix C.

S

Fig. 4. Schematization of the System (21) Riemann problem under HLLC approx-
imation in the absence of right hand sides (capillarity, relaxation and gravity
effects).

Low Mach number preconditioning

As mentioned in the introduction, nucleate boiling flows
involve compressible low Mach numbers flows. As shown in
(Guillard and Viozat, 1999; LeMartelot et al., 2013), Godunov-type
scheme leads to huge errors without appropriate correction. Fol-
lowing the lines of Turkel (1987) and Guillard and Viozat (1999)
in the context of single phase flows, a multiphase flows precondi-
tioning method is used. It consists in modifying the pressure equa-
tion associated with System Eq. (21):

oP_ 0P ,0u
o Tz TPC 5 =0, (36)

by a M? factor,
— —+u_—+pcc—-=0. (37)

This modification leads to the modified wave speeds:
u,u+c,,u—c_, with,

~ 1’2 + AM2c?
2 )

(1-M?) u+\/

.=

M? - 1u —1 2w 4 aMPe?
g, = Ul = (39)

(38)

which are directly used in the HLLC solver (28).

It is worth to mention that System (21) is only modified in the
Riemann problem resolution through the wave speeds (38) and
(39). With the fluxes computed thanks to the HLLC solver, the
Godunov method (24) is used with formulation (21) and unmodi-
fied equation of state (17). This method obviously guarantees con-
servation and correct jumps across waves. It only acts on the
numerical dissipation.

As the conservative formulation is used, even strong discontinu-
ities can be handled by the method and, as shown in (LeMartelot
et al., 2013), the method is time accurate. Nevertheless, as the arti-
ficial “sound speeds” (38, 39) tend to wrong values when M tends
to 0, the following function is used at the discrete level:

1, if M; > 0.3
M= Mi., if 0.3 > Mi > Mref,min (40)
Mref,mina if Mi < Mref,min

where M; represents the local Mach number inside the i cell and
Myef min the minimum admissible Mach number. This minimum is
typically of the order of 1072-103.

Heat conduction

In this section, the calculation of the heat flux present in the
total energy conservation equation is addressed. For the sake of
simplicity the analysis is carried out in 1D.

The heat flux at the cell boundary are expressed as a function of
T; and T, as:

Aeiteivt T —Ti
deit Aeiv1 3 AX

Qi1 = — (41)

Therefore, the 1D numerical approximation of term div(q) for an i
cell becomes:

. 1
divig) ~ (a1 — 6 2)- (42)

The corresponding flux derivatives appearing in the implicit
scheme (27) are given in Appendix D.
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Surface tension computation

Surface tension effects are considered through the Continuum
Surface Force (CSF) method of Brackbill et al. (1992). The capillary
force is modelled as,

F, = ok C (43)

where ¢ is the represents the surface tension coefficient (Nm™1), k
the represents the local curvature (m~!), defined by

IvCi
to locate the interface separating the two phases.

In the present work, we use the mass fraction (C = Y;) as colour
function, as mass fractions are invariant across pressure waves.
However, the numerical diffusion adds too much dissipation on
the mass fraction (and too much numerical entropy to the system)
to be used in the normal and curvature computations. It is thus
necessary to restore the zero and one bounds in order to have
the correct pressure jump across interfaces. Obviously, if the mesh
was fine enough, the use of this extra variable could be avoided.
Another way would be to use interface sharpening techniques
(see, for example, Shukla et al. (2010)).

The colour function is reset using these rules:

K = —div (vjc> and C represents a colour function whose goal is

{lf C>05C=10
Otherwise,C = 0.0

This provides a sharp profile for the colour function and accu-
rate interface detection. Once the interface is localised, a diffusion
operator is applied to the colour function, C, in order to obtain a
smooth function (for the gradients calculation). In this work, a sim-
ple diffusion equation is considered:

Z_S = Dy A C, (44)
where Dy is a diffusion coefficient (m? s~'). Dy and 7 are chosen
such as the colour function is diffused on about 4 cells.

Then, the gradients are computed with the following second
order approximation:

(Cioy = Coy) 7, (Cor = Gi)

2AX 2Ay ’ (45)

—
VG =

where 7 and 7 represent the unit vectors associated to the local 2D
base.

Once the gradients are known, the curvature is computed. At
the discrete level, the local curvature inside a given i cell is deter-
mined with the following expression:

Ljev(i)

1 —_
Ki= *EZT[U‘ - MG lij., (46)

where vectors 7 represent the normalised colour function gradi-
ents calculated between cells i and j, and ©; represents the volume
of cell i. The vector 7; represents the vector connecting the cell
centres and I; the cell boundary length. A simple expression of
the cell boundary interface normal vectors, 7y, is given by:

—~ 1,
ny =5 (1 + i), (47)
where 71; = ZC)?.

v

In the frame of 2D Cartesian grids it reduces to:

1 . ~ 1 . ~
5 = = (g (e = P 1)+ 35 oy ~ P 3)): 48)

As for the previous convective and conductive fluxes, derivatives
of the capillary term are needed. Details are given in Appendix E.

Validations

To check validity of the model, the numerical solution based on
the diffuse interface model (21) is compared to a basic solution of
one-dimensional sharp evaporation front. Then, capillary effects
alone are considered in a 2D test case.

1D evaporation front

The goal of this section is to determine the exact solution of a
1D steady evaporation front in order to check convergence of the
method presented previously.

We consider the following configuration (Fig. 5), with boundary
conditions:

- Liquid inflow at imposed temperature, T = Ty;.
- Vapour outflow at imposed temperature, T = Ty, with imposed
heat flux, Q,.

The stationary evaporation front is located at x = 0 and the cor-
responding temperature is equal to the liquid-gas saturation tem-
perature, Ty_g = Tsar.

The corresponding configuration is schematized in Fig. 5.

Reference solution determination

As the interface is considered as a sharp discontinuity, the sin-
gle phase Euler equations with heat diffusion are valid in each pure
fluid:

dp opu
otk O
opu  O0pu+P
T 49)

OpE  O(pE+Pu_ 9 <)ar) o

ot ox X

"X

Each phase is supposed to obey the stiffened-gas (3) equation of
state, with discontinuous coefficients at the interface. As we con-
sider steady state solution, System (49) reduces to:

Pl =m = cst,

m2
— + P =cst,
Pi (30)

m h+1m—2+ - ﬂ—cst
T2 2 i | = A g = S

where U represents the velocity in the evaporation front reference

frame and hy = C,,T represents the thermal part of the enthalpy

and g, the reference enthalpy of phase k.

Quasi-isobar flow

By considering weak pressure variations, the pressure is consid-
ered as a constant at leading order, P(x) = Po. This hypothesis,
widely used in combustion theory (see Clavin and Garcia (1983),

Inflow Heat&(
— Qo
—> [
== iqui =
n Liquid Vapour —
i | G —
- —> S >
—> IS
Qutflow

- 0 L

<

Fig. 5. Geometry and boundary conditions.
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Fig. 6. Computed mixture density and velocity profiles using a mesh composed of 200 cells compared to the exact profiles. Excellent agreement is obtained.
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Fig. 7. Computed temperature, pressure and liquid volume fraction profiles using a
mesh composed of 200 cells and the implicit scheme.

for example) allows for the removal of the ] ’/’;—22 term in the energy
equation. ¢

Therefore, total energy conservation expressed between the
liquid inflow and the vapour outflow reads:

me,h-un + mq,,-q = mC,,.WpTVO + mqmp -+ Qo. (51)

T, and Ty being known, a first relation between the mass flow
rate, m and the heat flux, Q, (QO = —/lyapg—)f))(:xv), is obtained:

QO = m(Cp.liqTLI + Qh'q - p.vapTVO - qz)ap)' (52)

The temperature profiles on each side of the evaporation front
are determined using the total energy conservation expressed
between the inflow and a point inside each one of the pure fluid
zones:

o oT
mCypigT + MQyiq — g x mCypigTu + M@, (53)

aT
mCP,UﬂPT + mquap - ivﬂp a = mCP.,liqTU + mqliq7 (54)

Liquid mass fraction and Temperature (K)
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Fig. 8. Computed temperature, pressure and liquid mass fraction profiles using a
mesh composed of 200 cells and the implicit scheme. Close up on the vapour side of
the interface. The temperature being linked to the mass fraction, the pressure
profile is modified accordingly in the areas where phase change is enabled.

with the help of the interface condition Ty_q = Tsr, the following
solutions are obtained:

mCy i
p.qux

T(x)|yco =T+ (Tsar — Tiy)e “ta

Coui Gig — 4 Cp.ii Qiig — Qyap. "0
T(X) |x>0 N Cppifp Turt hqcp z/upmp * (TSAT a Cpva:p Tu= lsz va:ap)e "”“" X'
(55)

In order to determine the mass flux, m, another relation linking
m and Qg is needed. The heat flux definition at the outlet is used:

. oT
QO = _/Lvapa> x:xv,

(56)
QO *mcp,vap (TSAT -

C, J— mCp.vap
plig T” - qlxq quap e v XV.

Cp,vap Cp,vap

Using relations (52) and (56), the mass flow rate is determined
as:
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m=

ovap In (CPTWPTVO t Qyap — PliqT’-’ - qliq> (57)

Cp,vapLV Cp,vapTSAT + qvap - p,liqTLl - qliq
Then, Q, is determined with (52).
Numerical solution
We consider the same test case as depicted in Fig. 5 with
Ty = Tsar =372.79K, Tyo = 1000K, P(x) =Py =1Bar, and the

two following fluids:
Liquid:

Vig = 2-62 P jig = 905829 x 10°Pa  C,q = 1606.97 J kg ' K™
Qg = —1.150975 x 10°]  Jyg = 0.6788 Wm ™' K"
Vapour:

Voap = 138 Puygp=0Pa Cyyqp = 119251 kg K

Qyap = 2.060759 x 10°]  Zyqp = 249.97 Wm ™' K™

The vapour is considered as an ideal gas, even if its temperature
may be supercritical. Indeed, at atmosphere pressure and with
such high temperature, the density of the vapour is low and the

L=2.5cm

ideal gas assumption is valid. Using the quasi-isobar analytical
solution, the mass flow rate and the heat flux at the outlet are
determined:
m=1.1434kgm=2s"' Q,=-3.76 x 10° W m™
The diffuse interface model is now considered. In 1D it reads,
apY1  opYiu _
ot + x pv(g2 — &),
ap opu
atox =Y
dpu  opu* +P _ 0
ot ox
OpE O(pE+Pu 0, 9T
ot o
It is solved numerically with the algorithm presented
previously.
The boundary condition at the left inlet corresponds to an
imposed mass flow rate and stagnation enthalpy, computed with
the following set of variables:

m=1.1434kgm2s!, T=Tgur =372.79K,
P =1.0 Bar,

oig = 0.999999.

Fig. 9. Square domain filled with liquid water containing a incondensable gas bubble. Sketch of the configuration and initial volume fraction contours.
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Fig. 10. Pressure and gas volume fraction profiles along the x-axis. The solid line represents the pressure while the dashed line represents the vapour volume fraction.
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Fig. 11. A closed and adiabatic rectangular domain is considered. The lower half
domain is filled with liquid water and the upper half is filled with water vapour.
Three half vapour bubbles (radius = 3 mm) are initially present. A time dependent
temperature, Ty (t), is imposed at the bottom wall.

At the outlet boundary condition, the heat flux is prescribed as
well as the pressure:

Qo =-3.76.10°Wm2, Py=1Bar.

This quite huge heat flux is due to the chosen value for the gas
thermal conductivity (249.97 W m~! K™!). Indeed, the goal of these
computations is to prove the ability of the method to converge to a

solution with a sharp evaporating interface. Therefore, this conduc-
tivity has been chosen in order to lower the computational time
required to converge to the exact solution. Another option could
be to set the liquid gas interface close to the outlet section, but this
is less convenient for both computations and representation of the
results.

The numerical solution has been computed using both the
explicit and the implicit (27) schemes on a mesh containing
200 cells. The numerical results compared to the exact solution
are shown in Figs. 6 and 7. The peaks visible in the pressure
graph are due to the numerical diffusion of mass fractions.
Indeed, as we consider a model having a thermodynamics with
coupled pressure-temperature and mass fraction, the tempera-
ture is strongly linked to the mass fraction (as shown in Relation
(12) at a given pressure). Therefore, the temperature changes
inside the diffusion zone, leading to a monotonic increasing pro-
file inside this zone. However, as heat and mass transfer are con-
sidered, the pressure is also linked to the temperature in the
cells where heat and mass transfer is enabled (as explained in
Appendix B).

Thus, pressure peaks appear on each side of the interface as a
consequence of heat diffusion and liquid mass consumption. This
behaviour is illustrated in Fig. 8, showing a close up of the pressure
and temperature profiles with the liquid mass fraction profile, on
the right side of the interface.

Overall, these results show the ability of the method to con-
verge to the exact 1D steady solution having a sharp evaporating
interface. Therefore, it gives a first validation of the model.

Fig. 12. Colour function at times t =05, t =50 ms, t =100 ms, t =200 ms, t =300 ms and t = 400 ms. The three first bubbles are moving toward the surface due to
buoyancy but, as the bottom of the box is heated, the water around them begins to boil and a vapour film appears. It forms new bubbles which begin to rise as new ones

appear behind them.
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Laplace law

We consider a closed squared domain of 2.5 x 2.5 cm filled with
liquid water. A gas bubble (radius =5 mm) is set at the centre
(Fig. 9). Initially, the pressure and the temperature are set equal
to 1Bar and 300 K everywhere while the volume fraction of vapour
inside the bubble is 0.99999 and 10> outside. The surface tension
coefficient is ¢ =73 x 10> Nm~!. Low Mach pre-conditioning
(see section ‘Low Mach number preconditioning’) is used with a
reference Mach number equal to 0.1. The fluids SG EOS (3) param-
eters are the following:

Liquid:

Vig = 2-62 Pujig = 905829 x 10°Pa  C,q = 1606.97 JKg ' K
Gas:

Vs = 138 Pocgas =0Pa Cpgo = 119251 Kg ' K

The C, parameter is required in this computation as the tem-
perature equilibrium model (6) (without mass transfer) is used.
Fig. 10 shows the equilibrium state obtained on a 2D grid com-
posed of 125 x 125 cells.

These results allow the determination of the numerical pressure
jump, (AP),,, ~ 14.9 Pa, which is to be compared to the Laplace’s

law, AP = ;% = B:10° — 14,6 Pa.

Therefore, the obtained pressure jump is in good agreement
with the exact solution, with an error of about 2.05%.

Water vapour volume faction
608

Oﬂel’ vapo i\/o‘ume acftion
w204 .00 08
9.9e-5 1

Fig. 14. Water vapour volume fraction and velocity vectors around the bubbles at
time t = 30 ms and water vapour volume fraction at time ¢t = 70 ms.

Fig. 13. Colour function at times t = 500 ms, t = 600 ms, t = 700 ms, ¢t = 800 ms, t = 900 ms and t = 1000 ms. New bubbles continue to rise as the first ones begin the
interact with the liquid—-vapour upper surface. The bottom of the box being a perfect surface, the new bubbles are created at different positions than the initial sites, meaning

that their position and size is selected by convection, conduction and capillarity.
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Fig. 15. A closed and adiabatic rectangular domain is considered. The lower half
domain is filled with liquid water and the upper half is filled with water vapour. A
temperature, To(t), is imposed at the bottom wall.

In order to check the method convergence, the same test has
been done with a finer grid (250 x 250). This time, the pressure
jump is 14.7 Pa, which corresponds to an error of about 0.68%.

2D illustrations

The aim of this section is to show capabilities of the model
when all physical effects present in System (21) are considered.

A closed and adiabatic rectangular domain (12 x 7 cm) in which
the lower half is filled with saturated liquid water and the upper

half is filled with saturated vapour is considered. Then, the behav-
iour of a boiling flow inside this domain is studied.

The surface tension coefficient is set to ¢ =73 x 10> Nm-!,
the contact angle is taken constant and equal to 0 = 45° and the
gravity acceleration is set to |g| = 9.81 m s~2. The fluid parameters
are the following:

Liquid water:

Pig = 2.62 Py = 905829 x 10°Pa  C,jy = 1606.97 J kg ' K

g = —1.150975 x 10°] 7, =0.6788 Wm ™' K
Water vapour:

Voap = 138 Paugp =0Pa Cyyqp = 119251 kg K

Qyap = 2.060759 x 10°]  Zyqp = 0.0249 Wm™' K

At start, the initial volume fraction of vapour is &, = 0.0001 in
the lower half domain and o4, = 0.9999 in the upper part. More-
over, the initial pressure and temperature are initialised with the
hydrostatic gravity profile with the constraint T = Tssr(P) in each
cell. A time dependent temperature, To(t), is imposed at the bottom
wall such as:

t i <
To(t) = {TWHT)AT, ift<t

59
Tsar + AT, ift>1 ( )

with T = 150 ms, Ts4r = 372.79 K and AT = 15 K. This smooth heat-
ing is set in order to avoid creation of a vapour film along the hot
surface and too strong pressure waves.

Fig. 16. Colour function at timest =0s,t =50 ms, t = 100 ms, t = 200 ms, t = 300 ms and t = 400 ms. The first instants show the creation of a vapour film. As a result of wall
effects a big elongated vapour bubble is created at the centre then breaks up into several bubbles. New bubbles appear at the bottom wall as a consequence of wall heating.
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The behaviour of boiling flows is studied through two sets of
initial conditions. First, three vapour bubbles are initially present
at the bottom of the box (Fig. 11). Second, the same case is consid-
ered without these bubbles (Fig. 15).

The implicit scheme (27) and low Mach pre-conditioning are
used with a mesh composed of 960 x 560 cells.

Boiling flow with vapour bubbles initially present

We consider the test case presented in the previous section
with three vapour bubbles (radius = 3 mm) initially present. The
volume fraction of vapour inside these bubbles is e = 0.9999
(Fig. 11). The computed colour function is shown in Figs. 12 and
13. The colour function is computed as detailed in Section ‘Surface
tension computation’.

The first instants show the three first bubbles moving toward
the surface due to buoyancy effects while, as the bottom wall of
the box is heated, water around begins to boil, creating a vapour
film. The boiling phenomenon appears as consequence of wall
heating effect that renders the liquid locally slightly overheated.
Indeed, the assumption made is that the liquid contains enough
impurities to not accept overheating, as pure liquids are able to
become metastable while real liquids are not. Therefore, using
the phase transition solver of Appendix B, after checking that the
liquid is not in stable state (Eqs. 63 and 64), the equilibrium state
is computed with System (66) and a mixed cell appears. From this
“nucleation cell site” and merging effects due to surface tension,
convection and inertia, new bubbles appear. Once created, theses
new bubbles begin to rise and, as there is now again liquid in

contact with the bottom wall, new bubbles appear behind them
and begin to grow.

It is worth to mention that the bottom wall of the box is a perfect
surface, exempt of cavities or special treatment except for uniform
temperature and constant contact angle. According to the velocity
profiles, the first bubbles seem to be created between the convec-
tive rolls, where the velocity is the lowest, as shown in Fig. 14.

These results tend to indicate that heterogeneous nucleation at
walls helps the boiling phenomenon but is not mandatory if the
liquid cannot remain metastable. In this case, each time a portion
of liquid is overheated, a nucleus is created. This nucleus grows
and merge with other nuclei to dynamically form bubbles. The flow
model does not need nucleation criterion, except rejection of meta-
stable states, which is commonly accepted with real liquids. The
phenomenon is then self-sustained and selects the number of bub-
bles and their sizes. To check pertinence of this scenario, we con-
sider, in the next section, the same test case but without vapour
bubbles initially present.

Boiling flow without vapour bubbles initially present

The same test case as previously is considered in the absence of
initial nucleation sites (Fig. 15). The colour function is shown in
Figs. 16 and 17.

The first instants show the creation of a vapour film. As a result
of surface tension, wall effects appear and a big elongated vapour
bubble is created at the centre. Then, convective effects created
by the first bubble combined with surface tension effects, create
new bubbles at the bottom wall. Once created, theses new bubbles

P
o

5
: ‘.’" .‘o ..

2
B

Fig. 17. Colour function at times t = 500 ms, t = 600 ms, t = 700 ms, t = 800 ms, t = 900 ms and t = 1000 ms. Newly created bubbles continue to rise as the first ones begin

to interact with the surface.
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begin to rise and, as there is now again liquid in contact with the
bottom wall, new ones appear behind them and begin to grow.

These results show that boiling phenomenon, and consequently
the associated flow model, may not require heterogeneous nucle-
ation. Moreover, qualitatively, the nucleation bubbles size selec-
tion as well as the way the bubbles rise are very similar to the
previous case, where nucleation sites are initially present, consol-
idating the previous observations.

Conclusion

As a first step towards the direct numerical simulation of nucle-
ate boiling flows, a thermal and mechanical equilibrium model has
been built. This model considers fluids compressibility, is hyper-
bolic and in agreement with the second law of thermodynamics.
Moreover, it has no restriction regarding interfacial density, pres-
sure ratios as well as flow speed. Extra physics (surface tension
Brackbill et al. (1992), gravity, heat conduction and phase change
Saurel et al. (2008) and Le Métayer et al. (2004)) has been added
to the model. Nevertheless, as boiling flows involve compressible
low Mach numbers conditions, a preconditioning method (Turkel,
1987; Guillard and Viozat, 1999) with an implicit scheme
(LeMartelot et al., 2013) has been adapted to the present model
to obtain accurate solutions.

The method has been validated against 1D steady sharp evapo-
ration front exact solution and a 2D static bubble case, showing
agreement with Laplace’s law.

Two-dimensional nucleate boiling flow simulations have been
addressed. The corresponding results show very good qualitative
behaviour as well as the ability of the method to deal with such
complex flows.

Acknowledgments

The first author has been partly supported by CNES and SAFRAN
Snecma, space Engines Division. Drs. S. Petitot and P. Boivin are
gratefully acknowledged. The authors would like to acknowledge
fruitful discussions and works with Drs. F. Petitpas and O. Le Metayer.

They also gratefully acknowledge the Referees for the perti-
nence and deepness of their analyses, that helped manuscript
improvement. This work has been carried out in the framework
of the Labex MEC (ANR-10-LABX-0092) and Ax+MIDEX Project
(ANR-11-iDEX-0001-02) funded by “Investissements d’Avenir”,
French Government program managed by the French National
Research Agency (ANR).

Appendix A. Heat conduction insertion in the reduced model

To insert conductive effects in System (6) a two-phase flow
model in total non-equilibrium is considered:

%i;+ul egrad (o) = fi(p; —p2),
%+div(a1plu1) =0,
6(a(§tu)‘ +div(ezpu@u+ap), =P Vo + AUy — ),
O(aaptE)l +div(a(pE +p)u+0q), = (P + q,) Vou + At (up — uq)
~ WP{(py ~py) +H(To ~Ty),  (60)
%eriv(oczpzuz) =0,
a(ocaptu)z +div(apueu+ap), =P Vop — A(uy —uy),
a(aéiE)z +div(o(pE +p)u+oq),

= (P + q,)Voz — 2uj(uz — uy) + UP;(py — pa) —H(T2 = T1).

The precise expressions for the interfacial variables P;,u; and
heat flux q; are useless as well as the precise expressions for the
various relaxation parameters (u (pressure relaxation), 4 (velocity
relaxation) and H (temperature relaxation)). Indeed, the limit
model when these relaxation effects are stiff is under interest. In
other words, an asymptotic analysis can be carried out in the limit
of stiff mechanical and thermal relaxation.

For each flow variable f an asymptotic expansion, f = f0 4 €f! is
considered. f° representing the equilibrium state and f! a small
perturbation. Furthermore, each relaxation coefficient (u, 4 and
H) is supposed stiff:

,uo s ;~0 HO
u_?.,ﬁ_?,H_? (61)
where € — 0

In this limit, the leading order system corresponds to the exten-

sion of System (6) with heat conduction effects:

Opyl . o
a + div(pY,u) =0,
o + div(pu) =0,
opu 62)
%+div(pu®u+P} =0,
E .. .
aaLt +div((pE + P)u) + div(q) = 0,

where q = —Acv_f and Jc = o141 + 0243, Ac represents the mixture
thermal conductivity, 4, represents the thermal conductivity of
phase k and T the temperature.

Appendix B. Phase transition solver

The diffuse interface model given by System (6) corresponds to
a multiphase description of a flow mixture evolving in mechanical
and thermal equilibrium but out of thermodynamic equilibrium.
Phase transition is handled through a stiff Gibbs free energies
relaxation solver. This solver is used everywhere inside the calcu-
lation domain as it considers pure liquid and pure gas existence as
well as liquid-gas mixture existence at interfaces, when phase
change is expected. However, if the thermodynamic equilibrium
state corresponds to total evaporation (pure vapour) or total con-
densation (pure liquid), the thermodynamic equilibrium relaxation
solver should not be used. Thus, we first check this condition.

In each cell, the saturation temperature, Tsar(P) is calculated
using the mixture pressure. Then, the saturated volumes of each
phase can be determined:

(“/nq -1 )Cy.liq Tsar

Z/liq.sat =

p + Poo.liq ’ (63)
(Vyap — 1)CopapTsar
Z/zzap,sat = —P .

These two volumes determine the saturation dome boundaries
for the pressure/temperature couple (P, Tssr(P)). Therefore, phase
change can only happen if

7/liq‘sat <v< 7/yap,sutv (64)

where v represents the mixture specific volume.

Thus, if this condition is fulfilled, it means that a two-phase
mixture is present. In this case, the thermodynamic equilibrium
condition,

gliq)l :gyap)p (65)

has to be fulfilled. If it is not, the state is unchanged.
If the computational cell contains a two-phase mixture, the cor-
responding algebraic system to solve reads:
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P = %igPg + %vap ygp OF alternatively v = % = YiiqVlig + Y vap Vvap,

€= Yliqeliq + Yvapevum

Tliq = Tuap = T7
Diig = Poap = P,
8liqg = Evap- (66)

In order to avoid numerical issues related to time integration of
stiff differential equations, when v (appearing in System (6)) tends
to infinity, the thermodynamic equilibrium state of (66) is deter-
mined by the method that follows.

The specific volumes and the internal energies of each phase are
expressed as functions of the pressure and temperature by (11)
and (14). Each parameter involved in these expressions
(V> Coks Pok» q) is calculated in order to fit the liquid-vapour
phase diagram, more precisely the corresponding saturation
curves. Details regarding the EOS parameters determination are
given in (Le Métayer et al., 2004; Saurel et al., 2008).

Denoting the relaxed state solution of System (66) by the super-
script ‘+’, the mass conservation constraint becomes,

YZq yliq(P ) + Y);)ap Zap(P*)

- Y;:qyliq(P) (1 Yl*xq) vap(P*) (67)
where v, (P") = v (P",T").
Constraints of pressures, temperatures and Gibbs free energies
equalities result in,
T"(P") = Tsar(P7). (68)
Therefore the specific volumes, z;, (P") and v,,,(P"), become
function of the pressure only. A first relation linking the liquid
mass fraction and the pressure is thus obtained,

v, (P7) — 0o
Y; %- (69)
M 00 (PY) = 03, (P7)

As the kinetic energy is constant, the mixture total energy def-
inition reads:

€ = y?iqel*iq(P*) + Y;ap vap(P*)
= Yiig€iig(P") + (1 = Yigg) €5 (P).

A second relation linking the liquid mass fraction and the pres-
sure is thus obtained,

_ €0 — yap (P " )
& (P) — Cyop(P)

(70)

Yig (71)

vap(
This relation can be also expressed as a function of the specific
enthalpies of the phases,

*

hvap(p*) (80 -P 1/0)
Noap(P") = g (P7)

vap

Yig = (72)

lig

where hy; and h,q, are linked by h,,,(P*) — hy,(P") = L,(P"),L,(P")
representing the latent heat of vapourization, which is a function
of the pressure.

From the previous mass fraction equations, a single function of
the pressure is obtained,

hZﬂP(P*) (eO -pP 1/0) _ Z/?/ap(P*) — Vo _
Hoyap(P") = higg (P") Uy (P") = 0 (P7) =0 (73)

Its solution is computed with the Newton method. Existence
and uniqueness of the solution when 0 < Y, < 1 has been proved
in (Allaire et al., 2007).

Once the relaxed pressure is determined, the remaining vari-
ables are easily computed with the preceding thermodynamic
relations.

Appendix C. HLLC Riemann solver derivatives
The HLLC approximate Riemann solver is recalled hereafter:

~ sign(Sy) M

1 St " «
Fir=5 szgn(SL)jL(UL -U) 2 (Up—Up)
Up)-

5 (FL+Fr) —

 sign(Se) > Uy

The flux vector derivatives are given by:

OFx 10F, S (0U; .\ . Su (90U —Up)
U, 200, eIy <8UL 1) SIgn(Sw) ( UL
Sx (OU,
+ 5ign(Sg) = 3 <8UL>’ (74)
OF 1 0Fg S, oU; Su (O(U, — U})
aUx 2 00, S80S0 7 a0, (Su) 5 < aUx
Se(, OU;
- sgn(s) 1 *a*u,) (75)
where
. 1 . .
U= [FL = S.UL — (0,0,p",Su.P")"], (76)
Sm -5t
* 1 * *
Up = [Fr — SeUr — (0,0,p", Su.P")], (77)
Su— Sk

ou;  (3t—Su= (0,09 SuP)T) (S —51) = (Fu =il = (0.0, Sup) )

ou, (Smu—S.)*

(78)
oU;  —a5((0.0.p" Su.p* Y (Su —S1) — (FL — SpU — (0,0,P*,Sy,.P") )”SM
oUg ™~ (S —S1)?

(79)
oU;  —30-((0,0,p" Sy.p* V) (Sw —Sk) —(FR—SRUR—(O,O,P*,SM.P*)T)gsT’f
ou, (S —Sp)?

(80)

)

oU; (56— Sk—8(0.0.p" Su.P")") (S —So) — (Fr—SeU = (0.0.P" Su.P)) 3

g~ (Sm—Sr)*

(81)

Using Relations (32) and (33), and P; = Py = P, two expressions
for P* are obtained:

P" =Fi(2) = 5.U1(2) — Sm(Fi(1) — S.UL(1)) (82)
and
P* = Fg(2) — SRUR(2) — Sm(Fr(1) — SgUR(1)). (83)

To have a more symmetric derivative, the following average
expression is used:
Fr(2) —SpUR(2)

—Su(Fr(1)—SrUr(1)) +F1(2)

2

=S.UL(2) = Su(Fi(1)

P=

(84)

Its derivatives read,

_SLUL(]))'
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OP"  1[oF,(2) T OF(1) T
aufi{ i -5,(0,0,1,0) —SM< 20, —SL(0,1,0,0)>
- (1) - SU(1) (85)
oP" 1 [0Fg(2) OFr(1)
au{i[ U _SR(O’O’LO)T_SM( 9Ug _SR(O’l’O’O)T>
~ (Fg — SrUg) gfj’”} (86)
The contact wave speed is given by,
s SkUr(2) = SiUL(2) — (Fr(2) — Fi(2)) (87)
M SxUR(T) — S UL(T) — (Fa(1) = Fy(1))”
Its derivative are given by,
a5y (B2 = 515562 (SeUn(1) = SiUL(1) = (Fa(1) ~ Fi(1)))
ouL (SkUR(1) — SLUL(1) — (Fr(1) — F1(1)))?
(SsUR(2) ~ SiULR) — (Fa(2) — Fu(2))) (%0 — 5, 2%0)
(SeUr(1) = SLUL(T) = (Fi(1) = Fi(1)))°
(88)
o5y (Se°55 — ) (SeUs(1) = SiUL(1) — (Fe(1) ~ Fu(1)))
OUg (SrUR(1) — SLUL() ( r(1) - FL(l)))
(StUR(2) - SLUL(2) — (Fa(2) — Fu(2))) (Se %2 — 250
(SeUr(1) — sLuL<> (Fr(1) - ()))2
(89)

These various derivatives require the knowledge of j—f,t and % .
They correspond to the Jacobian matrix of the considered System
which requires the derivatives of the mixture pressure.

The mixture pressure reads,

1
=3 (A1 + Ay — (Pt + Po2))

1
+ \/Z (A — A1 — (Pwz — Prc1))? + ArA, (90)

where A, = L)% (p(e — q) — Pooy).
Thus, the corresponding derivatives read,
0P _1 (oA oA,
ou  2\oU  aU
L[5 (% %) (Ao — A1 — (P — Poct)) + A1 5+ A2 2]

Vi — A1 — (P2 —Pot)? +AiA

)

(91)

) v.kp(yk(cm CU.Z) + Pcuz)

Wi
U (yk

_yk(yk B

Appendix D. Heat flux derivatives

The derivatives appearing in the heat conduction term read:

8qi,i+l/2 _ )veq,i)veq,iﬂ a_Ti_ Ti+1 - T 0 < /Leqlleq i+1 )
oU; %AX(Zeq‘i + )vgq1i+1) ou; %AX 8U eqz + Aeq i1
(93)
aqi.i+1/2 _ )xeq,i/leq.iﬂ 8T1‘+1 _ T1+1 - TI 0 ( ;eq x/leq i+1 )
8Ui+1 %AX()~eq,i + ;Leq.i+1) aUHl AX 8UlJrl eq i+ /Leq i+1
(94)
0Gii1)2 _ Jeqi-1/eq,i ali Ti—Tiy 0 < Jeqi-1/eqi )
8Ui %Ax(ieq,i—l + ;~eq,i) aui %AX (?Ui /«teq‘ifl + /leq.i ’
(95)
iy deqictteqi  OTian Ti—=Tiq 0 < Jegi—17eq; )
oU;_q %AX(Zeq,i,l + }qu.i) oUi_q %AX oU;_4 )-eq.i—l + leq,i '
(96)
with
T_pYi( = DG pYa(y, - DG
T=  PiPu T PiPn 7
a)Leq,i =) 8o‘l] 3%2
ou; — " au; ou;’ (98)
Wit aP;
. “H(Pi+ Poo1) — Yiq ot
i g2 (g, - 1)c,, (L0 =i
aU; (Pi + Pec1)
()J’xZ oP;
(Pl +P002) ylz()U
+T2{(y, — 1)Cya i, 99)
i 2 ) v.2 (Px + sz) (
where
Yik = PYi, (100)
Yik
80‘1_]{ _ 8,;7(
ou;  au;’
ac(i,k_(y ~1)C (T lj)ylxlk"'ytk()u)(P +Peck) = yikTig_l’z
au; — Tk (Pi+Poc)’ '
(101)

The pressure derivative, 2 5o 18 computed using Relation (91)

Appendix E. Surface and body forces derivatives

e The derivatives corresponding to the surface tension effects
are first considered:

1) vk( (JH (Cm - CU.Z)CU.Z) + P(Cm - Cv 2) (z;yl})

U - (ple—q) — Py) [

V(P — 1DCox <8pe 6pq>

PY1(Coa —Cya)+pCyrp \OU  OU
with
Vi = pYr
(pw?*  (pv)*
e = pE — -
pe=p ) 0

P4 = Y141 +Y24>.

¥1Co1 + Y2 Cv,z)

(92)

The curvature, kj, being taken constant in each cell, expres-

sion (45) is used to obtain the derivatives:

OVC) o OVCy_ 1 Ly oVCy_ 1 0Ch, o
8U,‘j ’ 8U,‘,1j 2AX3U,,1J7 (9U,‘+1j ZAX(?UHU‘
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ovCr 1 oy, ovC 1 och, (103)

Uy~ 2Dy Uy 0Us 28y 90Uy

The colour function being part of the unknown vector U, its
derivative is very simple.
e The derivatives corresponding to the gravity term read:

opg Opy
ou; — Couy’ (104)
Ip;g e u; _ opyu (105)

au;  Bau;

Variables p;; and p;u being part of the unknown vector U, their
derivatives are straightforward.
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