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Abstract. This paper aims at developing a new numerical coupled approach to compute solutions of a compressible
immiscible three-phase flow model with stiff source terms. The targeted applications involve flows with fast transient
and shock waves. Thus, a well-posed model with respect to the initial conditions that embarks an entropy inequality
is considered. A preliminary work on the underlying relaxation process of the model is conducted. Then the new
numerical scheme is presented and numerically tested.
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Introduction

This work tackles the simulation of steam explosions, which involve unsteady patterns including sudden
heat and mass exchanges between phases, and also shock waves. In our applications, steam explosion
occurs when a very high temperature liquid metal, called corium, meets liquid water (see [5]). The
contact between liquid water and corium vaporizes the liquid water into water vapour, and leads to the
fragmentation of the corium droplets into smaller ones, which accelerates the energy exchange between
the liquid metal and the water, and thus leads to an explosion. The fragmentation of droplets is driven
by relative velocities between liquid metal droplets and the water, see [25]. Thus, it is mandatory in
our applications that the considered model can take into account relative velocities. Therefore, we need
a compressible, three-phase flow model that includes heat and mass transfer, and relative velocities.
Hence, for our applications, the following specifications are necessary:

(C1) an entropy inequality holds for smooth solutions of the whole model,
(C2) shock relations are uniquely defined,

(C3) the model is at least hyperbolic or even symmetrisable so that the problem becomes well posed
with respect to initial conditions [43].

The model chosen for this work is the one introduced in [30]. This model can be seen as an extension to
the three-phase flow framework of the more classical Baer-Nunziato model [3] used in the two-phase
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flow framework (see [37] for a formal derivation). It must be emphasized that an extension of this
model to an undetermined number of phases has been proposed in [47].

Different numerical strategies exist in the literature for tackling hyperbolic models with stiff source
terms (see the review presented in [7]). Focusing on the two-phase flow framework, and more precisely
the Baer—Nunziato model, the literature regarding the simulation of this model mainly focuses on the
numerical treatment of the convective part of the model (which corresponds to zero source terms)
see for example [16, 56, 57, 58]. When the full model is considered (with non-zero source terms),
the numerical strategy mainly used up to now consists in computing first solutions of the convective
part of the model with an explicit solver, and then accounting for the ODE part of the model (source
terms) using an implicit method. In practice, the source terms are mainly treated with a fractional step
method, that treats successively the four relaxation processes (see among others [1, 17, 22, 33, 48, 49]).
However, as exhibited in [35], this method can have some stability issues when dealing with the full
model, including heat and mass transfer and velocity and pressure relaxation. Indeed, the full Baer—
Nunziato model embarks a complex set of source terms which creates a stiff non-linear system that can
be uneasy to solve. In [35], a more coupled strategy for treating the source terms, based on a better
understanding of the underlying ODE system is presented. It actually gives better results on coarse
grids and it enables to compute some cases where the fractional step approach fails. A somewhat
similar strategy has also been presented in [14], for the Baer—-Nunziato model without heat and mass
transfer.

Coming back to the three-phase flow framework, a first attempt to tackle steam explosion with the
model [30] has been carried out in [9]. However, the numerical schemes proposed in [9] occurred not
to be stable enough to compute numerical approximation of solutions of the full model. For steam
explosions, some assumptions on instantaneous equilibrium between phases were indeed mandatory
to compute numerical solutions. However, those assumptions (and especially the velocity equilibrium)
were too strong and inhibited the fragmentation of liquid metal droplets. As a consequence, the
maximum pressure values were two times smaller than the ones measured in [39].

Hence, as in the two-phase flow framework, taking into account the immiscible three-phase flow
model [30] is challenging, since twelve relaxation time scales associated with pressure, velocity, tem-
perature, Gibbs relaxation are introduced in model [30], and drive the solutions.

Going further on into details, each of those relaxation time scales spans a large interval. Moreover,
there is no systematic ordering of those time scales, and their values change drastically with respect
to time and space, mainly due to their conditioning by the statistical fractions and thermodynamic
coefficients (see Appendix B). Those time scales, associated with the source terms of the model,
generate a stiff non-linear coupled ODE’s system. In this paper we want to extend the method proposed
in [35] for the treatment of source terms of a two-phase flow model [3] to the considered three-phase
flow model [30].

The paper is organized as follows. The full model, including all closure laws, is first recalled in
Section 1, together with its main properties. Then, focus is given in Section 2 on the effective relaxation
process associated with source terms. Afterwards, Section 3 will detail the numerical approach which
relies on a two-step explicit /implicit method, where the convective part of the model is estimated first,
using an explicit scheme, while the second step takes all source terms into account in a linear-implicit
way. The explicit strategy in Step 1 enables to define a time step which in some sense guarantees an
optimal accuracy of fast waves. The linear-implicit algorithm proposed in Step 2 is derived from the
analysis conducted in Section 2, and its properties are given. This linear-implicit strategy is therefore
specific to model [30]. The last Section provides results of some numerical experiments, including a
numerical study of convergence with respect to the mesh size.
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A COUPLED SCHEME FOR A THREE-PHASE FLOW MODEL

1. The immiscible three-phase flow model [30]

We consider an immiscible, compressible, non-equilibrium, three-phase flow model. In the application
Section 4, phase 1 will correspond to a liquid metal, phase 2 to liquid water and phase 3 to water
vapour. First, as the model is assumed to be immiscible, we have the structural constraint:

alt+as+az=1. (1.1)

where V k € [1, 3], oy € ]0, 1] denote the statistical fractions of each phase. Moreover, since the model
is in full disequilibrium, each phase k € [1,3] is given a velocity Uy, a density px, a partial density
myp = agpk, a pressure P and a specific entropy si. The total energies are then defined as:

Ey, = pi(ex(Pr, pr) + UZ/2), (1.2)

where € (P, pr) denotes the internal energy of each phase k. The internal energy of phase k is related
to the pressure P, and density pj through an Equation of State (EoS). The vector of state variables
W reads:

W = (ag, a3, m1, miUy, a1 Er, ma, maUs, ag Bz, m3, m3Us, a3 E3)T . (1.3)
Then, the model reads (see [30]):
0
% V(W) - Vay, = SE(W) |
om
TV (U = SpV)
amyU, > 1.4
Trgkt P4V (mpUy © Uy + ax PI) + > Tu(W)Var = S/ (W), 14
I=1,I#k
OapFE 3 Ja
o+ Vo (@UBe+ P)) = 3 Ta(W)—0 = SEW)
I=1,1#k

where Z is the identity matrix. Moreover, V; and Ilj; respectively stand for the interfacial velocity
and the interfacial pressures. Those interfacial terms, alongside source terms S& (W), SI(W), S{ (W)
and SF(W), have to be specified in order to close the model. To do so, the total entropy n(W) paired
with its entropy-flux F, (W), are introduced:

{77 = mys1(P1, p1) + masa( Py, p2) + mass(Ps, p3) , (1.5)

Fy = mqUysi (P, p1) + maUssa (P, p2) + maUsss (P, p3) .

Definitions of the phasic temperature T}, the phasic Gibbs free energy puy, the phasic enthalpy h; and
the phasic speed of sound ¢;, are also recalled:

1 Op, (sk(Prs pr))l

1 1.6

T Op, (e(Pr, o)), (16)

i = hy — TSk (1.7)
P,

hi, = e (Py, pi) + — (1.8)
Pr

¢i. Op, (5k(Pis pi))| ,, + Oy, (55 (Prs i)l p, = 0 (1.9)

The strategy for closing the model is to ensure that it respects the following mathematical properties:
hyperbolicity of the convective part (i.e. supposing S¢ = ST = SY = SF = 0.) (C3), uniqueness of
jump relations (C2), and compliance with an entropy inequality for the mixture for smooth solutions
of the model (C1).
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We briefly recall now the modeling strategy introduced in [30], which is grounded on the one
introduced for the two-phase flow framework in [15]. First of all, the following form of the interfacial
velocity V5 is assumed, as a convex combination of phasic velocities Uy:

VIW) = Be(W)Us (1.10)
K

(where W stands for the state variable and the [i(W) are positive functions that remain to be
prescribed), which is a priori meaningful since it is Galilean invariant when: Y, 8;(W) = 1. This form
is also expected from a phenomenological point of view.

Then, the entropy inequality for the mixture (C1) enables to exhibit a wunique set of interfacial
pressures 1, ;, which only depend on the 55 (W) (see Appendix G in [30]).

Enforcing the entropy inequality (C1) allows to propose a class of admissible source terms S(W) (de-
pending on the local state variable W). The latter source terms require physically relevant relaxation
time scales, to be found in the two-phase flow literature.

Eventually, it only remains to propose a suitable form of functions S (W) in order to comply with
condition (C2).

In the general case, jump conditions are not uniquely defined when some non-conservative products
occur (see for instance [18] for an introduction to hyperbolic systems without conservative form). It is
for example the case for turbulent compressible models using second-moment closures see [2] and [4].
However, in certain cases, field by field jump conditions may be uniquely defined when non-conservative
products are not active in Genuinely Non Linear (GNL) fields.

Focusing first on the two-phase flow framework and Baer—Nunziato like models, the interfacial
velocity Vr remains to be defined. Enforcing the Linearly Degenerate (LD) structure for the field
associated with the eigenvalue A = V; ensures that the non-conservative products are well defined
through each field. This was discussed in [15] and later on in [29] (for the barotropic case). Moreover,
if the choice of V; does not comply with the LD structure for A = Vy, jump conditions may be no
longer unique (see [28, Figure 8.3 p. 136] for numerical drawbacks). Suitable forms for Sy (W) are:

d kP
BW)==— —
iy dicupy
with 37_, dp = 1 and dy € {0,1/2,1}, see [15]. [28] extends this to di € [0,1], with d; constant. More
complex possibilities are given in [31].
This extends to the three-phase flow framework. For model [30], the corresponding suitable forms
are [34]:

(1.11)

V; = U, (1.12)
for k € {1,2,3}, or:
3
_ U
Y, = M (1.13)
D k=1 "Mk
In the sequel we choose:
Vi=U; (1.14)

in order to compare results with [9]. This choice of interfacial velocity is also motivated by the fact
that, in our applications, phase 1 corresponds to the dispersed phase, following the former idea of [3].

The choice (1.14) leads to the following unique interfacial pressure definition, owing to the entropy
inequality (see Appendix G in [30]):

(1.15)
IT3 = 131 = II39 = P5.

Before closing the source terms, let us recall some properties of the convective part of the model in
a one dimensional framework.

{Hu =1y =1ls = P»,
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Reminding that system (1.4) is invariant under frame rotation, we introduce a unit vector 7 in R3
and define x,, =z -n n for k € [[1, 3]:

wk:Uk-n (1.16)
fo=Fn-n (1.17)

Getting rid of transverse variations and considering zero source terms, we end up with the following
system in the one dimensional framework:

oo
87tk + w10, 00, =0,
om
T O (my) =0,
0 - 1.18
n"g;wk + O, (M, wi + apPy) + Z I (W), 0 =0 ( )
I=1,1%k
oo FE 3 Do
gt k4 Or,, (awi(Ey + Pg)) — Z Hkl(W)E)itl —0.
I=1,1#k

Then, according to [30, 32], this sub-system has the following property:
Property 1 (Convective part of the three-phase flow model in a 1D framework). If V k € [1, 3], ax

stay in 10, 1] and |wg, — wi| # ¢k, then:
o System (1.18) is symmetrizable and its associated eigenvalues are:
A123(W,n) = wi, A (W, n) = wa, As(Win) = ws,

1.19
Xe7(W,n) =wi £e1, Ago(W,n) =ws £ca, Aip11(W,n) =w3zEec3 . (1.19)

e Fields associated with A\, (k = 6 — 11) are GNL. Other fields are LD. Riemann invariants
within each wave can be found in [30, Appendices B and EJ.

e Jump relations associated with system (1.18) are unique (see [30, Appendix C]).

o Smooth solutions of (1.18) satisfy:
O+ Oz, frp =0 (1.20)

Property 1 can be extended to a three-dimensional framework, see [30] and [9].

Remark 1.1. In our nuclear applications, condition |wy — wi| # ¢ is always checked in each cell
and at each time step, and it has never been violated yet. However, there is no theoretical proof that
ensures that it could never happen, even in the one-dimensional two-phase flow framework.

Then, coming back to the three-dimensional framework and therefore system (1.4), source terms
have to be closed. The strategy for closing those terms is to select a form so that smooth solutions of
system (1.4) comply with the entropy inequality:

o+ V- F, >0. (1.21)
We define V}; and Hy,; as:
U, + U,
Vi = k‘; L (1.22)
Uy - U
Hy = ’“2 L (1.23)
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It may be checked that the following closure laws for drag effects, mass transfer, heat transfer and
pressure relaxation:

Vkell,3]:
3
Si= Y KuW)(P,—h), (1.24)
1=1,1#k
’ me Pk
Si=Y_ Au(W) (— ) : (1.25)
1=1,l#k T T
: & ok
S](g] = Z dkl(W)(Ul - Uk) + Z VklAkl(W) (T — T) s (1'26)
I1=1,1£k 1=1,l#k ! k
° : ’ I
Slf = Z le(W)(Tl - Tk:) + Z Vit - (Ul - Uk)dkl(W) + Z HklAkl(W) <T — T) ) (1'27)
I=1,l#k 1=1,l#k I1=1,l#k l k

comply with inequality (1.21). These closures are the straightforward counterpart of two-phase closure
laws.

Considering strictly positive ay values, the strictly positive functions Ky (W), Agi (W), di (W) and
qri (W) are defined as:

182187

Kp(W) = Porl (W) (1.28)
Aa(W) = +nTZk)?JT,QZ(W) , (1.29)
W) = G ) (30
(W) = i1 O Coy (1.31)

(myCoy, + myCo))TH(W)

Quantities Cy, denote the specific heat capacities at constant volume. Py is a positive reference
pressure, I'g is a positive reference fraction of %.

For each phasic connection k — I, 75, (W), 7/(W), 7L(W) and 75 (W) are the symmetric strictly
positive relaxation time scales related to the return to equilibrium of the associated thermodynamic
quantity between phase k and [. Closure laws for the relaxation time scales can be found in the two-
phase flow literature, see among others [10, 23| for the pressure, [40] for the velocity, [54] for the
temperature and [6] for mass transfer.

No assumption about these strictly positive time scales is imposed, either when studying the overall
relaxation process, or when constructing the numerical scheme for processing the source terms.

The previous closing strategy is detailed in [30] and has been used for other multiphase flow models,
see among others [15, 34, 38, 53] for two-phase and three-phase flow models. Other closure strategies
for the two-phase flow framework exist in the literature, see among others : [19, 24, 26, 42, 47, 50].

Restricting to our application framework -steam explosion-, where phase 1 is supposed to be a liquid
metal, no phase change between phase 1 and phase 2 (liquid water) or 3 (water vapour) can occur
physically, which implies:

App(W) =A13(W)=0. (1.32)
Moreover, we define:
Vike[L,3], gn="1%. (1.33)
Ty
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A COUPLED SCHEME FOR A THREE-PHASE FLOW MODEL

Then, we suppose in Section 2 the following;:
VEke [1,3]] , VU e {ak,Pk,Uk,mkUk,akEk} , VU =0, (1.34)

and we set:
V (k1) € [1,3]*, ¥V & € {Uk, Pe, Tho g}, AP = p, — Py (1.35)

2. Relaxation process in the model

In the sequel, the emphasis will be on the notion of effective relaxation defined as follows.

Consider a system of ODEs:
dy
&2 — Ry, 2.1
7 (2.1)
where Y is in R” and R an invertible matrix in M, (R). If the real parts of all eigenvalues of matrix
R remain positive, then the relaxation of system (2.1) will be said to be effective.

The aim of this Section is to give conditions that stand true when the relaxation is effective.
Owing to (1.34) and (1.32) system (1.4) reduces to an ODE system:

P 3
%: > Ku(W)APy ,
I=11#k
8mk 3
=5 =~ > Au(W)Agr
I=1,1#k
omiUp 3 3
o = S du(W)AUw — > V(W) Agy (2.2)
I=11#k I=1,1#k
O By, 23: day
- (W) —-
ot =TTk ot
3 3 3
== > quW)ATw — > Vadu(W)AUy — > HuAu(W)Agr -
I=11#k I=11#k I=11#k

Considering hypothesis (1.32), and using the definition of Vi, of Hy, of the sound speed ¢ and
of the Gibbs free energy pug, then, for each phase k € [1,3], equations of evolution of velocity Uy,
pressure Py, temperature T} and fraction g can be derived from system (2.2). Therefore, governing
equations of the gaps: AUjo, AU1s, AP1o, AP13, AT1s, ATi3, Agag can be obtained. Those equations
can be rewritten as one equation of evolution of the quantity:

A" = (AUiz, AUss, APra, APi3, AT1o, ATis, Aga3)T € R”. (2.3)
The equation of evolution associated with A" reads as:
O (A™) = —R"ea= (W) A" | (2.4)
where the non symmetric matrix R™%* in M7 (R) takes the form:
Ryy 0
Rrelaw _ < ) ’ 2.5
RU Rthermo ( )

where Ry € M2(R), Rinermo € M5(R) and Ry € M5 2(R).

All coefficients of R™* can be found in Appendix B.

The velocity relaxation process has a peculiar role in the global relaxation process. A similar result
has been found in the framework of a two-phase flow model, see [35].
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Alongside equation (2.4), when considering hypothesis (1.32) and (1.34), the following conservation
laws can be deduced from system (2.2):

0 (1) = (2.6)
O (mg + m3) 0 (2.7)
O (m1Uy + maUs +m3Us) =0 (2.8)
Ot (1 By + s B + agE3) =0 (2.9)

Hence, we have four stationary constraints (2.6), (2.7), (2.8), (2.9), plus seven unsteady equations
embedded in (2.4).
From equation (2.4), effective relaxation conditions can be obtained for model (1.4).

Property 2 (Necessary conditions for effective relaxation of the three-phase flow model).
e The velocity relaxation process occurs when and only when the non-symmetric velocity relaz-
ation matrix is positive definite:

tr(Ryy) >0, (2.10)
det(RUU) >0. (2.11)

o We note, fori € [1,5], A; the real or complex conjugate eigenvalues of Rinermo- If the thermo-
dynamic relazation process is effective, then we have:

Y1 = tr(Rehermo) > 0, (2.12)

o= XA >0, (2.13)
1<j

S3= Y Al >0, (2.14)
1<j<k

S ANMA >0, (2.15)

1<j<k<l

Y5 = det(Rinermo) > 0 (2.16)

Proof. The proof reads as follows:
First item of Property 2:

(i) if the velocity relaxation occurs, then the real parts of the two eigenvalues /1 and ls of matrix
Ry are strictly positive. Then, the two conditions (2.10) and (2.11) are easily verified.

(ii) Moreover, if conditions (2.10) and (2.11) are verified, it is trivial that both real parts of {; and
lo are positive.

Besides, if mass transfer between phase 2 and 3 is neglected, i.e. Aoz = 0, conditions (2.10) and (2.11)
always stand true, since dg; > 0 and tr(Ryy) and det(Ryy) read:
1 1 1
tr(Ryy) = — (di2 + di13) + —(d12 + da3) + —(d13 + da3) > 0
mi mo ms

1 1 1
det(Ryy) = + + (di2di3 + dy2da3 + dizdaz) > 0
mi1Mms9 mims moms
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If the thermodynamic relaxation process is effective, then the real part of the five eigenvalues of
Rihermos Ni, @ € [1,5] is positive. The five coefficients X1, Y9, 33, 34 and X5 write:

Si=MF At A+ A+ A5,
Yo = AA2+ AA3+ A1 A+ A1 A5 4+ Aadg + Aadg + Agds + Ashg 4+ AsAs + Aghs
X3 = A A2A3 + A Aoy + A Ao A5 + AA3AL + A1 A3A5 + A1 Auds + A2 A3y + A2 A3 s
4+ Ao A5 + A3\ A5
Y4 = A3 A5 + AA3 A5 + A1 Ao A A5 + A1 Ao A3 A5 + A A3y,
Y5 = A A2 A3 A5 .
As Rinermo lies in M5(R), three cases can occur:

Case 1. All of the eigenvalues of Ripermo are real. Then, if all eigenvalues of Ripermo are positive, all
coefficients 3, n € [1,5] are trivially positive.

Case 2. One eigenvalue of Ripermo 1S real (let’s call it A1) and the other four are complex and form
two pairs of complex conjugate (A3 = Ay and A5 = A\4). Thus, coefficients X,,, n € [1,5] write as:

Y1 =M+ 2Re(A2) + 2Re(\g) (2.17)
Yo = 20 Re(A2) + 22 Re(My) + 49%e(X2)Re(Ag) + | A2 + [ \a]? (2.18)
Mg = A1 (Aol + [Aaf?) + 4\ Re(ho)Re(A) + 2o Re(Aa) + 2N [Re(Xo) , (2.19)
Ny = 201 (Re(An)daf? + Re(Aa) Maf?) + ol Aaf? (2.20)
5 = A Ao 2 M2 . (2.21)

If all the real parts of the eigenvalues of Ripermo are strictly positive, one can easily check from the
previous notations that:

Vnel[l,5], %X,>0 (2.22)

Case 3. Three eigenvalues of Ripermo are real: A1, A2 and A3. The remaining two are complex conjugate
A5 = A4. Thus, coefficients %,,, n € [1,5] write:

1= A1+ Ao+ Az + 2Re(\q) (2.23)
Yo = (A2 + AA3 + Aadz) + 2 (A1 + Ao + A3) Re( M) + | \)? (2.24)
Y3 = AA2Az + 2 (A1 de + Az 4+ Aadz) Re(Ag) + (M1 + X + A3) [\af? (2.25)
Y4 = 2201 20030 e(\g) + (A1 A2 + A Az + Aads) [Aa]? (2.26)
Y5 = A AaAz|\g)? . (2.27)

If all the real parts of the eigenvalues of Ripermo are strictly positive, we can once again easily check
from the previous notations that:

Vnel[l,5], X,>0 (2.28)
[

Remark 2.1.

(i) Necessary conditions of effective relaxation (2.12), (2.13), (2.14), (2.15), (2.16) cannot be
proved to always stand true for any EoS. They have therefore to be numerically tested. The
counterpart of Property 2 has been exhibited in the framework of an immiscible two-phase
flow model in [35]. In the latter reference, a detailed analysis of relaxation conditions is added
when restricting to stiffened gases EoS for each phase.
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(ii) The inner relaxation process has also been studied in [36], considering the hybrid two-phase
flow model [38].

3. Numerical scheme

This parts aims at building a numerical strategy for computing approximate solutions of system (1.4).
The overall strategy is close to the one detailed in [9]. However, the scheme proposed in the sequel
differs in its treatment of the source terms.

First, let’s recall the global numerical approach presented in [9] for the current model, but also used
n [17, 33|, among others, for a two-phase flow framework. This strategy consists in two steps:

e Compute an approximate solution of the following subsystem associated with the convective
part of the model:

Oay,

Ik W) - -0

ot +V]( ) Vay ,

omy,

W—FV (mkUk)—O,

omyU 3 3.1

ngjf k+V (mkUk®Uk+akPkI + Z Hkl Val:O, ( )
I=1,1#k

da,E 3 3

aakt i + V- (OzkEkUk +04kPkUk Z ({;;l =0,
—Litk

using an ezplicit Riemman solver adapted for non-conservative products. This first step fully
determines the time step At. Details of this step can be found in [9].

e Then, solve with a linear-implicit scheme (on a time step At) the stiff system (2.2). It is the
counterpart of (1.4) without the convective terms. In [9], this step is conducted with a fractional
step approach, which decouples all relaxation effects for velocity, pressure, temperature, Gibbs
free energy. The new approach proposed here follows the same strategy as the one in [35] in
the framework of an immiscible two-phase flow model [3].

To begin with, as in [35], we take advantage of the block triangular structure of R7¢%®, Indeed, as the
velocity relaxation is less coupled with the other relaxation effects, we choose to treat it beforehand
with the same method as the one presented in [9] and recalled in Appendix C.

In the sequel, in order to ease notations, the instant right after the velocity relaxation will be
referred as t™.

Then, (2.2) becomes:
Oa
Btk Z Ku(W)APy ,
I=1,1£k
8mk 3
51 = > Au(W)Ag
I=1 l;ék (32)
omiU '
; b o Z Vi Ak (W) Agp
I=1,1£k
80ékEk 3 3
5 > (W 8t = Z ar(W)ATy — > HyAu(W)Agy .
I=1,1#k I=1,1#k I=11#k
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We also have the conservation law of the sum of the total energies (2.9).
From system (3.2), one can obtain:

U2
my O ( 5 ) =—Uc > (Vi = Ur) Ay(W)Agy - (3.3)
1%k
Thus, using (1.22), we have:
1
Oy <2mkU,§> ==Y Hulu(W)Agy - (3.4)
1#k
Therefore, from (3.2), we get:
804[ 3
(mrer) Z (W)= = - > au(W)AT, . (3.5)
I=1,l#k 1=1,l#k

Then, a conservation law for the sum of the internal energies €, weighted by the partial densities

my, can be deduced and reads:
3
Oy (Z mkek> =0. (3.6)
k=1

We also recall that the immiscible constraint (1.1) always stands true and can be seen as a stationary
constraint:

Oy (Ozl + a9 + 043) =0. (3.7)
Next, as in the previous part, an evolution equation of the quantity:
Athermo = (AP12, AP13, ATio, AT13, Ago3)T (3-8)
is constructed from (3.2):
815 (Athermo) - _RthermoAthermo 5 (39>

where Ripermo is the sub-matrix of R7%® ¢  M;(R) arising in (2.5). We recall that coefficients of
matrix R"¢/%* are given in Appendix B. Alongside (3.9) and still considering (3.6), (2.6), (2.7) and (1.1),
the following can also be obtained from (3.2):

6t (mlUl) =0 (3.10)
Oy (mQUQ + mgUg) =0 (3.11)

To summarize, we end up with eleven unknowns, six steady constraints (2.9), (3.6), (2.6), (2.7), (3.10),
(3.11) and the set of ODEs (3.9) Eventually, the new algorithm writes as:

Algorithm: (Coupled P-T-g algorithm)

Step 1: Estimate the evolution of Aypermo through (3.9) by using an Euler implicit scheme with
Rinermo frozen at time t™:

AL (T AURD, ) AT . (3.12)

thermo thermo

Step 2: Setting: Mn = m% + mj%, compute the partial densities at time t"*!:
it = i
M
1
my ! = = n
(Mn=m3) oy (
my p

n+l _ ar n+1
ms" = My, —m,

gy Y (3.13)

1+ At)

Thus complying with the steady constraints (2.6), (2.7).
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Step 3: Write:

Step 4: Update local variables

P§1+1 — P1n+1 _ Apln2+l , ( )
Pyl =PI - AP (3.15)
Tt =1yt — AT (3.16)
(3.17)
(3.18)

n+1 _ pn+1 n+1
T3 =T = AT,

and note, with help of (3.6):
3

3
En = (mper)™ = (mype)™ . (3.19)
k=1

k=1

Then, find P! and T7"*! in the admissible range, solutions of the implicit non-linear system
composed of the discrete counterpart of (3.6):

i e (P, TP 4 e (P, ) i Heg(PPHL TP = €0, (320)
and the discrete counterpart of (1.1):
1 1 1
it my mi T ~1. (3.21)

+ -

n—+1 n+1 n+1 n-+1 n+1 n-+1

pr(PITTYT) (P I5T)  ps (P T

n+1 n—+1 n+1 n—+1 n+1 n+1 n+1,

Py P T TR o, ag, a T
n+1l _ pn+l n+1

(3.22)
Pyt = pptl _ APRFL (3.23)
(3.24)
(3.25)

Tt =1t - AT 3.24
Tt =1t — AT 3.25
mn+1
ittt = 1 , (3.26)
1 (P{H-lv T1n+1)
n+1
aptl = 2 : (3.27)
2 p2<P2n+17T2n+1)
+1 +1 +1 mg“
agTi=1—-af" —ayT = . (3.28)
’ ! ? ps(PyTh, T3t
Step 5: Then, setting: I'og = AgzAgoz, compute U;‘H and U3nJrl as solutions of:
Fn+1
(maUsp)" L — (mpUy)"™ = At%(USH + U??H) ’
(3.29)
FSZ;H n+1 n+1
(m3Us)" " — (maUs)"™ = A= (U +UST)
Step 6: Update the total energies as (using conservation law (2.9)):
1
(OQEQ)"—H — mg+1€2(P2n+l’ T2n+1) + 5WLgtJrl(UQnJrl)Q ’
1
(agEg)n+1 — m§+163(P§L+1, T?:’L—‘rl) + 7mg+1(U§1+1)2 ’ (3.30)

2
(alEl)"+1 = (alEl)n =+ (OLQEQ)” + (053E3)n — (OégEg)n—H — (053E3)n+1 .
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Property 3 (The Coupled P-T-g algorithm).

o If the discrete relaxation process is effective over time, then the principal minors ¥; ;i € [1,5]
of matriz Ripermo are positive at each instant and at every point.

e For a mixture of three perfect gases (EoS), solutions of (3.20) and (3.21) exist and are unique
inside their definition domain. Moreover, (3.21) ensures that, for k € [1,3], ay stays in ]0,1][.

The proof is similar to the one given in [35]. We briefly recall the main guidelines:

Proof.

e The first item is the discrete counterpart of Property 2. Indeed, if the thermodynamic relaxation
is effective at time t", then the real parts of the eigenvalues of R are positive and
therefore, (3.12) ensures a contraction of A¢permeo-

n
thermo

e Consider a mixture of three perfect gases, k € {1, 3}:

Py = pe(ve — Dex (3.31)
Co T = €, - (3.32)
Thus equation (3.20) degenerates into:
M O T 4+ my O (I — AT 4+ mp O (I — AT =60, (333)
which can be solved directly and gives a positive Tf“.
Then, a classical function analysis of (3.21) shows that there exists a unique solution of P+
which lays inside its definition domain. |

Remark 3.1. The first item of Property 3 can be seen as a way to numerically check if the relaxation
process is effective or not in a test case at any time and everywhere. Indeed, coefficients 3;, for i € [1,5]
correspond to the coefficients of the characteristic polynomial of Ripermo:

Ps(\) = X% — 20 4 3003 — B30% 4 540 — 55, (3.34)
and thus can be identified to the principal minors of Ripermo. Those quantities ¥; ¢ € [1,5] can

be calculated directly from Ripermo. In practice, we use Mazima [45], a computer algebra system to
compute ¥; , i € [1,5].

4. Numerical Results

This part can be broken down into two main subsections. The first one aims at testing only the
new algorithm presented above for treating the thermodynamic part of the source terms. The second
part seeks to evaluate the new algorithm (coupled with the velocity relaxation algorithm described in
Appendix C and the convective solver from [9]) against an experimental test case of a vapour explosion
referred as KROTOS 44 [39]. Numerical results of this test case will also be compared to [9], where a
similar numerical simulation is conducted.

4.1. The homogeneous case

In this subsection, we consider a flow, such that:
VEke[l1,3], Ug,=0, (4.1)
VEke [[1,3]], VU, € {ak, Py, Ty, OékEk}, VU = 0. (4.2)
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It corresponds to a zero-dimensional flow where only the thermodynamic relaxation process takes
place.
Then we choose:

0(,.0\2 0(,.0\2 0(,.0\2 0/,.0\2 0(,.0\2 0(,.0\2
pilc polc pi(c ps3(c polc ps3(c
730:@(1)048< 1(01) + 2202) >+a?a§< iol) + 3(5’) >+agag( 2(0[02) + 3(5’)>
' (4.3)

as 2 as
€9 €2 €3 €3

O =[S (nCu + (24 259) ) + (e + (24 &5 )|

0 ‘m?) (72 ’1)2+ T20 + Cv2T2D +m2 73 v3 + T?(’) + CU3T§)

All relaxation time scales are supposed to be constant in this sub-section. Moreover, they are taken
to be equal on each phasic link:

VU EPT: mh=Tp=Tog=1", (4.4)
and
Tog =T (4.5)

The values of the relaxation time scales which will be used in the numerical simulation are given in
Appendix A.
For all numerical simulations we will use stiffened gas FEoS within each phase:

Py + vy = pr(ye — 1)(er — €0k) (4.6)

The EoS coefficients are also given in Appendix A.

Eventually, we refer the reader to Appendix A regarding the initial conditions of the numerical test
cases. Two test cases are computed. The only difference between case A and case B is the value of the
pressure relaxation time scale.

Figures 4.1, 4.2, 4.3 and 4.4 show that the effective relaxation time scale of the global system is
significantly larger than the biggest relaxation time scale among 77, 77, 7™ which is 10~2s here.
A similar behaviour has already been pointed out for a two-phase flow model in [35] and a detailed
analysis is proposed in Appendix A of [41] for a two-phase flow model without mass transfer. Moreover,
even for a coarse time step, the method captures rather well the behaviour of the solution for both
cases. Figures 4.1 and 4.3 show the impact of the choice of the pressure relaxation time scale on the
behaviour of the solution. Indeed, in case A, the pressure relaxation time scale is 1000 times larger
than the one used in case B, therefore, bigger discrepancies between phasic pressure profiles in case A
than in case B are expected. However the magnitude of this change cannot be a priori estimated. Up
to the authors, it advocates to avoid making strong assumptions on the relaxation time scales, when
aiming at a fair representation of the transient regime.

We emphasize that the fractional step algorithm presented in [9] is not stable enough to compute
solutions of test case A.

Eventually, a convergence test is presented in Figure 4.5. As no analytical solution of system (3.2)
can be exhibited, the solution is compared to a refined computation, with a time step dt., = 10~s
for a simulation of 10s. The error of a quantity x, E(dt,t = tyransient) i thus defined as:

t=t i — t=t ;
Eﬁ(dt, + = ttransient) _ |/€dt( transzent)_ Hdtw( transzent”’ (47)
Rdt (t - ttransient)

with Kgt(t = tiransient) the value of k at time t = tyransient computed with the numerical scheme
presented in Section 3 using a time step dt. Figure 4.5 shows that a convergence rate close to 1 is
retrieved.
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FIGURE 4.1. Pressure evolution for case A (77 = 107%s, 77 = 10735 and 7 = 10725)

computed with two different time step sizes: At = 107%s and At = 10735 (dashed
lines).
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1072s) computed with two different time step sizes: At = 1078s and At = 1073s
(dashed lines).

FIGURE 4.2. Temperature evolution for case A (7 = 107%s, 77 = 10735 and 7" =
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FIGURE 4.3. Pressure evolution for case B (77 = 107%s, 77 = 10735 and 7 = 10~ 2s)
computed with two different time step sizes: At = 107%s and At = 10735 (dashed
lines).
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FIGURE 4.4. Temperature evolution for case B (7 = 1078s, 77 = 10735 and 7™ =
1072s) computed with two different time step sizes: At = 1078s and At = 1073s
(dashed lines).
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F1GURE 4.5. Convergence curve on the pressure P; in case A.

4.2. Application to KROTOS 44 set up [39]

This Section aims at simulating a KROTOS 44 type set up. The set up consists in a one dimension
shock tube in water where droplets of liquid corium (phase 1) interact with liquid water (phase 2) and
water vapour (phase 3), as shown in Figure 4.6.

0 o (@) =)

< N ~ <«

[\l [a\] [a\] [a\]

[ I I I

8 8 8 8

wi #wl N @
/] : | B J{ﬂ?}?" AR5 l

| W Y ) | |
; : :;{.@% iﬁ&?%‘?@ ! ! ¢ X
=0 20 215 2.85 3.23 3.75
High pressure Low pressure

FIGURE 4.6. Scheme of the KROTOS-like shock tube

First, at time ¢ = 0, velocities are supposed to be null:
VvV e€l0.0,3.75], VEke[1,3], Ug(x,t=0)=0 (4.8)
Moreover, at time ¢ = 0, pressures are initialized in the high pressure chamber, see Figure 4.6, as:
Vze€l0.0,2.0], Vke[l1,3], Pg(z,t=0)=150bar (4.9)
whereas in the low pressure chamber, they are set as:
Vxel20,3.75], Vke[l,3], Pg(z,t=0)=1bar (4.10)

Introducing €y, = 1075, the initial conditions are given in Table 4.1:
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TABLE 4.1. Initial conditions of the numerical experiment

Abscissa interval (m) aq Qg as T (K) | Tx (K) | T3 (K)
High pressure: x € [0.0,2.0] | €1im 1 — 2¢im €lim 1000 1000 1000
Pure liquid: = € 12.0,2.15] | €um 1 — 2€1im €lim 363 363 363
Interaction: x € ]2.15,2.85] | 0.026 0.884 0.09 2500 363 1000

Plug: = € ]2.85, 3.23] €lim | 0.835 - €im 0.165 363 363 363
Cover gas: x € 13.23,3.75] | €1im €lim 1—2€m | 363 363 700

Besides, four numerical probes are set up:

e 5 is placed at the beginning of the pure liquid zone: x = 2.05m,
e S5 is located at the beginning of the interaction zone: x = 2.20 m,
e S3 is situated at one third of the interaction zone: x = 2.40 m,

e S, is positioned at two third of the interaction zone: £ = 2.60 m.

Before going further on, as in [35], we need to introduce an evolution equation of the interfacial
area A; for liquid corium droplets: 6
o1
./41 — Dil
where D; stands for the diameter of the corium droplets, which is initialized along the tube at time
t =0 as: D; = 15mm. Indeed, as shown physically in [25] and numerically in [9, 13, 35], taking into
account droplet atomization is crucial in order to predict well the energy transfer between phases and
therefore to have numerical solutions close to the experimental data. The equation of evolution of the
interfacial area (see Appendix D) and its numerical treatment are taken from [8].
We now need to specify for (k,1) € [1,3] ,I > k the form of the relaxation time scales 75, 7, 7
and 7/}. On each phasic connection, their form is:

(4.11)

e Velocity relaxation time scales:

1 1 0.75Cd12 (m1 + mQ)HUl — UQH ]
B oD ’ (412
i _ i _ 0.750d13(m1 + mg)HU1 — U3H ) (4.13)
Y p1D1 ' '
i _ i _ 0.75Cd23 (mz + mg)HUQ — U3|| (4 14)
o T p3D3 ’ '

This expression of TkUl is derived from the Stokes formula [40]. Cy,, = 24/Rey; is the drag
coefficient. The Reynolds number Rey; is defined as:

D4 ||U; — U-
R612 = P2 1” 1 2” (415)
M2
D _
Reyy = 232110 = Us| (4.16)
M3
Ds||Uy — U:
2
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Dy and Ds3 are the diameter of the corium droplets and the vapour droplets respectively. The
diameter of the corium droplet is obtained through an interfacial area equation whereas the
liquid vapour one is supposed constant: D3 = 15 mm.

e Pressure relaxation time scales:

1 1 3
5 = 5 = : (4.18)
PoTia PoTay AT g
1 1 3
5 = 5 = ; (4.19)
7)07'13 7)07'31 47 g
1 1 3
(4.20)

'P()TQ{; - 'P()T?g - 47r,u2 '
where f1o = 2.82 -1074kgm~'s™! and p3 = 1.8 - 1075 kgm~'s™! are the dynamic viscosity of

respectively the liquid water and liquid vapour at 1 bar and 293 K. It is the limit of the closure
law proposed in [23] for small diameter droplets.

e Temperature relaxation time scales:

1 1 . 6a1Nu1)\1(mle1 +m201,2) ]

@ - a mlcvlmQCUZD% ’ (4'21)
11 6a1Nu1)\1(mlel + mng3) ) (4'22)
Ty Th my Cy, m3Chy D? ’

I 60&3NU3)\3(m20v2 + ’I?”LngS) (4‘23)
Tg;) 7'375 mng2m30U3D§

where Nu; = 10, Nug = 10 are the Nusselt number of the corium and the water vapour re-
spectively and A\; = 230 (Wm™'K~1) and Ay = 0.6 (Wm~'K~!) are the thermal conductivity
of the corium and liquid vapour respectively. This form is taken from [46, 51, 52, 60].

e Gibbs potential relaxation time scale 733 is supposed to be constant:
T =1 =10""s . (4.24)

Defining Tk[’O = Ti(z € ]2.15,2.85],¢t = 0), coefficient I'y is here taken as follows:

€9 €9 €3 €3
mJ (7201,2 + TI?O (2 + % 12170)) +m) (7362,3 + F% (2 + C;JO)) ’ : (4.25)
2 V22 3 v3l3g

As we can see on Figures 4.7 and 4.8, the total pressure P, = 22:1 o Pr peaks at station 3 at
60.9 MPa, which is close to the measured total pressure interval in [39] (50 MPa to 60 MPa). A similar
test case has been computed in [9] but as the relaxation is supposed to be instantaneous for both
pressure and velocity, the pressure peak was far lower than the one computed here. We note that,
oscillations come up at the beginning of the simulation, especially at station 3. Those oscillations
occur as eigenvalues of the relaxation matrix Ripermo become complex conjugate. The coarse mesh
can hardly capture the structure after the shock. The difference on the total pressure plateau between
the two refined meshes (respectively 10 000 cells and 20 000 cells) is about 2% for station 3 and 1%
for station 2.

T'g=
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FIGURE 4.7. Evolution of the pressure P,,;; at the four stations

experiment for a mesh including 20 000 cells.
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0,002
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FIGURE 4.8. Evolution of the total pressure on station 2 (red lines) and 3 (black lines)
for three meshes including respectively 1000 cells, 10 000 cells and 20 000 cells.

Eventually, as shown in Figure 4.9, the droplet break-up is active throughout the simulation.
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FIGURE 4.9. Evolution of the difference We — We, at station 3 with a mesh including
10 000 cells

5. Conclusion

When tackling vapour explosion applications, we may conclude that the algorithms presented in this
article, in order to account for source terms, enable us to obtain convergent approximations of solutions
of the three-phase flow model [30, 47], when the mesh is refined. We recall here that the former
algorithms detailed in reference [9] lead to a failure of the computer code, in a similar framework.

We would like to recall that the emphasis of this work is on providing stable numerical schemes for
tackling steam explosion. Thus, for future work, investigating some more sophisticated ODE integrators
could increase the accuracy of the numerical scheme. For example, a Radau 5 method (see [59]) could
be used for solving system (36). Other implicit high-order methods for solving ODE could also be
investigated (see [12]).

Obviously, the temptation is now great to extend the relaxation schemes developed in [16] for
the convective effect of the two-phase flow model [3] (respectively for a barotropic three-phase flow
in [55]), to the immiscible three-phase flow models with energy [30]. The reader is referred to [16] for a
comparison of the capabilities of schemes introduced in [56] and [58], when focusing on the two-phase
flow model [3].

Moreover, more complex/realistic EoS might be considered in the second step on the algorithm,
instead of the simple SGG EoS considered herein. In that case, it would however remain to prove that
existence and uniqueness of the discrete solution of Step 2 (in the admissible state space) would hold
true.

Eventually, the authors emphasize again that in this work, no strong assumption on the relaxation
time scales underlies the model (such as in [20, 21, 44] for the two-phase flow framework), or the
treatment of the source terms (as in [27, 48, 49] for the two-phase flow framework). However, beyond
this, it urges the question of the accurate modeling of those relaxation time scales, and more generally
the question of the modeling of the source terms. Actually, few closure laws for the two-phase flow
framework exist in the literature, see for example [6, 10, 23, 40, 54]. Furthermore, we know that those
time scales play a key role on the transient of the flow, see Figures 4.1, 4.3 and Appendix A of [41].
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Therefore, even in the two-phase flow framework, a parametric study scanning the whole range of the
four relaxation time scales is a work that remains to be done, using very fine meshes, for a better
understanding of the impact of these time scales on the stability of solutions of these ODEs and
beyond of PDEs. This seems to be a important work in order to better understand the multiphase
flow models.

Moreover, other source terms than the ones used in this paper have been proposed in the literature,
and an attempt to compare some of them in the two-phase flow framework has been conducted in [11].
An extension of this study to the three-phase flow framework still remains to be achieved.
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Appendix A. Numerical parameters

TABLE A.1. EoS coefficients for all of the conducted simulations

Phase 1 Phase 2 Phase 3
Cy | 1.2872948262582229e+01 | 1.452904592629688e+03 | 4.441148752333071e+03
v | 2.2838590974110350e+01 | 1.614924811807376e+00 | 1.085507894797296e+00
II | 1.8847923625716622e+09 | 3.563521398523755e+08 0.0
€ | —1.3316200000000000e+4-05 0.0 0.0
S0 0.0 0.0 —4.769786773517021e+04

TABLE A.2. Initial conditions for the homogeneous cases

Pi(t=0)| 1.0bar
Py(t=0)| L.Obar
P3(t=0)| 1.0bar
Ti(t = 0) | 2500.0K
To(t = 0) | 363.0K
T3(t = 0) | 1000.0K
ar(t=0)| 0.026
ax(t=0)| 0.884
as(t=0)| 0.09
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TABLE A.3. Numerical parameters for Case A and Case B in the homogeneous case.

Case A | Case B
7P 1 1.0e-5s | 1.0e-8s
77 1 1.0e-35s | 1.0e-3 s
7™ | 1.0e-2s | 1.0e-2s

Appendix B. Coefficients of the relaxation matrix

First, we define R7/%% as:

Ryy (W) 0 0 0
vetaepr | RPUOW) Rpp(W) Rpp(W) rpy(W)
RIEW) = By (W) Ren(W) Ryg(W) rae(i) |- (B.1)

rgu(W)T rgp(W)T 1gr(W)T 1(W)

Matrices Ryy (W), Rpu(W), Rpp, Rpr(W), Rry(W), Rrp(W), Rrr(W) are in Ma(R), whereas
rpg(W), rrg(W), rqu (W), 14p(W), 147 are in R? and ry is a scalar. Coefficients of Ryy(W)(W) write
as follows:

1 1 A
TUU, = Edu + . <d12 + do3 — 223A923> ;
1 1 A
U, = —di3 — — <d23 - 23A923> ;
mi mo 2 (B 2)
1 1 Aos )
TUUy = —di2 — — | dos + ——Aga3 | ,
mq ms3 2
1 1 A
TUUpy = —d13 + — <d13 + doz + 23A923) .
mi ms 2
Writing 6, = my % " and:
Oe
Fy = K203 87)11 o PyKi9 4+ (APjy — AP13) Koz (B.3)
1
Oe
F31 = K13p3 (‘37)11 . P3Ky3 — (AP12 — AP13)Kas (B.4)
1
Oe
Fay = — (K12 + Ko3)p3 87,02 . + Po(Ka3 + Ki2) , (B.5)
2
Oe
Fs5 = Ko303 87)2 ., — P Ko3 (B.6)
2
Oe
Fos = Ko3p3 apz . — P3Ky3 (B.7)
3
Oe
Fs3 = — (K13 + Ka3)p3 87,02 . + P3(Ka3 + Ki3) - (B.8)
3
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8ek

Moreover, setting o = my oF; |, and:
Ga1 = —Kia(p1c1)? 316311 ) + AP3K19 + (AP1y — AP13)Kog | (B.9)
Gs1 = —Ki3(p1c1)? 316311 3 + AP;3K13 — (APip — APj3)Kog (B.10)
G2 = (K12 + Ka3)(pac2)? 316322 . (B.11)
Gz = —K23(,0262)2 316322 N , (B.12)
Gaz = —Kas(pacs)? g;; L (B.13)
G33 = (K13 + Ka3)(p3cs)? g;; i (B.14)
Coefficients of the sub-matrices of R"°/%® (W) read:

o Rpp(W) =
rruy, = AUz (dm?—g;l% - ;%?) - ;i;zAUw ) (B.15)
rTU, = AUtz (;i;z - Zgj) - ZZAUH ; (B.16)
SN (dl?’;g;l??’ - g;?) - Z;ZAUH . (B.18)

o Rrp(W) =
TPy, = —1;211 + 12222 , (B.19)
TP, = —};311 + };’22 , (B.20)
TPy = —1;211 + I;Q; ) (B.21)
TPy, = —12311 + 1;;;3 . (B.22)

o Ryp(W) =
TTT, = %112 + Q129+2(]23 ) (B.23)
TTTy, = %113 - %3 ) (B.24)
TTTy = —% + %112 ) (B.25)
TTTyy = %113 + c113;3(123 . (B.26)
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o rrg(W) =
TTg1
TTgo
e Rpy(W) =
rpu, = A
TPU, = A
rpUy, = A
TPUy = A
e Rpp(W) =
de1

1
rpp, = p— ((p161)2K12 + <8Pl

1 Oe
TPP, = mfl (Klg(p1€1)2 + (apll
1 Oe
PP = o ((p161)2K12 + (81311
1 Oe
PPy = (K13(p161)2 + <8P11
o RPT(W) =

Aog Oe
72 (62 + /72 872 m ) )
Aag (1,08
0 3T P3 Dps |, .
dig +doz  dio > do3
Up | ———— — — | — = AUs:
12 ( 20’2 20‘1 202 185
d d d
doz  di2 ) da3
= - =) - =A
U12 (20’3 20’1 20’3 U13 ’
d d d d

1
) (K23AP13 — (K2 + K23)AP12)>
p1

—1
1
) (Ka3AP1y — (Ko + K13)AP13)) — %K23(,0262)2 ,
pP1

p1

p1

-1

-1

)

_ q12 | Q12+ Q23
rpry, = — +———
g1 g9
_ q13 Q23
TPTlg )
01 ()]
q23 | 412
TPT21 =——+— )
g3 g1
_ ¢13 |, 13 +g23
TPTyy = — 4+ .
o1 g3
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1
+ —(p2c2)* (K + Ka3) |
ma

1
(K23AP13 — (K2 + K23)AP12)> — mngzs(Pscza)Q ,

(Ko3AP1y — (K3 + Klg)AP13)>

1
+ 7(K13 + Kgg)(p303)2 .
m3

(B.27)

(B.28)

(B.29)
(B.30)
(B.31)

(B.32)

(B.33)

(B.34)

(B.35)

(B.36)

(B.37)
(B.38)
(B.39)

(B.40)
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o rpg(W) =
Asgs P o O€y
=— — = — B.41
P = <€2+ 0 2% g, . : (B.41)
Ao Py 5 Oes
= - — = — . B.42
TPgs = (63 + P P3Cs 5 P, ( )
[ ] ’)"gU(W) =
1 1 ch2>
= — — — =) [d12AU dog(AU12 — AU
T'gUy 29T <02 o [d12AU12 + da3(AUs2 13)]
da3 < 1 p3h3>
— — = | [AU2 — AU B.43
2,03T3 o3 93 [ 12 13] ) ( )
da3 < 1 ch2>
—— A NN NG
T'qU, 20215 \ o3 0, ( 12 13)
1 1 h
+ 2p3T3 <0_3I0233> [dlgAUlg + dgg(AUlg — AUlQ)] . (B.44)
o ryp(W) =
1 G ho F: 1 G hsF:
Tgp, = — <22 _ 2 22> + <23 _ s 23> (B45)
p2Ty \ o2 0215 p3T3 \ o3 0515
1 G ho F: 1 G hsF:
rgp2=—<32—p” 32>+ (33—933 33> . (B.46)
p2T2 g9 02T2 p3T3 g3 93T3
o rgr(W) =
1 1 P2h2> q23 ( 1 p3h3 )
=\ — 7 - — - B4
"oh p215 <U2 02T (12 +423) p3T3 \o3 603 —1T3) ' (B.47)
q23 1 p2h2> 1 ( 1 p3h3>
= \— 7 — \— — 7 . B4
Tng p2T2 (O’Q 92T2 + p3T3 g3 93T3 ((hg + ng) ( 8)
o ry(W) =
1 hg pgcg 862 pghg 662
— A 2 _ _ €9 + _ =
% [pQTQ (Jg g2 8P2 P2 92T2 2 P2 8,02 T

+ 1 @ ,036% 863
p313 \ o3 o3 OP3

P3
Appendix C. Velocity relaxation algorithm
The sub-system that characterizes this step can be written as follows:
3t01k =0
8tmk =0

O (mxUx) = — i1 1k At (W) AU
O (arBr) = — iy 1z Via (W) - dig (W) AU
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From (C.1), one can obtain the following equation:
AU = —Ryy AU, (C.2)

with Ry € M>5(R) that corresponds to the matrix Ry of (B.2) with Ages = 0; The algorithm used
for computing approximate solutions for the velocity relaxation step is identical to Algorithm 3.3.1.2
presented in [9]. It consists, on each cell of the mesh, in five steps:

Step 1. Initialize the vector of velocity differeAnces at time t"~ (right after the convective step):
AU = (AU , AUy )T and matrix Ryy at time "7,
Step 2. Compute AU™ such as:
(Z + Aty Ryy (W) AU™ = AU, (C.3)
with Z the identity matrix in Ms(R).

Step 3. Compute U7" using the total momentum conservation:

Ur — Yot (mpUp)"™ + mS‘AU%j m3~ AUfy (C.4)
(mq +mg + m3)

Step 4. Update U and U3 as:

Uy =U'—- AU ;3 Uy =Up— AUy . (C.5)
Step 5. Update the total energy by integrating the evolution equation of the total energy of sys-
tem (C.1):
3 _
(anER)" = (wEp)"™ — At Y kl(2) ((Uk)2 — (U )2) (C.6)
1=1,1£k

Appendix D. Interfacial area

The definition of an interfacial area A; for the phase 1 (corium) is needed in order to capture the
behaviour of the solution [5, 13, 25]:

6@1
= — D.1
M= (D.1)
Its equation of evolution is supposed to be:
0A
87;+V(«41U1) = g(A, W); (D.2)
with, see [8, 52]:
A% o1 1/2
oA ) = Co L (2] |0~ Uall f(We); (D3)
a1 \ P2
where the coefficient Cy = 0.245 and We the Weber number is defined as follows:
2
— D
we — Pl = U2|"Dy (D.4)

o1
with o1 = 73 .1073(N.m~!) a reference surface tension [51]. Moreover f(We) is defined as:
f(We)=1, if We>We.; f(We) =0 otherwise (D.5)

where We. = 12 is called the critical Weber number.
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Adding this new equation does not change the structure and properties of the global system (1.4)
according to [8]. Hence, it is chosen for the simulation. The numerical scheme used to simulate (D.2)
is detailed in [8]. It consists of an explicit implicit step method, splitting the convective part and the
source term part. Those two steps will respectively be inserted inside the explicit simulation step of
the convective part of system (1.4) and the implicit simulation of the source terms of the same system.
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