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NUMERICAL ANALYSIS OF A REYNOLDS STRESS MODEL FOR
TURBULENT MIXING: THE ONE-DIMENSIONAL CASE

XAVIER BLANC!®, CHARLES COLAVOLPE?, ROLAND DucLous**®, JEROME GRIFFOND?
AND OLIVIER SOULARD?

Abstract. A mixed hyperbolic-parabolic, non conservative, Reynolds Stress Model (RSM), is studied.
It is based on an underlying set of Langevin equations, and allows to describe turbulent mixing, in-
cluding transient demixing effects as well as incomplete mixing. Its mathematical structure is analysed,
and specific regimes, related to acoustic-like, Riemann-type, or self-similar solutions, are identified. A
second-order accurate numerical scheme is proposed in arbitrary curvilinear geometry. Its accuracy and
convergence behaviour are tested by comparison with analytical solutions in the different regimes. The
numerical scheme can be generalized to multi-dimensional configurations, with potentially cylindrical
symmetry, on unstructured meshes.

Mathematics Subject Classification. 65M12, 656M22, 76F25.

Received May 9, 2020. Accepted July 13, 2021.

1. INTRODUCTION

Turbulent mixing at fluid interfaces plays an important role in a wide variety of domains, ranging from
the study of astrophysical objects like supernovae, to engineering applications like Inertial Confinement Fusion
(ICF). Depending on the configuration, turbulent mixing can be triggered by different instabilities, among
which the Rayleigh-Taylor and Richtmyer-Meshkov instabilities. Reynolds Stress Models (RSMs), presented
in Section 2, are common tools to predict the main effects and evolution of such fully developed turbulence.
RSMs are one-point statistical models, which rely on a local-in-space decomposition of instantaneous fields into
a mean and a turbulent fluctuating field. Still, they do not compute the fluctuating fields, but rather compute
their double correlations. Among existing RSMs, the BHR [2] and GSG [19, 20] models are widely used for
engineering purposes related to variable-density turbulence and mixing at interfaces. They rely on a set of
evolution equations for the covariances of velocity and specific volume (or other equivalent covariances, in the
case of the BHR model). However, the mass fraction fluxes, which are defined as the covariances between velocity
and mass fractions, are algebraically closed, and expressed in terms of the evolved variables of the model. Hence
a first gradient closure is used, which implies that the material mass fractions evolve according to a nonlinear
parabolic equation. This modelling is firmly established in the self-similar regime, assuming turbulent spectra
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at equilibrium, but it lacks some important phenomenology, as mentioned in [37,38]. More precisely, counter-
gradient turbulent transport, with transient demixing effects, and incomplete mixing, with segregation effects,
are not described. Yet, they are likely to appear in many configurations of interest, for instance just after a
shock wave crosses a Turbulent Mixing Zone (TMZ) from the heavy-fluid side to the light-fluid side [8]. In order
to take into account these effects, the closure on mass fraction fluxes should be postponed at a higher level by
adding evolution equations for the mass fraction fluxes and covariances. This yields a coherent second-order
model (in a sense that will be precised in Sect. 2).

In doing so, the nature of the model changes. The conservative parabolic equation for the material mass
fractions is superseded by a non-conservative, mixed hyperbolic-parabolic subsystem. Physically relevant solu-
tions rely on both hyperbolic and parabolic parts of the model, with comparable magnitude (see the analytical
solutions of Sect. 3.2.2), at least when the characteristic time of the external forcing by the mean flow is not too
small compared to the turbulent one. However, the regularizing closure may become unphysical when strong
accelerations occur, for instance when a shock wave crosses a TMZ. In that case, the parabolic terms imply
a supersonic transport of information from the shocked flow to the flow upstream from the shock front. This
violation of a basic physical principle leads to a “modelling” instability as shown in [36]. Such failures of the
closures must be cured through limitations which reduce or even discard the regularizing terms.

The purpose of this work is to propose a numerical scheme that can be applied to the hyperbolic subsystem,
appart from the regularizing terms. The proposed scheme falls in the class of Godunov-type methods, that rely
on a solution of the Riemann problem. While they seem appropriate in our case, at first sight (an exact solution
of the Riemann problem is known), they should be employed with care and adapted. The proposed adaptation is
rather specific to our turbulence RSM, in the sense that some non-conservative products, which are not defined,
even in the weak sense, for the Riemann problem, require an appropriate treatment. Other adapations were
introduced to enforce discrete invariant domains (realizability), entropy stability and stationary states, in 1D
cuvilinear coordinates. These latter accuracy and stability requirements are used by a large class of numerical
schemes devoted to non-conservative hyperbolic systems [7,41]. In the context of other turbulence RSM, discrete
entropy and realizability have already been discussed [5,6], but from a different point of view (with emphasis on
non-conservative products in presence of shocks). Our approximate Godunov scheme is extended to second-order
accuracy, and can be generalized to multi-dimensional and non-planar configurations, on unstructured meshes.
Little will be said here on the numerical treatment of parabolic operators, having a compact diffusion support,
since the turbulent diffusion terms do not exhibit any particular stiffness. This is not the main concern of this
work.

The article is organized as follows. In Section 2, the RSM is presented, its origins are detailed. In Section 3,
a mathematical analysis of the hyperbolic-parabolic subsystem is proposed. Filiation with other RSMs is pointed
out. The mathematical analysis supports a numerical analysis in 1D curvilinear coordinates, in Section 4.
A first-order scheme is proposed, which constitutes a basis for a subsequent second-order extension in space
and time. A special attention is paid to the simplicity of the algorithm and to stability at each step, having in
view the generalization to an unstructured multi-D scheme. In Section 5, we investigate, in a series of numerical
tests, the response of the proposed scheme with respect to the variety of possible regimes allowed by the RSM.

2. MODEL

The model studied in the present article is a building block of a larger-purpose turbulence model intended to
predict turbulent mixing in multi-species compressible flows subject to strong accelerations or decelerations and
shock crossing as encountered in ICF applications [24] or shock tube experiments [8,29]. In its previous form
[20,21], this model focuses on the effect of pressure and velocity gradients but employs a simple approach for the
species mass fractions. Its present extension introduces a more general treatment of concentrations leading to
a more complex system of equations. Since the analysis of the full coupled model is a difficult task, this article
makes a first step by considering the simplified but physically meaningful situations of freely evolving turbulent
mixing zones where the mean pressure and velocity gradients can be discarded.
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To be more specific, the model under consideration here pertains to the class of the Reynolds-averaged
Navier-Stokes (RANS) turbulence models. RANS models rely on the decomposition of each flow variable ¢ into
a mean ¢ and a fluctuating part ¢ = ¢ — ¢ with respect to a well-suited Reynolds average!, for instance an
ensemble average (as defined in [16], Appendix 1) as in the present case. Writing the equations for the mean
values g of the instantaneous variables involves unknown correlations which require to be either modelled from
known quantities or evolved from their own equation which anew bring forth correlations of even larger order.
This decomposition procedure can be illustrated with the instantaneous equation for the conservation of the
mass of a material of index . The latter reads %(pYa) +V-(pY,U) = 0 with p the density, Y,, the mass fraction

(i.e. mass of material o per unit mass of the mixture, made of N,, materials, such that Zg;”l w = 1) and
U the velocity. When working with conservation equations, it is convenient to use Favre (i.e. mass-weighted)
averages together with Reynolds averages. For any quantity ¢, the Favre average is denoted ¢ and is related to
the Reynolds average, g, according to ¢ = pg/p, with p the instantaneous density. The Favre fluctuation is then
denoted with ¢” = ¢ — ¢. Summing over the « indices, then averaging the mass conservation equation leads to
% + V. ([)fJ) = 0 and does not involve any unclosed correlation, when the Favre average of the velocity Uis
used instead of its Reynolds averaged counter-part. On the opposite, the RANS procedure leads to the following

unclosed equation for the averaged mass fraction ﬁ% + ﬁﬁ VY, +V- (ﬁl//a;’\ﬁ?) = 0 where the turbulent scalar

—_—

flux Y//u” is an unknown quantity. A simple approach consists in writing a closure based on phenomenological

considerations Y/u” = —vp VY, where the so-called turbulent diffusivity vy > 0 has to be expressed from known
correlations. Such a formula, reminiscent of the Fickian approximation for diffusion processes, is referred to as a

rst gradient closure. A more general approach consists in writing an equation for the flux Y//u combinin
t gradient cl A g 1 app h ists i iting quation for the flux Y/ u” by bining

equations for Y/ and for u” but this implies that the unknown third order correlation Y/u” ® u” requires a
closure. Assumptions and approximations allowing to retrieve the gradient closure of correlations from their
unclosed equations can be found in [35], which serves as a guide for defining the turbulent diffusivity and having
an idea of the domain of validity of the simple closure. RANS models are called first-order turbulence models
when closures are applied to second-order correlations, whereas they are second-order turbulence models when
only third-order correlations are closed, while second-order C(ﬁ"_r\ezl/ations are kept as unknown of the system. The
second-order correlation tensor of the fluctuating velocity, u” ® u”, i/sirl important variable of RANS models.
It is referred to as the Reynolds stress tensor. Its half trace k= %tr(u” ® u”) is the turbulent kinetic energy. The
rate of molecular destruction of k is described by the variable &. The ratio & = & / k is a characteristic turbulent
frequency. Many models decompose the Reynolds stress tensor into an isotropic and a deviatoric part and use a
closure for the latter, thereby needing only one equation for l;:, rather than equations for each component of the
tensor. On the opposite, models which evolve the full Reynolds stress tensor are called Reynolds stress models
(RSM). The present model is of that kind.

Some RSMs can be obtained following two distinct but coherent derivation routes. The first route is deter-
mined by the procedure described above. It starts from the hydrodynamics equations for the instantaneous
fields, introduces a decomposition into a mean and a turbulent fluctuating component, isolates and averages
the equations for the products of fluctuations and finally models the unclosed correlations at second order. The
second route relies on an underlying model, which directly computes the Probability Density Function (PDF)
of the fluctuating fields [31]. This ensures that the tensor built from the double correlations of the fluctuating
fields is semi definite positive. Hence, the resulting RSM stands as realizable. It is this second route that is
followed to present the RSM under study.

In order to give more insights into the origins of the RSM of interest here, we introduce its underlying PDF
model. The RSM shares some important features with RSM equations presented in [39] (see the turbulent flux
Eq. (223), terms I to IV), while the underlying PDF model is adapted from [30, 32]. It is able to account for
a number of important identified mechanisms that occur, for instance, but not only, in turbulence induced by
the Richtmyer—-Meshkov instability. For the sake of simplicity, the underlying PDF model will be described for

1A Reynolds average obeys a set of rules named by Hinze [23] after the pioneer of turbulence studies O. Reynolds.
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this particular type of flows. Thus, before presenting the PDF model, we will first give a few details about
Richtmyer—Meshkov turbulent mixing zones. They result from the impulsional energy deposit by a shock wave
crossing an interface between two fluids. The unavoidable small scale perturbations of this interface grow in
time, proportionally to the Atwood number, A; = "Z—;Zi, which compares the densities, p; and pp, of the lighter
and heavier fluids, respectively. The instability ultimately reaches a self-similar, fully turbulent state. Before
reaching such a state, compressibility effects progressively fade: the shock gets far from the mixing zone and the
Boussinesq approximation becomes valid [37,38,44]. The mean acceleration, mean pressure gradient, VP, and
mean velocity gradient, VfL become negligible. The only turbulence production comes from the mean mass
fraction gradients, which drive, through the fluctuating fields, both turbulent mass fluxes and a modification
of the mixing heterogeneity. This low compressibility limit regime embeds a variety of non-trivial aspects of
fully developed turbulence: fluctuating velocity field showing incomplete return to isotropy, transient demixing
effects, and incomplete mixing (defined by Y2 # 0) between materials [37, 38].

To model this type of flows, it has been shown that the Langevin model got satisfactory results [30, 32],
notwithstanding the issue of anisotropy, that will be left aside, for the sake of simplicity. To deal with mixing,
we also propose to use Langevin models, and their corresponding PDF model. Namely, a Langevin model
inspired from the Interaction Exchange with the Mean (IEM) model for the instantaneous mass fractions [14],
together with a Simplified Langevin Model (SLM) [31] for the fluctuating velocities, with only dissipation and
complete redistribution (i.e. complete return to isotropy) terms. The IEM model has been enriched with a
Brownian noise, in order to include, by construction, a class of self-similar solutions in the subsequent RSM.
Self-similarity is indeed an important, generic feature of a wide class of fully developed turbulent regimes, that
cannot be disregarded. Even though it does not allow the respect of the mass fraction boundedness, this model
is only meant to be used as a basis for a RSM. For this purpose, this inherent defect of the Langevin model
applied to a turbulent field is not prohibitive. This bare Langevin model can be enriched with mean acceleration
and compressibility effects, for instance to account for the large scale interaction with a shock [20]. Such an
extension will not be considered in this work and we only focus on these reduced Langevin models.

The flow under consideration involves N,, materials, also referred to as “species”. For each material

m

a € [1,N,,] composing the fluid, the mass fraction is defined as Y, = pa/zgzl p3, where p, is the local

mass of material o per unit volume, so that p = Zggl pg is the fluid density. Each material is itself composed
of different constituents among the N, ones over the whole set of materials. The mass fraction of constituent
i, in material o, is defined as Y, ; = pa,i/p, where p,; is the local mass of constituent ¢ belonging to the
material «, per unit volume. As an illustration, ICF capsules [24] involve materials such as the filling gas and
solid shells, whereas the deuterium and tritium ions which should fusion are constituents that can be present
in different materials. Mixing between materials can be /t_r\iggered by molecular or turbulent diffusion. The

turbulent material mass fraction flux of each material o, Y/u”, is a cornerstone to the turbulent mixing mod-
eling. It can be obtained by integration of the Favre PDF, f, over the fluctuating field q” = (u”, Y., Y}, -+ ):

11 11

a/'q} = [ dq"q! qj ~(q” ) = Xj;. The so-called correlation tensor, X, writes

S
u// ® u// Y()//u// Yélu//
t — —

AT 12 nyrn
YW YR Y
t —
Yiw Ynyvy v

5 oYg  Yp

The Favre PDF satisfies the following equation
% p7a)] + 9 [7(T+u") f@)] + g - [TV - (" @ a")| = = Vo - [pfa")Ga"]

+ %HHt L V2, [ﬁf(q”)} C(21)
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The left-hand side gathers terms related to turbulent transport, that arise from the decomposition of the Navier—
Stokes equations into the mean and fluctuating components. The procedure that leads to these terms is described
in [32], for instance. The right-hand side is a Fokker—Planck model. It is commonly used in turbulence modelling
[32], as it can handle with Gaussian PDF with appropriate mean and variance of fluctuating quantities. The
coefficients G and H are defined by

_ GuuHS 0 _ Hu]lg 0
G= G, GdHNm], H = |:0 Hb:|’

where the diagonal components of G, that are G, and G4, model the fluctuation dissipation — or return to the
mean —, while the contribution HH' accounts for the dispersion from the mean due to the turbulent motion.
I, is the identity matrix of dimension n. The coefficients that govern the fluctuating velocity dissipation and
dispersion are Gy, = —%leu and H? = %(Cl — 1) Ok, respectively. Here, C; > 1 is a positive constant
related to the redistribution processes in the fluctuating velocity components, and determines the isotropization
rate of the Reynolds stress tensor. On the other hand, the coefficients that govern the fluctuating material

Cr - . . .
mass fraction dissipation and dispersion are Ggq = —?Tw and Hy, respectively. The off-diagonal coefficient
- 1t
~ [v¥a]
7t
Gp=| — [VY,@} accounts for turbulence production by the material mass fraction gradients. The tensorial

« «
coefficient Hj, is defined by the relation HyH! = Crow | Y,/ Yé’ Yﬂ” 2 ---|. Here, C; > C,, > 0 are positive

constants related to the dissipation and Brownian diffusion processes.

Remark 2.1. Consider the mass fraction and velocity fluctuations, Y, and u” = (uj, uy, u "), be solution of

-1 ——\ C il
DY/ = —u’ VY, + -V - (pyguﬂ) — Y+ Oy HagW, (2.2)

D

B=1

D’ = *V ( v ® u//) + Guau” + \/7Wu7 (2.3)
I3

D;x =U+u”, (2.4)

where x is the position of a Lagrangian fluid particle. Let f be the corresponding Eulerian PDF, as defined
n [30,32]. Then, from [30,32], it can be shown formally that f is solution to the Fokker—Planck equation
( 1). Here, Wy and W, are independent Brownian noises, and H,g is implicitely defined by the relation

ZN’" HoHpy =Y/ Yﬁ” , Dy is the Lagrangian time derivative, x the position of a fluid particle. The Langevin
equatlons (2.3), for the Favre velocity fluctuations, u”, is the SLM (12.109) from [32]. The first term in the
right-hand side is a turbulent pressure contribution, that arises from the decomposition between the mean and
fluctuating components of the Navier-Stokes equations. Equation (2.3) can also be viewed as a simplification
of equation (B3) of [20], for the limited scope of the present framework without pressure nor velocity gradients.
The Langevin equation (2.2) is a multi-species generalization of the Langevin model (5.52) of [30] (note that
Eq. (2.2) is expressed as a Langevin equation for a fluctuating quantity, while Eq. (5.52) of [30] is expressed as
a Langevin equation for an instantaneous quantity. The passage from one to another can be made using the
equation for the averaged material mass fraction, Yy ). It satisfies the mass conservation property E " Y =0.
The two first terms in the right-hand side of equation (2.2) also arise from the decomposition between the mean
and fluctuating components of the Navier—Stokes equations.
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To many uses, the instantaneous mass fractions Y,, are attached to a flow made of well-mixed constituents.
In this work, it is assumed that there is no separation effect between constituents inside a material. Thus, the
instantaneous mass fractions of the material constituents satisfy the relation

?ai .
Yoi= }7 Y., VYa € [1,N,,], Vi € [1, N,]. (2.5)

[0}

This amounts to a so-called “carrying material” approximation.
The equations for the second-order correlations can be obtained by integrating the PDF equation (2.1).
A compact tensorial formulation of the evolution equations for the second-order correlations can be written as

d
&X—V~fC:GX+XGt+HHt, (2.6)
where &[] =2 []+ U - V[]. The triple correlation flux, yet to be closed, is denoted by F°.

The latter tensorial expression may also be developed component-wise, say for a material with index «,
having a constituent with index 4, in presence of another material with index (. Also, the equations for the
mean material mass fractions and their constituent mass fractions can be deduced from the Favre average of the
instantaneous equation %(pYa) + V- (pY,U) =0, and from equation (2.5). This leads to the following system

d
—p=0 2.7
3P =0 (2.7)
d ~ —
Yot V- (ﬁYCyuH) —0, (2.8)
_d > ——, p
P Yoit V- <ng;u" f;; ) =0, (2.9)
d Sy T o T 1 =V 11t n\© 1 ~Sr
5Yau +u”" @u'VY, + EV- (pYau ®u ) = _§(CT + Cy)wY !, (2.10)
d — e~ ~ — ~ 1 — c o
éYD’/Yé’ +Y/u’ - VY + Yé’u” VY, +=V- (ﬁYo’/Yé’u”) =—(C; — CTO)wYC{’Yé’, (2.11)
p
Lgw+ by (s wow) = ek - op [wew - 20, (212)
dt P 3 3
emar .2. In these equations, the material time derivative, = |-| = 5; || + U- .|, has been used.
Remark 2.2. In these RSM i h ial time derivative, & 5[]+ U-VI[] has b d

In an Arbitrary Lagrangian Eulerian (ALE) formulation, a moving volume control of arbitrary velocity X is

introduced. The time derivative should then be rewritten as &[] = &[] + (fJ - X) -V [-], different from the

material derivative.

Finally, an equation for the turbulent mean dissipation rate, £, completes the system [15]

ﬁ%§+ v. (psT“)c — _ CLopaE, (2.13)
where Czo > 1 is introduced as a dissipation constant.

The last term in the right-hand side of equation (2.12) is a redistribution term among the components of
the Reynolds stress tensor, which reflects its isotropization. All other terms in the right-hand side of equations
(2.10)—(2.13) are interpreted as dissipation terms, as they carry a minus sign.

In order to complete the modelling at second-order, a closure on the triple correlations needs to be introduced.
These are closed with a first gradient model. Note that such modelling relies on a presumed asymptotic regime
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where external sollicitations can be discarded, which is valid at long time scales. Such physical considerations
hold for both first-order and second-order RSMs [34]. The second-order closure reads

P
u// ® u//

(& —_—
(pyolé/u// ® u//) — Odﬁ & VYO//u//’
3 c v ou _ ——
(Praviwr) = - Cap—=—v¥yyy,
— c Tou!
(ﬁu” Qu’ ® u//) - Odﬁu (% u Vo' ® u//’
w
c W o
(ﬁsu”) =— @&Vﬁ
w

where Cy > 0 and C. > 0 are positive diffusion constants related to the transport processes.

The model (2.7)—(2.13), supplemented with these second-order closures, may be viewed either as an asymp-
totic limit, in the so-called Boussinesq regime, with constant-in-time mean density p (Eq. (2.7)), or simply as a
sub-system of larger purpose RSMs dedicated to time-dependent, variable-density, compressible flows (by consid-
ering a general Reynolds averaged Navier—Stokes equations, that embeds the present RSM, without Eq. (2.7)).
It is intended to cure several flaws of these RSMs [2,19,20,28]. First, the model becomes fully second-order. This
ensures a better consistency between the \La_r\igls fields, since only triple correlations are closed. In particular, the
turbulent material mass fraction fluxes, Y/u”, are now computed by equation (2.10), instead of being closed,
in equation (2.8), with the first-order closure

— T ou
ﬁYé/u” — Cdﬁu Q? u VY,, (2.14)
w

as was classically done in [2,19]. Hence, demixing and counter-gradient fluxes (i.e. fluxes that are not oriented
according to the direction imposed by the minus sign in Eq. (2.14)), with coherent material mass fraction
covariances, are now allowed by the modelling, owing to equations (2.10) and (2.11). Moreover, the first-order
model is an asymptotic approximation of the second-order model in the absence of an external sollicitation,
and at long time scales, which is detailed in [35]. In this limit regime, the first-order and second-order models
share common self-similar solutions (see Sects. 3.2.2 and 3.2.3). The closure modification amounts to introduce
terms with a finite relaxation time which affects the transitory behaviour toward self-similar solutions. In
situations where short time scales are at stake, this transient modelling is indeed crucial for reproducing physical

phenomena under study. Second, the material mass fraction covariances, Y./ Yé’ , are also part of the evolved-in-
time correlations of the model. It is an important data as it can serve as a measure of the heterogeneity of the
TMZ [33]. When turbulent combustion modelling comes into consideration [5,39], the model may thus provide
with a modification of the combustion rates by the heterogeneity inside the TMZ [33]. Similarly, radiation
transfer across a TMZ is modified by the heterogeneity level [11].

3. ANALYSIS OF THE CONTINUOUS 1D MODEL
In this Section, the continuous model is analysed, its important properties highlighted, having in view its
discretization in the remainder of this article.
3.1. The hyperbolic sub-system

In this section, the closure with diffusion terms, having a superscript ¢, are dropped in equation (2.6) and
system (2.10)—(2.13).
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3.1.1. Realizability

Proposition 3.1. Let F¢ = 0 in equation (2.6). Consider X(t) a solution of this system, and assume that
U, X, G, H are smooth enough so that all terms have classical meaning. Then, if X(0) > 0, in the sense of
symmetric matrices, X(t) > 0, Vt > 0.

Proof. We first consider the case U =0. Then, defining

K(x,t,5) = exp </t er(x,r)> ,

one easily checks that

atK(Xa t, S) - G(X, t)K(X7 t, 8)7
K(x,s,s) =1,

where I is the identity matrix. Therefore, the solution X of (2.6) reads
¢
X(x,t) = K(x, t,0)X(x, 0)K!(x,t,0) +/ dsK(x, t, s)H(x, s)H' (x, s)K'(x, t, 5). (3.1)
0

In the above sum, both terms are semi-definite positive, hence X(x,¢) > 0.
Next, we turn to the case where U # 0. Equation (3.1) is then valid if one follows the characteristics of the
field U. More precisely, let us define C = C(x,t) the solution to

{atC(x, t) =U(C, 1),
C(x,0) =x,

and

K(x,t,s) = exp ( / t drG(C(x, 7“)77°)> .

Then we have

K(x,t,s) = G(C(x,1),t)K(x,t, s),
{K(x7 s,8) =1,

and
X(C(x,t),t) = K(x,t,0)X(x,0) K" (x,t,0) —|—/O dsK(x, t,s)H(C(x, s), s)H (C(x, 5), s)K'(x, t, 5). (3.2)

Therefore, we deduce that X(C(x,t),t) > 0. In order to infer that X(x,¢) > 0 for all x, we only need to check
that any x satisfies x = C(xq, t), for some x. In order to prove this, we consider the backward characteristics

{QS’D(X, s) =U(D,s),
D(x,t) =x,

Since U is smooth enough, the map s — D(x,s) is defined for all s. Setting xo = D(x, —t) ensures that
x = C(Xg,t), which concludes the proof. O

Remark 3.2. The smoothness assumption in Proposition 3.1 is important for two things: first, smoothness on
X, G, H allows to write down the equation in a strong form and use Duhamel formula (3.1). Second, smoothness
of U allows to follow the characteristics backward, since it exists for all time. We do not know how to prove
such a result in a non-smooth case. However, as we will see below (Prop. 3.6), the particular solution of the
Riemann problem we use to build the scheme does satisfy the realizability property.
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3.1.2. Hyperbolicity

Let us introduce Zo+ = Y, + Y/u ”/ ”2 , Ay = :l:ﬁa:d\/u/’vf, and A\, = p2dY"u" /Yy, where d = 0,1,2 in
planar, cylindrical or spherical coordinates, respectively.

Proposition 3.3. Consider System (2.7)~(2.13) with F° =0 and (ﬁgﬁl//) =0 everywhere in space and time.
This multi-species system is hyperbolic if and only if the mono-species, quasi-linear system (3.16), (3.17) is
hyperbolic. Moreover, if u' @ u”’ > 0 and Y, > 0, System (3.16), (3.17) is hyperbolic, and all its characteristic

fields are linearly degenerated (LD). Its eigenvalues are U, U+ Ay, and U + A\, while the corresponding set of
Riemann invariants, W,, Wi, and W,, can be expressed as

A
W():{ az/Yom*(aJr"‘I ) ;(IaJr_Ia)}a

Wy = {?a,i/?mza%)‘%m + (Zat+ +Zo-) px U/H\_i}

L

Wa {Ia+,Ia Yol )\+}

Proof. We find it useful to write the 1D system in mass coordinates, using the variable change dm = pz¢dx,
where z is one cartesian coordinate, or the radial coordinate. Then the system writes

d ~ —
Vo +On (pxdygug) —0, (3.3)
d ~ —Y. .
Vai + 0 | p2?YIup=22 | =0, 3.4
g Youi (px U ) (3.4)
d oo o 1 Sy
d—Ya w’ + prtu a0, Yy = 75(07 + C)wYu", (3.5)
d —~
th”Y”+ﬁ:de” U Oy, Yﬂ+de~ 10 Ye = — (Cp — Cro)DYYY, (3.6)
— 2 ~ [ = 2
GV @ = =20kl - C1& [u" Qu’ — 31\@]1} , (3.7)
d_ .
&5 = — ColeE . (3.8)

We rewrite the system (3.3)—(3.8) under the following compact, quasi-linear formulation

d 1 1

&I‘*i + A0 Lot + 3 (Zot — Ta—) Opre = 5 ( Cr+ = (01 - 1)k/u”2) O(Zoy —Ta-), (3.9)
d 1
" —Y!/| + 3Pt u”u’ia (Zay +Zo-) = 75(07 +Cy)w Y”uL, (3.10)
4 [y;y; Y w e 17;] (O~ Cr) [ﬂ; Viww e v

1~

—~—1t —~—
+ C’TOY()//u” u// ® u// Yélu//

2 et~ 2 —
+ g(Cl — l)kaé’u” u”’ X u”’ Yé/u”, (311)

d i;ai i;ozi
i (%) +n (2] -0 312
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— 2 ~ [ —~— 92~
&u” @u’ = —gwk‘]l - Cw [u” ®u’ — 3kll} ) (3.13)
d . —
£5 = — Coowe, (3.14)

from which we deduce straightforwardly the eigenvalues of the system (3.3)~(3.8): U, U + Ay, and U + A,.
Here, the subscript L€ {y, z} refers to any transverse component of the mass fraction flux.

Since the model is realizable, all the eigenvalues are real-valued. The model reformulation (3.9)—(3.14) makes
it also clear that hyperbolicity can be studied for each material independently, discarding equation (3.11). The
latter can indeed be viewed as a diagnostic (one-way coupled) equation, whose eigenvalue is U. We can also
isolate the components of the Reynolds tensor, in equation (3.13), that are independent from the other variables
of the quasi-linear system (the eigenvalue associated to these components is also I~J) The equation for the
remaining component, Ay = —A_, can be written

d
4y o 1
AL =0 (3.15)

The dissipation rate of the turbulent kinetic energy, €, obtained from equation (3.14) of the quasi-linear system,
is independent from the other variables of this quasi-linear system as well. The associated eigenvalue is also U.

Therefore, hyperbolicity of the model (3.3)—(3.8) is equivalent to the hyperbolicity of the reduced, mono-species
system of quasi-linear equations (3.9)—(3.10)—(3.12)—(3.15). The latter can be rewritten as

e~ — . t
with O, = (I%,Ia_,y(yu'i,ﬂ,ym /Ya) ,

T — T,
Ay 0 0 + 5 o'
Tor —Za—
0 W 0 ot “a- ot
A=11_ —— 1_  — 2 , (3.17)
iﬁxdugu’i iﬁxdugu’i 0 0 ot
0 0 0 0 0!
0 0 0 0 Aala

where I, is the identity matrix whose size is equal to the number of constituents in the material «.
The eigenvalues of the matrix A are U U+ A+, and U+ Ao, With respective multiplicity equal to 2, 1, and
to the number of material constituents in the material «. Their right eigenvectors are

Ia—i— _Za— a+ _I(x— ! t
- 0,1,0 0,0,1,0,0 3.18
{( 2>\+ ) 2>\+ ) Y ) ) ’( Y ) ) ) ) Y ( )

t t
{()\+,0 2,0:3 u/ uJ_,O 0) } and {( )\+, px u/ uJ_,O O) }, (3.19)

respectively, for the eigenvalues U+ Ay and U+ A,

for the eigenvalue I~J,

(0,0,0,0,e;)", Vi,
{ }
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for the eigenvalue U + A,, with e; = (814, 62¢, -+ )t, using the Kronecker symbol 4.
The determinant of the matrix composed by these right eigenvectors (the change-of-frame matrix to the

eigenspace) can be computed, and is equal to A A_. Therefore, this determinant is positive provided u/? is
non-null, that is inside the TMZ. This completes the proof of hyperbolicity.

Finally, the field associated to the eigenvalue U+ A, is LD because it is a function of all Q,, field but Ya if Ya,
and due to the structure (non-null components) of the corresponding eigenvector. Moreover, the field associated
to the eigenvalue U+ A is LD since Vg (U + Ax) = (0,0,0,1,0) is orthogonal to the eigenvector of U+ A.
Therefore all the fields of the system are LD. O

3.1.3. Entropies

Proposition 3.4. Smooth enough solutions of system (3.3)—(3.8) satisfy the following couple of mathematical
entropy relations

d d
{dtna + Ot =Dy <0, 1 10, + Omta = DY) < 0} (3.20)

or each materiat, aenote Y € SUOSCript . € ENLTOPY ETPTESSIONS TEQ
h material, denoted by the subscript o.. The ent ) d
~ 1/— ~ o~ —— 1/~ ot~ 1~
{"72 =n® (YO“ Yo//2) — 3 (YO/Z/2 + YQQ) 77]3 _ nb (Ya’ Y/ u” @ u//) — 5 (Yo? + Y/ v’ @u” ch/u//> } .

Both share the same entropy flux, Vo = (170” Y(;’u”) = ﬁxd?aYo’/u”, while they have distinct negative entropy

dissipation rates
a ~x 12 Tyb 1 Ty IN=2 3 1 ~ oot =13
Di=—(Cr — Crp) WY/ ,Da:—g(C’l—l)kaau (" ®u") "Y!/u —iCTwYau (" @u") Y/ .

Proof. The Reynolds tensor, u” ® u”, is nonsingular inside the TMZ. Moreover, its derivatives can be obtained
with the relation

—_— -1 —_— -1 — —_— -1
811// ® u// — _u// ® l1// au/l ® u//u// ® ul/ ,

provided it is smooth enough. Hence uﬁ_é/u” ' and its derivatives are well-defined quantities.

The next step is to prove that both functions 72 and n?, are convex functions.

Concerning 12, it is indeed convex, because it is the sum of two convex functions. As such, and also because
D2 is non-positive, it is an entropy for the system (3.3)—(3.8).

Next, the convexity of % can be deduced from the convexity of the following function:

N:R?x DP(d) — R
(x,M) —xM~1x

where DP(d) is the positive definite cone for matrices of size d. The proof starts by noticing that the following
function
n:RxR} — R
(x,m) — z?/m
is convex because its Hessian matrix has only non-negative eigenvalues. Then, the spectral theorem can be used

to show that, given M, N € DP(d), there exists a matrix P which satisfies M = PP' and N = PDP?, where
D = diag(dy,--- ,dy) is a diagonal matrix. Let x,y € R%. We obtain

d
N (xM) = ||x]]* = Zn #,1) 5 NN =D =)0 d)
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where X = P7'x = (#1,--- ,%4) and ¥ = P~ 'y = ({1, ,9q). Introducing v € (0, 1), we finally get

Nx+ (1 —v)y,vM+ (1 —v)N) = (vx+ (1 —0)§) la+ (1 —v)D] " vk + (1 —v)y),

_ Z [vit + (1= v)j)°

—~ v+(1-v)d

d
= Zn[vi”i + (1 =) v+ (1 -v)di],
< V_./\/(X, M)+ (1-v)N(y,N),

which has been obtained from the convexity of the function 1 applied on each index i. Hence, the function A
is convex, and so is n%. Since D% < 0, (7737 wa) is also a couple of entropy and entropy flux. (]

8.1.4. The stationary states
Proposition 3.5. If C.o # 1, the stationary states of System (3.3)—(3.8) satisfy

d/—'\_/ d/—'\_/ o
e "ol — | Y
pxY vl = {pm Y. ux] ,

——~—70
where Y" YO?Z and [ﬁdeO’/u;’] are constants with respect to the time and mass coordinates.

Proof. Combining equations (3.7) and (3.8), we obtain @ = — (Cs — 1)&%. Hence, stationary states of system

system (3.3)—(3.8) must satisfy & = 0 if C.q # 1. O

8.1.5. 1D Riemann problem in curvilinear coordinates: resolution and decomposition

Proposition 3.6. Assume d = 0,1,2 and consider System (2.7)-(2.8)—(2.10)—~(2.11)—(2.12), where the right-
hand side and diffusion terms are set to zero. The system reduces to System (2.7)—(3.3)—(3.5)—(3.6)—~(3.7), with
null right-hand side, in mass coordinates. This system admits a four-state piecewise constant solution of a
Riemann problem in the mass coordinates, that is:

L
([pxd]L, ~a [pzX L if m—mo<— [I‘oxd\/ugz} t,
( , Y, [p:c X]L*) if — [pxd\/;;’g] t<m—my<0,

(md,ffa,pxdx) = (3.21)

. R
[ﬁde]R ) if 0<m—mg< {px ”2} t,
R
, [ﬁde] R) if m—mg> [pxd\/ugﬂ t,
, [pde]L*> and (p|R* Y,

where the intermediated states, <p|L* , Yo

,[ﬁde] R*) are defined as the

unique solution of the algebraic system
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— "R —— R
[pa:d ull? = {pm Va2 (3.24)

— *L — L
[pxd u;/?] = [pxd u;’Q} (3.25)
~ "L ~ 'R %
V.| =1 = v, (3.26)
*L *R *

R S FRT I e ] (3.27)

dN*RN*R R dNRNR L
{px A [px Ygug} - {px A {pz Yo, (3.28)

p *L L p * = L L 4 L
{px u Y, + [px Yo’t’u’m’] = {px w2l Yo| + [pac Yo’/u’m’] ) (3.29)

with [pa: u”ﬂs = ([px ”2 S)

This solution is realizable, in the sense that if [ﬁde}L, [ﬁde]R > 0, then [ﬁde]*L, [ﬁde]*R > 0. It is
also isentropic, in the sense that it is solution of system (3.20), with D2 = D’ = 0.

/ [ﬁxd]s, and S can be either L, R, L* or R*.

Proof. In order to adress simultaneously configurations with d = 0,1, 2, System (2.7)—(2.8)—(2.10)—(2.11)—(2.12)
is considered in mass coordinates, without loss of generality. We are left with System (2.7)—(3.3)—(3.5)—(3.6)—
(3.7), where we set the right-hand side to zero. If the initial state is realizable, then the algebraic System
(3.22)—(3.31) admits a unique solution. The positivity of [pz?X] " and [paX] ™ can be obtained using the
decomposition (4.24) of correlation tensors. Equation (3.3) is satisfied in a weak sense by this particular solution,
that is

/ dt/ dm 8tY + Oy { 24 ”H(p(t,m):O, (3.32)

—1L
for any test function ¢ smooth enough. Here, T is a time such as my — {ﬁxd\/ u?2| T > 0, where mq is the

position that initially makes the separation between the L and R states. This can be shown classically by first
integrating equation (3.32) by parts, then inserting the solution of System (3.22)—(3.31) and integrating the
derivatives of the test function. Such procedure cannot be applied a priori for equation (3.5), because it has a
non-conservative product. However, this difficulty can be circumvented, noticing that equation (3.5) with null
right-hand side is satisfied in a strong sense, at m = mg, and for all times, by the solution of System (3.22)-
(3.31). Therefore, it is sufficient to show that equation (3.5) is satisfied in a weak sense on [0, mg[ and |mg, oo]
separately, which writes

/ dt / dm atygug [px u'/2]a Ya] o(t,m) =0, (3.33)

/ dt dm {@Yo’l’u’m’ + [px u”Q} 8mYa} o(t,m) =0, (3.34)
0 mo
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*L «R

x

FIGURE 1. Riemann fan associated to the system (3.9)—(3.14), in a 1D geometry, with trans-
=0.

verse symmetry in cartesian coordinates, assuming U

for any test function ¢ smooth enough. This is true because the integration by parts is allowed, even with the
presence of a non-conservative product, because {ﬁmdu’f} is smooth (constant) on both domains, owing to the

solution of System (3.22)—(3.31). Next, equations (3.7) and (3.11), with null right-hand sides, are satisfied in a
strong sense by the solution of System (3.22)—(3.31). Moreover, equation (3.6) with null right-hand side can be
written as a combination of equations (3.5), (3.7) and (3.11) (with null right-hand sides), which are satisfied in
a weak sense by the solution of System (3.22)—(3.31). Therefore, the solution of System (3.22)—(3.31) satisfies
equation (3.6), with null right-hand side, in a weak sense. O

As a prelude to the discretization step, several remarks can be done.

Remark 3.7. The particular solution of the Riemann problem that is exhibited in Proposition 3.6 can be built
using the Linearly Degenerated (LD) stucture of the system of interest. The continuity of Riemann invariants
is expressed across the waves having speed I~J+)\i and I~J, as illustrated in Figure 1. Even in this LD case, we
cannot rely, to our knowledge, on a well-established theoretical result, that would grant a unique solution of the
Riemann problem (for such a non-strictly hyperbolic, non-conservative system). However, it has been shown
a posteriori that the solution of (3.22)—(3.31) is indeed a solution of the Riemann problem. Conversely, every
four-state piecewise constant solution of the Riemann problem must satisfy the Riemann invariant continuity
relations (3.22)—(3.31).

Remark 3.8. The algebraic system (3.22)—(3.31) can be solved in two steps. The first steps amounts to solve
System (3.24)—(3.29), that can be put in terms of a two-equation system

— | ~ | —~—* — |’ ~ |R ——

[pxd\/u’f Yo| — [ﬁdeC’t’u;’} = {pxd\/ugz Ya’ - [ﬁ:cho’/ug] ) (3.35)
— L ~ | e~ % —|L ~ L L

[pxd\/uy Ya| + {ﬁdeo’/ug} - {pxd\/ w2 Ya‘ + [mdygug] , (3.36)

and interpreted as an “acoustic” solver. The second step can be obtained by inserting the first step solution in
equations (3.30) and (3.31). This decomposition reflects that equation (2.11) is a diagnostic (one-way coupled)
equation of the system of interest.

Remark 3.9. The Riemann invariants have been expressed as functions of the stationary states.
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3.1.6. Analysis of the non-conservative products

Based on a particular solution of the Riemann problem, made explicit in Proposition 3.6, and taking advantage
of the LD nature of the system We can propose an analysis of the non-conservative products. First, from the
following proposition, either u” ®u” or Y is smooth across each wave of the Riemann problem.

Proposition 3.10. Va € Nm,Ya is constant across the central wave having material speed U. Moreover, the
tensor Reynolds, u” @ u”, is constant across the extremal waves having speed U + AL.

Owing to Proposition 3.10, the non-conservative product, u” ® u” Vf/a, in equation (2.10), is always defined
in a weak sense for the Riemann problem. Therefore, it cannot be considered as a pathological non-conservative

product. A similar argument does not hold for the other non-conservative product, Y//u” - Vf/g, in equation
(2.11), owing to Remark 3.11.

Remark 3.11. Both variables Yu” and 575 may be discontinuous fields across the extremal waves of the
Riemann problem.

This apparent pathology can however be adressed, relying on the following proposition.

Proposition 3.12. Whatever the regularity of the variables, equations (2.10)—(2.12) can be combined as an
Ordinary Differential Equation (ODE)

d
dt

—_—t —~— —1—— | —~t —~—r —1——
Y//y// Yo//u,/ u// ® u// Yﬁ’,’u” I (CT _ Cro)w Yo/z/Y[-,}/ _ Yé/u” u// ® u// Yé’u”

2 e~—t —~— —2—~—

+ 5(01 _ 1)wk.YO/£/u// u// ® u// Yélu”

—_—~t —~—~ —1—
+ CrowY/u" u’ @ u” Yé’u”, (3.37)
The left-hand side of equation (3.37) is defined in a weak sense, provided the temporal derivative is kept
Lagrangian. The hyperbolic system has been analysed through the prism of the Riemann problem, and the
identified pathological non-conservative products can be recast under a well-posed formulation. The system can
be viewed as “marginally non-conservative”.

Remark 3.13. We do not have much theoretical result at disposal for discontinuous solutions: uniqueness of
the solution, as well as realizability, have not been proven. Our analysis of non-conservative products is based
on a particular realizable solution of the Riemann problem. Therefore, our approach will consists in encoding
as much as possible the known theoretical results in the numerical scheme, at the discretization step, using a
Godunov approach.

3.2. The full hyperbolic-parabolic system

In this section, we consider the additional contribution of the diffusion-like closures that were not considered
in Section 3.1.

3.2.1. Mass conservation

Proposition 3.14. The model preserves the mass conservation relations

D Va=1Y Y/ =0> Yy;="Ya. (3.38)
= a=1 i=1
Proof. The mass conservation relations, ZN }7 =1 ZN 1777 = 0 are preserved by the equations for

the material mass fractions and associated ﬂuxes owing to the hnearlty of the equations with respect to the
summation over the material index «. Similarly, the relation ZZ 1Yo, = Y is preserved by the equations for
the mass fractions for the constituents, by summation over the material constituent index 1. (]
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3.2.2. A class of self-similar solutions, with the diffusion contribution

Let us assume a fixed background fluid having zero mean velocity, in 1D geometry with transverse symmetry
in cartesian coordinates, homogeneous turbulent frequency, homogeneous density, and isotropic Reynolds tensor
across the TMZ. Under these asumptions, System (2.8)-(2.13) can be simplified. The evolution of the turbulent
kinetic energy, k and its dissipation rate, €, reduce to the following k—¢ system [15]

Ok — 0, (ck o k) g (3.39)
_ k.o _
Oi€ — Oy (CE&&”E) = —(C,we, (3.40)

where Cj = %Cd. The remaining equations of our model become
0, Yy — 0,Y!"u!! =0,

—~ 9 - T~ —
O Yull + —k0y Yo, — Oy CkiawY;’ug = _%g}yo//u%
3 w 2
__ — o L
atYOI/Q + 2Yol/u/zlaxya - 695 (C}c ~6IYO//2> = — (CT - CTO)WYO//2.
w

The existence of self-similar solutions to the problem of freely developing TMZ is suggested by dimensional
analysis, in the absence of external dimensioning parameters. The TMZ width A(t) itself can then be taken as
the scale length of the problem. It means that possible self-similar solutions may have the form ¢ = ¢t74G(z/A(t)),
where 7, is an integer and ¢ is an arbitrary function. Both the time exponent v, and the shape function ¢ depend
on the considered quantity, ¢q. In addition, one can assume TMZ having compact support, meaning zero-valued
turbulent quantities outside the TMZ of increasing width. Under these considerations, simple profiles can be
assumed, namely parabolic and linear profiles, for the turbulent quantities and mass fractions, respectively.
Following closely the computation of [10], we obtain some self-similar solutions for this system

Bz, t) = ko (5"0)2(1 " P(z,t), (3.41)

Ha,t) =&, (f’) o P(x,t), (3.42)
Yo(z,t) = % <1 + m) : (3.43)

(:}") P(z,t), (3.44)
Pla), (3.45)

—
T s
Y/l (z,t) Y ul!

VR t) = Vi

where
w B 1
To 140,00t

P(z,t) = max [1 - (AZ))Q ,0] ,
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o (2)

The following compatibility relations must be satisfied for this self-similar solution to hold

2C, -1

w = 62_17 9:77
C C 30,

Ch |:%+Cw(29—1)] :g, C. =Cy,

ko, C.0 Yaus
GZAZ 20,7 @oho

o

B C.0
o A(Cr = Cro+Cu0)

1 ——
°o—_2C.0, Y/
4C .

Finally, all the above discussion may be summarized in the following result:

Proposition 3.15. The functions defined by (3.41)—(3.45) are self-similar solutions of the RSM (2.8)—(2.13).

Remark 3.16. Physically acceptable self-similar solutions should involve both decreasing turbulent kinetic
energy, k, and turbulent frequency, w. Only positive values of C,, are then allowed. Finally, C,, > 0 implies that
0<6<2/3.

Remark 3.17. These self-similar solution are representative of the late-time evolution of a TMZ. Analogous
solutions can be found in the literature [3,10]. The stability of these solutions, of great interest, has not been
studied here, as it is beyond the scope of this work. See [18], for instance, for examples of such stability analysis
led on simpler RSMs.

3.2.3. Filiation with other RSMs

Proposition 3.18. Let us assume that the material mass fraction satisfies the following equation

di;a 7o
P ccp%vya —0. (3.46)

If C. = Cy, the system (3.39)—(3.40)—(3.46) admits the self-similar solutions (3.41)—(3.42)—(3.43).

Remark 3.19. Proposition 3.18 shows that these self-similar solutions establish a connection between the
second-order RSM (2.8)—(2.13) and the GSG and BHR RSMs [2,19]. The latter indeed rely on equation (3.46),

for which the material mass fraction flux, Y/u”, is closed at first-order instead of being computed.

4. NUMERICAL ANALYSIS IN 1D CURVILINEAR COORDINATES

We present, in this section, a first-order numerical scheme that maintains, at the discrete level, the main
properties of the model (3.3)—(3.8), namely mass conservation, realizability, preservation of stationary states,
and non-increasing entropies. This scheme is also able to handle correctly the non-conservative products, because
it relies on a reformulation of the hyperbolic model (3.3)—(3.8) with equation (3.37). The proposed scheme can
be viewed as an approximate Godunov scheme. As a preambular statement, let us notice that schemes having
collocated components of the correlation tensor are good potential candidates to obtain the discrete realizability.
Moreover, locally non-increasing discrete entropies can be obtained from collocated scheme, see [9,13,25] for
Euler hydrodynamics.
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4.1. Preliminaries: notations at the discrete level

Let us consider a space domain Q = Ujcs€;, paved with cells. The volume of the jth cell §2; of a given
set of cells J, is denoted by |€;]. Given a 1D geometry along the unit vector e,, each cell ; is an interval
[xj_l/g; xj+1/2] where z;_1/2,%;41/2 are the position of its nodes. The position of the cell centroid is denoted
by ;. We introduce the vectors Cj, = 0, || = xfnjr, where nj, = n;,e, stands for the external normal of
Q; at its boundary z,, giving nj, = -1 if r = j — 1/2, and n;, = 1 if r = j 4+ 1/2. Thus we obtain

> mjr =0, > Cp=0, (4.1)

reN; JEM,.

where N; = {j — %,j + %} is the set of node indexes that are located at the boundaries of €2;, while M, is the
set of cells sharing the node with index r.

4.2. A splitting approach

We propose a splitting scheme to solve equations (3.3)—(3.8), during At = ¢t(**+1) —¢(") The left-hand side of
this system is first evolved from an initial time, labelled with (n), to an intermediate diamond state, labelled with
¢, during the time step At. The remaining contributions, namely the dissipation and redistribution contributions,
are then evolved from the diamond state, to a final state, labelled with (n 4 1), during the time step At. Note
that stationary states do not prevent a priori this splitting approach, as they do not involve a balance between
terms located from both sides of equations (3.3)—(3.8).

The discretization leading to the diamond state is described from Sections 4.3 to 4.10, while the discretization
leading to the dissipation and redistribution contributions is described in Section 4.11.

4.3. An approximate Godunov scheme for the mass fractions and their fluxes

The mass fractions and their fluxes evolve according to equations (2.8)—(2.10). The resulting sub-system
stands as a non-conservative sub-system of our model, whose non-conservative product, u” ® u” Vf’a, can be
analysed with the help of the Riemann invariants. Therefore, a Godunov-type scheme is a good candidate for
its discretization. Having the knowledge of the stationary states of the model, we propose to introduce such a

~ N\t
scheme for the variables U, = ( Yy, pr?Y,u” ) , which are exactly the variables that can become stationary. We

will show later on that this choice does lead to the discrete preservation of stationary states. We also discard
the dissipation terms in the mass fraction flux equation. We can do so safely because stationary states indeed
occur for a null dissipation contribution. These dissipation terms will be reintroduced later on.

Let then UR (m/t,U£ ,L{f) be the solution of the Riemann problem in mass coordinates, follow-
ing [26]. The weak solution of the Cauchy problem, built from the initial piecewise constant data

U(m,t) = ur (mj, ”)) U, |(n7 Vm € [nzj_l/QJrLj_,rl/Q]7 can be expressed as U] (m,t—i—t(”)) =
Uz ((m mjy1)2) [t Ua |n) Ua|
constant function writes

j+1) VYm € [mj_l/g,mj+1/2]. The projection of this solution on piecewise

1 b (n)
U | Am] /17L.7_1/2u;2 ((m mj 1/2) /At Z/{ |] 1’ua|j )dm
1 Mmjii1/2
+Amj /mj ur ((m—mj+1/2) /At Z/{a\ ‘H—l)

with the choice Am; = p;|€2;|. Inserting the solution of the Riemann problem and linearizing the characteristic
curves as straight lines (required for d > 1) yields

o _ g ) () At (n)_At
Ual] = Uyl (12Aj Amj)mj A (u 51 jo + Ul " 1/2) (4.2)
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—(n)
where )\;n) = ﬁgn) zdy [ w2 ~yand 7§ = AI . We then obtain an approximate, first-order Godunov scheme.

The explicit expressions of the intermediate states, Ua| jt1/2 and Z/la| j—1/2; can be obtained from the continuity
of some well-chosen Riemann invariants across each wave exiting or entering the cell €2;.

Lemma 4.1. Let us consider the Riemann problem at node having position x;1/2, located at a boundary of ;.
Combining equations (3.25) and (3.29) gives

n L —~—1*L n~(n) L ——1(n)
A Y, A {pxdygugLH/Q — A"y, S {pde(;'ugL . (4.3)

Remark 4.2. Equation (4.3) can be obtained by expressing the continuity of Riemann invariants either across
the wave entering (2;, at the position x5, or across the wave exiting (2;, at the position z;_; 5.

Lemma 4.3. Let us consider the Riemann problem at node having position x;_1 /2, located at a boundary of ;.
Combining equations (3.24) and (3.28) gives

NOE =AM AN [pde(gugL . (4.4)

J

{pde” //}

i=1/2 i—1/2
Remark 4.4. Equation (4.4) can be obtained by expressing the continuity of Riemann invariants either across
the wave entering (1;, at the position z;_; /o, or across the wave exiting €2;, at the position ;1 /5.

Lemma 4.5. Let us consider the Riemann problem at node having position x;_y /2, located at the other boundary
of Q;. Equations (3.26) and (3.27) can be rewritten as

R *L

Yy //] _ { Yy //] _ { Y //} 4.5
[pl’ a Uz j—1/2 pL Yo Uy j—1/2 U o 1/2 ( )
~ "R ~ "L ~ %
« = I = « . (46)
j—1/2 j—1/2 j—1/2

The following proposition is then obtained from Lemmas 4.1, 4.3 and 4.5.
Proposition 4.6. System (4.4)—(4.6) can be written as a nodal solver. At node having index j —1/2, this yields

) [= avr )™ o [ gy ] ™ > | ()
)‘j |:p.’L‘ Ya ux:| . +Aj71 |:p$ Ya ux:| . YO‘ . - tal
RRE } = e Lo AN = (4)
-1z Al +A.’1 N
. A Yaj [pxdy(gu”}j - {ﬁdeo’/u;’]j 1
Y, - - = (4.8)
. m <n> ONSD)
i-1/2 N NREDY

Finally, a quadrature formula is chosen to relate Y/ v/ and pdeC{’ . so as to deduce a discrete equation for
<&
Y/u!" | based on equation (4.2). We choose

Amy; Y2 = Az, [pxdygug] o (4.9)

J

o a0 ———(n)
— A ey Uy . g
T Ax; {px Y/ UIL’ . Amy Yl ;

Remark 4.7. The resulting non-conservative, discrete equations for the Riemann invariants of the extremal
waves are

(n) (n) (n) oy A Q) (n)
n n n n n j n n)\ _
A (Tl = Zul0) o+ (87 =) Sy (Tl = Zoc ) =0
J J—

Torl] = oyl

At

p|Qj| ljmj )‘( ) ( a— |J+1 a7|§' )> ()‘§+)1 )‘5' )) ﬁ (Ia+|§' )~ Zo— |J+1) =0.
j+1

2194
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4.4. A scheme for the mass fraction covariances that handles with non-conservative
products

The discretization of the mass fraction covariance equation relies on the ODE (3.37). Discarding the dissipa-
tion terms in the right-hand side, that will be reintroduced later on, we propose the following discretization

o\ 1~ )\ 1 —~—
> Y u" ) Y u"

j .

ot o t (n)

AT
—Y!'u

J

j J J

—_—
u’ Q@ u”
J

(n) —— (")
J

—_—~—
u// ® u//

o
J

— ~
Remark 4.8. Because both variables, Y/u// and Y3, can jump across the extremal waves, the non-conservative

product Yo’t’u;’&gffg is not straightforwardly defined in a weak sense as such. The mass fraction covariance
equation expressed in the primary variables is ambiguous in this respect. The ODE (3.37) restores back a weak
sense, and thus controls the non-conservative product, as explained in Section 3.1.6,

Remark 4.9. The discretization (4.10) can be reformulated in terms of discrete entropy variations, as

a a |(n < (77)
4.5. A conservative, realizable and entropy scheme

Proposition 4.10. The approzimate Godunov scheme (4.2)~(4.9) gives a discrete equation for the material
mass fractions that can be recast under its conservative form

< ~

(n) At

J P11

Y, [pxd?@/g} e (4.12)

rEN,

J
Proposition 4.11. The approximate Godunov scheme (4.2)—(4.10) satisfies unconditional discrete realizability.

Proof. The discrete equations for the correlation tensor components can be gathered in the tensorial expression

¢
x5 = (1+ At G,[) X (1+ At 6,[) 2 0, (4.13)
0 0 7%3:]- ZreNj YO‘ £n§r
where Gp\;") = [Gp|(_n) 0}7 and Gp|§") = *Aic,- > e, Yg’ nt, |- O
J T

Remark 4.12. The discrete tensorial formulation (4.13) can be identified with the continuous tensorial equation
(3.2), provided the resolvent matrix, K, is approximated with a first-order Taylor expansion in the time variable:

K = [+ AtG, + O(At?). Our scheme simply brings an additional, unique prescription for a space discretization

)

of the mass fraction gradients, Gp\;" , in the turbulent double correlation discrete equations.

——|(n)
Proposition 4.13. Under the stability condition Aty/u??| /Axz; < 1, the first-order scheme (4.2)(4.10)
j

satisfies the following discrete entropy inequalities

na’b|? — na’b}(n) —
ﬁj|Qj|% + Z [ﬁfcho’/ug}
T‘GNj

Ya

nj, <0, (4.14)

*
r

where both discrete entropies have the same dissipation rate.
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Proof. Relying on equation (4.11), we can only focus on 72, and establish its discrete entropy inequality. Equa-
tion (4.12) can be combined with equations (4.4)—(4.6) (the discrete Riemann invariant relations), to give

(1) - ()] [

J reN;

(n)

J

7,151
2At

e~ %
R AVI I .
|:p$ Ya uzi| . Njr

(n) 2

Fn)) . (4.15)

J

N
p;l] = e

. j ~
Y.
2Al‘j |A$j| Z ( o

reEN;

Y,

T

+

Next, rewritting component-wise the tensorial equation (4.13), we obtain the discrete equation for Y/u”. The
latter can be rearranged as

_ _ -1
P g (wraw”) Vg - v (waw ™) e
—(n) 9
12
— | S [z e, Rt B AL (416)
“Ir «rel; 2Az; Azl P T T '
reN; reN;
Summing equations (4.15) and (4.16), and noticing that
2 2
S LEIC) SR S = m\?
Z Yo| = Ya| + Z Yo| — Yol )7, :22 Yo| — Ya| ,
reN; " J reN; " I reN; " I
gives
b|© b)) _ At /2 " 2
7|Q|na|j_na|j :pj|Qj| T j )7 *_}7 (n)
pj J At Al‘j |AI]| o r ¢ 7
rEN;
~ 1(n) ~ | g B ot (n)
— Z Y, -Y, [px Ygug] — [px Yo’l’u’m’] Ny
rEN; J " " J
- [T
TENJ i T

The discrete Riemann invariant relations (4.4)—(4.6) can then be inserted in the second term of the right-hand
side, which gives

M I
ﬁj|Qj|% + [ﬁde(gug} Yo| njr = Dajs (4.17)
reN; " "
where
.19, ) At 17’5(71) )\ 2
p. j —(n x j ~ % ~ n
D, ="+ =1 "2 _ 1 Y, —-Y, . 4.18
J Ax; Yo j Ax; ; ( r j ) ( )
T j

Enforcing inequality D, ; < 0 yields the stability condition. (I
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Remark 4.14. We observe that the first-order scheme is isentropic at the discrete level, for both entropies, in

——=(n)
the very special case of uniform mesh and constant in space Reynolds tensor, with At = Az/\/u/? .

4.6. A non Godunov-type scheme for the material constituents

At the mixing zone boundary, there is at least one material mass fraction, denoted by index « for instance,
that vanishes. This may lead to a divergent speed A, at the locations where the material mass fraction becomes
close to zero. This speed is associated to the material constituents, while the speed associated to the material,
A+, do not diverge. The system partially degenerates at such boundary because the wave speed A, blows up.
Thus it is no more hyperbolic, if the material constituent evolution is considered. We can nevertheless mitigate
this point, because the Riemann invariant, Ya i/ Ya, associated to the wave speed A, has no physical significance
(as it is not linked with any physical matter). Its transport at infinite speed cannot be forbidden, contrary to the
transport of the constituent mass fraction }7(“ Therefore a Godunov scheme relying on the Riemann invariant
1704714 / }7(, is clearly not an appropriate choice, as the CFL condition would force the time step toward zero. We
propose an alternative scheme, that can be written as

~ |© ~ (n) At ——* Y. .
v..| =¥ _ 0t [*de"u"] il gy 4.19
a, j @, j p]‘Qj‘ ng P o Y , Ya J ( )
where X2t can be upwinded, depending on the sign of .|, = [ﬁxdm}

Proposition 4.15. The discrete equation (4.19) is conservative. It is also entropy-stable, that is, it satisfies
(4.17), (4.18).

Proof. The discrete equation (4.12) for the material mass fraction, Y, = Z 37,1 i, can be obtained from the
discrete equation (4.19), by summing over the material constituents. O

Remark 4.16. Initial uniform profiles of f’a’i /}N/a remain uniform profiles, since this mass fraction ratio is
a Riemann invariant. This stationarity property holds true at the discrete level also, owing to the discrete
equations (4.12) and (4.19).

4.7. Second-order extension in space

We propose the following second-order extension in space. It relies on the reconstruction of a variable, ¢,
which can be either Yy or pdeo’é’ 7, at a node r € N;

_ (Pa‘j-i,-l - §0a|j—1 (

Pa (xr)| = Saa| 0r0; Ty — T5) Vr € Nj, (4.20)

Tj+1 = Tj-1

where o?| j refers to an a priori limiter at cells, while @, refers to an a posteriori limiter at nodes. The a priori

limiter is defined as
if (goa|j+1 - goa|j) (cpa\j_l - goa\]) >0, and 0¥[; = 0 otherwise.
The a posteriori limiter is set to its a priori value, 7, = 1. We shall set &, = 0 only if an a posteriori entropy

criterion, yet to be defined, would be violated. This reconstruction is then inserted in the expressions for the
discrete Riemann invariant at nodes

Lj+1 — Lj—1

. Sﬁa|f 1~ Palj
mln{’ J+ J

) ‘ 90a|j_1 - ‘Pa|j
T =y |

Tj—1— Xy

@a‘j.q_l - §Da|j—1

(%) (%) ~ (n) __ (n)
)\(") Y, [7 dY// //} _ )\(.”) Y, (2 . [f dY// e ]
PERY RN Ut ] PEPYP (@ 1/2)j pY i (@i-1/2) i
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()

j—1/2

(n) B et (n)
) + {pxdyé/ug(mj,1/2)L_l )

——— (%) n) =
+ [ﬁdeé’u;’} = )\5-7)1 Ya(zj-1/2)

Ay
i1 j—1/2

which can be viewed as a nodal solver, whose solution is

) [ a5 (n) I e n)
i * )\§ ) {pdeélug(l‘]fUz)L 1 + )\5.7)1 I:pxdyolé/u/w/(l'jfl/g)ilj
- 14,11 _ _
[Px Y UzL_yz N OO
J Jj—1
> () o (n)
Ya(zj—1p2)| — Ya(zj—1/2)|
=AY OO =, (4.21)
)\j" +)\j’11
(n) 37 ™) () (n)
~ |* )‘j Ya(xi—l/Q)’j +>‘j—1 Ya(xj—1/2) it
YOt ] = n n =
j—1/2 )\; )+)\§_)1

— (n) S
[ﬁdeéIUg(xj—l/Z)L - [ﬁxdyé/uZ(zj‘l/Q)]j 1
) =y 1.92)
(n) (n) (
NRES\N

(n)

These expressions can be inserted in the discrete equations (4.12), (4.13) and (4.19), that rely on a simple
forward Euler time discretization. It could also be combined with a Runge-Kutta higher-order extension, as we
shall show in the next Sections.

Proposition 4.17. The second-order a priori reconstruction preserves linear solutions, and degenerates at
first-order at extrema, by construction.

Proposition 4.18. The second-order scheme preserves the stationary states and the mass conservation rela-
tions (3.38), at the discrete level, by construction.

In the following, we investigate the stability of this high-order in space extension, in relation with the time
discretization.

4.8. Runge-Kutta L? stabilization: a Von Neumann analysis

The extension of the space discretization to second-order may affect stability. To evaluate its impact, a stan-

~ —\ t
dard Von Neumann analysis is proposed for the discrete equations satisfied by the variable U, = (Ya, prlY u” ) .

Strong hypotheses are made to do so. Hence, all subsequent stability constraints should be understood as con-
ditions related to linear stability, distinct from nonlinear stability.

Proposition 4.19. Let the Reynolds tensor and mean density be constant in time and space, over an interval
Q = [0,27] in a 1D geometry, with transverse symmetry in cartesian coordinates (d = 0). Let the dissipation
and diffusion terms be discarded. Then the equation for U, reduces to the simple “acoustic” system

d 01
aua + ()\2 0) O Uy = 0, (423)

with sound speed \ = \/@5.

The system (4.23) admits exact solutions defined as the superposition of harmonic modes el where

k is a wavenumber, w is a frequency that satisfies the dispersion relation w = Ak, and i the imaginary unity,
-2
v =—1.

kx—wt)
’
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Remark 4.20. An interval of arbitrary length Q = [0, L] can also be considered for this stability analysis. We
restrict to 2 = [0, 27], without loss of generality, for the sake of clarity.

Proposition 4.21. The proposed first-order discretization (4.2)—(4.10) of (4.23), as well as its unlimited exten-
~ |(n)

TS
sion to second-order in space (4.20)—(4.22) (limiters are set to 1), can be rewritten as U,| = AU,| , where
J

J

Uy = <8 (1)> Uy, A=T+ puS is the so-called amplification matriz, p = AAt/Ax is the Courant number,

EAz\ 1
(=240 [1 4 cos(kAz)])sin? (| ——= ) = (=2 + o [cos(kAz) — 1]) sin(kAz)i
(27)

(—2 4 o [cos(kAz) — 1]) sin(kAx)i (=2 + o [1 + cos(kAz)]) sin? (n;x) )

DN | =

and o is set to 0 or 1, respectively for the first-order or the second-order case. The spectral radius of A is bounded
by one, under the CFL criterion

{(2 — o [1+ cos(kAz)]) sin® (’?) + i (=2 + o lcos(kz) - 1%) sing(kAx)} “

<2(2 -0 [1+ cos(kAx)]) sin? <k§x>

where

kA kA
— the first-order discretization in space (o = 0) yields: sin® <2I> < sin® <2z ,

kA kA
~ the second-order discretization in space (0 = 1) yields: [9 — cos(2kAx)] sin? (Qm) p < 8sin® <2x>

The scheme will be deemed as linearly stable, with respect to the exact harmonic solution, if all eigenvalues
of A are, in modulus, less than or equal to one. From Proposition 4.21, we observe that the constant mode,
k = 0, is unconditionally stable for both first-order and second-order discretization in space. Note also that
the smallest wavelength, with wavenumber k& = /A, is stable under the condition g < 1 in either cases.
The first-order scheme in space and time is L? stable if < 1. On the contrary, the second-order in space,
first-order in time scheme is unconditionally unstable. Figure 2 indeed shows the modulus of the eigenval-
ues (amplification factor) related to the first wavenumbers, against the Courant number. This suggests the
existence, for each Courant number, of at least one wavenumber having an amplification factor greater than one.

Let us now investigate whether a higher-order time discretization might bring stabilization.

Remark 4.22. The amplification matrix A, if computed from the second-order, low storage Runge—Kutta time
discretization of Appendix A, becomes

MQ
A:I+uS+?S2.

Note that the Taylor series should be pursued for higher-order time discretization. At the third and fourth order,
this series corresponds to the amplification matrices of the third and fourth order, low storage Runge-Kutta
scheme of Appendix A.

Figure 3 shows the amplification factor of the first wavenumber, for the high-order time discretizations, up
to fourth-order, against the Courant number. We observe that the stability of our scheme only depends on
the stability of the 2Ax-wave, because the amplification factor from this particular wave dominates the other
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1.2

1.1 et

k

Amplification factor
o
=)

_F —1 _
0.8 2tk =0
—— okl =2Az
+— 2mk~l = dAz
0.7 — 2kl =8Ax
- 21k =16Az
0.6 l
0.00 025 050 075 100 125 150
m

FIGURE 2. Amplification factor as a function of the Courant number, for the Euler explicit time
discretization, combined with the second-order space discretization. A variety of wavenumbers
is shown. The amplification factor for the null wavelength (black dashed line) is constant, while
the one related to the 16Ax wavelength (red dashed line) has a very narrow stability domain.
The intermediate wavelength are represented by solid lines. Increasing the wavelength narrows
the stability domains.

1.2 1.2 1.2
1.1 1.1 1.1
5
£ 10 1.0 1.0
': o
2 09 0.9 f 0.9
£ - 21k ' =0
=08 0.8 — okl =2Ax 08
< —— onk ' =4Az
0.7 0.7 — 2k ' =8Ax 0.7
——— k! = 16Ax
0.6 0.6 L 0.6
0.0 0.5 1.0 15 0.0 0.5 1.0 15 0.0 0.5 1.0 L5
K u m

FIGURE 3. Same graph as in Figure 2, now related to the high order time discretization:
second-order (left), third-order (center) and fourth-order (right). Increasing the wavelength
now broadens the stability domains.

ones, as soon as one wave becomes unstable (its amplification factor exeeds unity). The CFL criteria are given
analytically in Table 1 for the first and higher-order scheme.

As a conclusion, we have shown that a stabilization is required for the second-order in space discretization.
If combined with a first-order forward Euler time discretization, it is indeed unconditionally unstable. We have
also shown that high-order Runge—Kutta schemes provide the desired stabilizing effect, and that a second-order
Runge-Kutta time discretization is sufficient. In the next section, we shall show how the second-order spatial
discretization can be appropriately combined with such second-order Runge-Kutta time discretization, having
in view an efficient and simple implementation.
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TABLE 1. Maximal Courant number p for the CFL-criterion. In this table, v = (4 + \/17) Y3
1/3
_ (43+9v29
and Kk = <f) .

Time order: Ist 2nd 3rd 4th

(Y H+y-1)/2y (k*+2k—5)/3k
(VP 4+v-1)/2y (k¥ +2x—5)/3k

1st order-space 1 1
2nd order-space 0 1

4.9. A second proof of discrete realizability

Lemma 4.23. Let A a be a symmetric matriz

a b1 b2 s bN
by c1 ci2 - an
A= b C12 C22 T CoN
by an N - cNN
and D = (dij),<; j< Such as
a bj

= acC;; — bibj = dﬂ

bi Cij
If A is Semi Definite Positive (SDP), then D is also SDP.

The proof of Lemma 4.23 is postponed to Appendix B, and can be easily extended to the case where a is a
matrix and b; a vector, using the Sylvester characterization for the SDP property.

Proposition 4.24. Let US be the intermediate state defined by equations (4.2)—(4.9). Assume that the corre-
sponding mass fraction covariances are defined by equation (4.10). Then X® > 0, in the sense of symmetric
matrices.

Proof of Proposition 4.24. Dropping the cell index, the discrete correlation tensor

«
Xo_ « [¢] atpg
B8 a B B8
can be written as
t
T T e 0 0 o
(u@;m TVt (uféj/ﬁ TS 0 AL A,
@ @ aa ey
X<>: —~— o\ —1/2 » ot e~ O —1/2/;,\—/<>t + s (424)

1 12 12 " 1 1

(u X u ) Ygu (u X u ) Yﬁu 0 AZ,@ A%B
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with

— ———ot — o\ 1l —~——0 —~——(n) /—\_/(n)t —~—— (n) -1 —~—(n)
zﬁ — Yo//Yﬁ// _ YO//uH (u// ® u// ) Yﬁ//u// — Yolé/Yé/ _ Yé/u// (u// ® u// ) Yélu”
The first term of the previous equation for X° is clearly Semi Definite Positive (SDP). Therefore, requiring the
second term to be SDP is a sufficient condition for X° to be also SDP. This is the case because the matrix
A = (A,p) is also SDP, according to Lemma 4.23. O

In the following section, we rely on Proposition 4.24 to propose a second-order Runge-Kutta stabilization on
U, only, followed by the discrete equation for the mass fraction covariances (4.10). This minimizes the required
storage, while ensuring discrete realizability.

4.10. An entropy-based a posteriori treatment

We wish to obtain a second-order in space scheme for smooth solutions, while ensuring a nonlinear entropy
stability. Recall that linear stability has already been obtained with a second-order in time Runge—Kutta scheme,
which controls smooth solutions of the linearized hyperbolic system. Note that such entropy stabilization may
also bring an additional control over spurious oscillations, for non-smooth solutions. To achieve so, let us
investigate the modification of the first-order discrete entropy inequality (4.17), by the second-order scheme.
Noticing that the discrete entropy dissipation rates are the same for both entropies n® and 7°, at first and also
second-order, we drop n® safely and focus on n°, which is related to the variable U,. The explicit Euler stages,
k = 1,2, of our RK2 method, can be written

_ k=1 )

U |50 = £y (u A ) Youl , =L (YM- jEJ,At), (4.25)
_(k=2) ~(k=1) A

Ua ‘]eJ ‘CU (u ‘ icJ ) 5 Ya,i jer = /Jy (Ya,i jer y t) ; (426)

where £y and Ly are symbolic operators refering to the first-order in time, second-order in space discretizations
of Sections (4.3), (4.6) and (4.7). The final convex combination stage of our RK2 method writes, Vj € J,

1o 1 e
uy = suy” + Sut (4.27)

~ 1° 1= | 1~ (k=2

Ya,i j 5 Ya,i j + 5 Ya,i j (428)

This RK2 method brings the following discrete entropy increments

b’(k n b|(n)

(xm) ~ 1 (x,n) _
ﬁj|Qj| AL =+ Z { dY// //} Y, njy = Y)((lk’j—l)7
rEN; "
p | (k=2) p | (k=1)
Nel s = Nal. (x,k=1) _ |(*,k=1) _
ﬁj|Qj| |J N ‘] + E [ dY// //:| Y, i = D((lk,j 2)7

reN,;

where the superscript (x, k) denotes the second-order solution of the nodal solver at the Runge-Kutta stage
having index k, and D(k 12 are the (unsigned) second-order entropy dissipation rates. The last Runge-Kutta

stage to the diamond state is a convex combination stage.

Proposition 4.25. The diamond state computed from equations (4.25) to (4.27) satisfies

1/ 0 -
nbl; < 5 (el + ntl ).
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Proof.
b 1o v (= 1° o v (S 10 =10 ——— (n)
na| = ,r]a Ya , Yo//u” u// ® u// — 770( Y(X , Yo//u// , u// ® ul/
J J J J J J
1 ~ (n) 1 ~ ((k=2) 1 ———((n) 1 ——(k=2) — |(n)
b
=N | = Ya + = Ya , = Yé’u” + = Yo//u” u’ Qu”
K (2 J 2 7l 2 J 2 J J )
1 b [ (n) —— — |(n) 1 v [ = (k=2) — |(n)
S 7,'70( Ya Ya/élull Ll” ® ul/ + na YO( , Yallu// ul/ ® Ll”
2 j j j 2 j j j
by convexity of the function 1. O

(k=2) (n) (h=2) (k=2)

(,h=1)
Njr,
I

From Proposition 4.25, we obtain straightforwardly ng’j —
Gathering all Runge-Kutta stages, and defining

U na!( " (em)

P (LR
prro Uy o

T‘EN]

+ [* dﬁﬂ(*’k:l) Y,
px a Uz @

T

52 Jlhs = /J'J|Qj|

we finally obtain the second-order discrete entropy inequality

£ < 5 ( DTV + D). (4.29)
This latter expression gives a non-ambiguous discrete expression of the entropy flux through the Runge-Kutta
stages. Now equipped with the first-order and second-order discrete entropy inequalities, respectively (4.17) and
(4.29), we can step toward a discrete entropy-based a posteriori treatment for the high-order approximation of
U, Relying on the isentropic nature of the Riemann problem in the absence of diffusion and dissipation, we

impose, a posteriori, the left-hand side of the second-order entropy inequality (4.29), Egnl‘}w, to be bounded by

the first-order discrete entropy dissipation rate, defined by equation (4.18), and denoted by D 1%) . Would this
criteria be violated, then the scheme would locally reduce to first-order. The order degradatlon is performed
following the e-MOOD approach [4], where the local reconstruction order is determined uniquely at each node,
for the sake of coherence in the nodal solver, which gets the same reconstruction order from all the neighbour
meshes. The reconstruction is therefore not unique for cells which have both “first-order” and “higher-order
nodes”. Let us define

J and N the set of cell indices and nodes indices, respectively,
T; = (Ela / 52%%5 > |D(1bt \) a boolean that locally points out the need for an order degradation,

D ={j€J/T; or Tji1 or T;_1}, the domain that requires degradation to first-order,

— RK2 the set of 3 stages of our second-order Runge-Kutta scheme. We have chosen a specific Runge-Kutta
scheme, see Appendix A and references [17,43], so that each stage, having index k, and denoted by RK2(k),
can be either an "Explicit Euler" stage, or a "Convex Combination" stage.

The algorithm that makes the transition from the initial state, {L{a|§-") , 170“1'

~ <&
{Uaﬁ,Yai } , reads
il
jeJ

(1) Initialisation:
e Constrain the time step according to the stability condition given by Proposition 4.13,
e Vr € N,Vac Ny, : compute L{a|£*), the first-order solution of the nodal solver, equations (4.7) and (4.8),
e D=1.

(n)
. } , to the diamond state,
7 JjeJ
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0}
i) jes

e Runge-Kutta stages: for increasing k € [1,3] :

(2) High-order guess for {Uaﬁ, Yo

If RK2(k) == “Explicit Euler”:
Vre N :
o Vj € M,,Ya€ N,,: compute the nodal reconstructed state U, (z,)] > according to equation
(4.20),
o Ya€ N,,: compute Z/{a|£*), the second-order solution of the nodal solver, equations (4.21)
and(4.22),

Vje J,Ya€ N,,,Vie N.: apply an explicit Euler stage, with the discrete equations (4.2), (4.9)
~ (k)
and (4.19), which gives the updated state {Z/{a|§k) Yol
J
state {L{a|§»{€_1) , ?cm‘

(kl)}
7’ jred
Else:

Vje J,Vae N,,,Vi€ N.: compute the updated state, {L{aﬁ,ffm

} from the previous Runge-Kutta

<
}, as a convex combi-
j

~ ()
nation between the initial state, {Z/{aﬁn),YaJ _ }, and the current Runge-Kutta state,
J

(k)
{ua;k) ’ Ya,i j }

e Vj € J: compute T;. Then update D.
(3) A posteriori, correction loop:
e While D # 0,
o Vre N,Vj € M,, if j € D: Ya€ N,,: compute Z/{a|£*), the first-order solution of the nodal solver,
equations (4.7) and (4.8),
o Vj € D,Ya€ N,,, Vi€ N,, apply an explicit Euler stage, with the discrete equations (4.2), (4.9) and

~ <o ~ (n)
(4.19), which gives the updated state {Uaj Yo } from {an) Yol } )
J 7 e

o D =0.Vj e J: compute T}, Vj € J. Then update D.
, by the discrete equation (4.10).

<

(4) Update of the concentration covariances, Y.V
JjeJ

This algorithm always terminates. In principle, the scheme might be degraded to first order in all cells. In
practice, we shall see that this situation does not occur, as the a posteriori corrections are barely activated. If
nevertherless activated, they remain localized in space, for instance at discontinuities.

4.11. A realizable discretization for the dissipation and redistribution terms

According to the splitting of dissipation and redistribution terms, adopted in Section 4.2, the computation
of the final state, at time ¢(»*1) is obtained by solving the system

d ——o 1 L
Syngt = = 113301
tha u 2(C’T + Ch)wY ",
d — o
EYO’/Y; =—(C; — CTO)WYO’/Y[Q’7
d ——o 92 - — 2~
M no_— _ 2~ ~ n_ =
dtu ®u 3 kIl — Chw {u @u 3k]1:|,
d . e
— & = — LUgowg,

dt
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from an intermediate diamond state, during At. A combination of the two last equations of this system yields
d

L0 = — (Ceo — 1)@?, which can be solved analytically.

Proposition 4.26. The following semi-discrete scheme in time

———(n+1) 1. - 1. o
Y/ = (1 + 201w<">At> (1 + QCTw(”)At) Y/, (4.30)
Al ~n) [ A
YY) - <1+me At) 1+ 5CMAL) Yoy (4.31)
—~— (n+1) (2~ —~ o 1, -2
u’ @ u” o (3w(")k‘(")(01 —1DAtI+u”’ @u” ) (1 + QClw(")At> , (4.32)
-1 -
EntD) = 5 (1 4 (Cep — 1)&(”)At) (), (4.33)
—&(n+1)

is realizable, in the sense that X"t >0 and £+ >0 if X° > 0 and ° > 0.

Proof. Let us introduce the diagonal tensor G, = OGWH gd}, which is obtained from the matrix G, where

production gradients have been discarded (following the splitting). In order to obtain the discrete realizability,
the terms related to G, have been considered implicit in equations (4.30)—(4.32), with a realizability correction
in O(A#?). The semi-discretization in time can be put in the following tensorial form

[1- AtG{ | XD [1- ALY | = X° + AHOH™,

where ng) =

G0 (n) o~ (n) c, ~
e , G = —=S15™, and G = —S@™. The tensor [[ — AtG,] is diagonal with
strictly positive diagonal components, thus inversible. We obtain
-1 -1
XD = [1- AGYY]  [X° + AEPH] [1- AGEY] 2 0.

]

Remark 4.27. Discrete realizability can straightforwadly be deduced from Proposition 4.26, where cell indices
have been dropped, for the sake of clarity. This proposition does not introduce additional CFL constraint.
An accuracy constraint arises at all localizations in the resolution domain, which can be expressed as

max; (c~u§n)At> < 1.
4.12. Summary of the numerical analysis

[— () At
Under the following stability restriction on the time step, max; ( ul? —
J

< 1, Wwe propose a second-
A.’Ej

order scheme in space for the hyperbolic part of the model (3.3)—(3.8). It is based on a splitting procedure, that
isolates the dissipation and redistribution terms. Let us summarize the full algorithm.

The first step of the splitting procedure computes an intermediate diamond state. At first order, this inter-
mediate state is computed with the discrete equations (4.12), (4.13) and (4.19), together with the first-order
solution of the nodal solver, equations (4.7) and (4.8). At second order, the diamond state is computed according
to the detailed algorithm presented in Section 4.10, steps (1) to (4). The latter algorithm relies on Proposi-
tion 4.24, which allow the separate computation of the diamond state, first for the variables U, and )7&,1- (steps

(1) to (3)), then for the covariance Y'Y} (step (4)), while preserving discrete realizability.
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The second step of the splitting computes a final state, from the intermediate diamond state, owing to the
discrete equations (4.30)—(4.33).
The numerical solution satisfies, for arbitrary geometry, the following properties, at the discrete level:

— entropy stability,

— preservation of stationary states,

— realizability,

— conservativity of the mass fraction and material constituent equations,
— mass conservation.

Moreover, the stability restriction on the time step is not stringent and ensures that the time step does not
vanish.

5. NUMERICAL TESTS

We propose four different test cases, three of them having analytical solutions. They highlight the variety of
possible regimes that the RSM under study is able to describe. The first one focuses on wave-like behaviour in
an acoustic-like regime, while the second focuses on transitory discontinuous solutions, occuring typically at the
initialization stage of the model. The third test case deals with the important self-similar regime. The fourth
test case deals with the transient demixing regime. In the first three cases, we investigate the convergence rate,
showing the benefit of the second-order scheme. For the sake of clarity, a mixture of only two materials, having
index a and 3, will be considered in each test. The mass fractions and fluxes of material 3 is easily deduced
from that of material «, hence we present results only on material a. The mean velocity U is assumed to be
Zero.

5.1. Test case in the acoustic-like regime

In the regime considered here, the settings are compatible with the Von Neumann analysis of Section 4.8, with
periodic boundary conditions. The stability analysis is confirmed numerically for the variety of wavenumbers,
and time discretizations shown in Figures 2 and 3. Let us now investigate the convergence properties and the
behaviour of the a posteriori procedure. We recall that the diffusion and dissipation terms are discarded. The
density is set to one, and the Reynolds tensor is chosen as a constant, in a planar geometry. Thus the “acoustic”
speed reduces to A\ = \/@ The initial mass fraction fluxes and covariances are set to zero, while the initial
mass fraction is chosen as

=~ 1
V()= 5 [1 + sin (2%&)] :
Here, the spatial domain, 2 = [—10; 10], is chosen periodic, with length |Q| = 20. It is splitted uniformly in N

cells, so that || = Az. The wavenumber is set to & = 20. The analytical solution reads

Vot z) = = [}7;(1: F M)+ YO (x — )\t)} ,

— N

Yol (t, ) = A [17;(93 P - YO (x — At)} :

[\)

Y/2(t, ) = Y2ul(t, )2 N2

For the purpose of convergence study, the spatial resolution varies in the range Az € [107%;|Q|], while the time
step is fixed at At = 10~%. Hence, the stability condition is satisfied for any value of Az considered.

We show in Figure 4, on the right-hand side, the convergence curves. The logarithm of the Li-error is plotted
against log N, for each variables, and for both the first-order (solid curves) and second-order (dashed curves)
schemes. The convergence rates are given in Table 2. As expected, the second-order scheme is second-order
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FIGURE 4. Left-hand panel: solution of the test case in the acoustic-like regime, at ¢t = 2.5 for
Ax = 2/30, for the first-order (solid curves) and the second-order (dashed curves) scheme. The
analytical solution is represented by the dotted curves. The mass fractions (blue), mass fraction
fluxes (red) and mass fraction covariances (green) are plotted. Right-hand panel: logarithm of
the Li-error against log N. The dotted lines correspond to the targeted convergence rates, 1
and 2. The symbols correspond to the different mesh refinements. The associated best-fit lines
are also shown.

TABLE 2. Test case in the acoustic-like regime: convergence rates.

1st order 2nd order

Ya 0.863 2.010
Yu!  0.804 1.971
YyYy 0677 1.917

convergent. The convergence rate of the first-order scheme is slightly smaller for the mass fraction covariances.
This is due to the fact that these variables depend nonlinearly on the numerical dissipation of both the mass
fractions and their fluxes.

As an illustration, Figure 4 also shows, on the left-hand panel, the numerical and analytical solutions at time
t = 2.5 with N = 300 and At = 10~%. We clearly observe that the second-order scheme is closer to the analytical
solution, because it is less damped than the first-order scheme. For larger time steps, with the same spatial
resolution, the improvement from the first-order to the second-order scheme can still be observed at u = 1/2,
where p = mAt/ Azx. Above p = 0.7, the second-order solution is degraded to first order, by the a posteriori
entropy constraint, which we consider acceptable.

5.2. Initialization test case: the Riemann problem

Let us now investigate the behaviour of our scheme with respect to the discontinuous, analytical solutions
of a Riemann problem. We wish, in particular, to evaluate the treatment of the non-conservative terms by
our scheme. Diffusion and dissipation terms are again discarded, while the initial mass fractions are chosen
as Heaviside functions. An initial constant heterogeneity level is prescribed via the mass fraction covariances.
The analytical solution is resumed in Table 4, where the initial condition is chosen realizable. A mixing zone
evolves from the initial location of the mass fraction discontinuity, and expands at a constant speed, equal to the
diagonal elements of the Reynolds tensor. For each material, two constituents have been considered, having initial
linear profiles. The constituent ratio was initially 99/1% at the domain edges, for the material with index «.



NUMERICAL ANALYSIS OF A REYNOLDS STRESS MODEL 1731

TABLE 3. Convergence rates corresponding to Figure 5, for the Riemann problem.

First-order scheme Second-order scheme

Yo 0.497 0.685
Youll  0.497 0.685
Y2 0.5 0.685

TABLE 4. The Riemann problem: initial condition and analytical solution.

—— —
Yo YZulZ Y2 u2=uwp?=u2=%k/3 p

g
© < —\Jurt 1 0 L1 05 10
VaEt<a< it 05 1evd) 13 05 Lo

x>\ uli?t 0 0 1.1 0.5 1 0

The constituent ratio for the material with index 8 was initially chosen 70/30% at the domain edges. The
resolution domain, Q = [—10;10], is splitted uniformly in N cells, so that |Q;| = Az. The spatial resolution
varies in the range Ax € [0.02;|Q]], while the time step is uniquely set at At = 1073, to satisfy the stability
conditions at the highest spatial resolution, that corresponds to Az = 0.02.

Figure 5 (with Table 3), in the right-hand panel, and Figure 6, show good convergence results. The logarithm
of the Li-error is plotted against log N, for each variable, for both the first-order (solid curves) and second-
order (dashed curves) scheme. As expected, see [12,27], the first-order scheme converges with a 1/2 rate. The
high-order scheme proves to converge at a 2/3 rate. These convergence rates are maintained for the material
constituents, despite the fact that the high-order correction of the scheme only occurs in the nodal solver.

On the left-hand panel of Figure 5, the numerical and analytical solutions are plotted at ¢ = 10 with a
resolution of N = 500 cells, with At = 1073. We do not observe any pathology due to the non-conservative
product, which would occur at the initial discontinuity position for a standard Godunov scheme applied for the
mass fraction covariances. We again observe the improvement of the second-order over the first-order scheme.

Note that the second-order to first-order degradation by the a posterioriloop is activated at the discontinuities
only, whatever the space and time resolution.

5.3. Test case in the self-similar regime

We finally propose a test case where diffusion and dissipation terms are considered. The dissipation and
diffusion constants are given in Table 5. We make use of the analytical self-similar solution of Section 3.2.2,
with k, = 1 and €, = 1, to obtain a reference solution.

At this point, let us give a few comments about the discretization of the tensorial diffusion operator, which
can be written component-wise, under the generic form (in the present conditions, assuming constant density)

0

E‘p - 8ac (VTamQD) =0, (51)

where vp is the turbulent diffusivity. It is splitted from the hyperbolic part, with a Strang splitting, to get a
global second-order time discretization if a second-order global accuracy is required. A centered discretization
in space is used. The semi-discrete scheme is

0
atw‘ = (vrljage (i = 0/ Bs 10 = vely_yja (05— 051 /Ay 1) [ Ay =0, (5.2)
J
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FIGURE 5. Left-hand panel: solution of the Riemann problem, as defined in Table 4 (dotted
curves), and numerical solution from the first-order (solid curves) and second-order (dashed
curves) schemes. The results for the mass fractions (blue), mass fraction fluxes (red) and mass
fraction covariances (green) are plotted at t = 5 for N = 500 cells. Right-hand panel: logarithm
of the Ly-error against log N. The dotted lines correspond to the observed convergence rates, 1/2
and 2/3 (Table 3). The symbols correspond to the different mesh refinements. The associated
best-fit lines are also shown.
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FIGURE 6. Riemann problem: convergence study for the material constituents. Logarithm of
the Lq-error against log N. The dotted lines correspond to a 1/2 and 2/3 slope, close to the
observed convergence rates 0.497 and 0.65, for the first-order and the second-order schemes,
respectively. The symbols correspond to the different mesh refinements. The associated best-fit
lines are also shown.

with the arithmetic average vr|; ;o = (Azji1 vrl;+Ax; vrl; )/ (Azj+Az;11), and the definition Az 4/, =
(Az; +Azj11)/2. Using this arithmetic average makes the TMZ support (i.e. the domain of non-zero Reynolds
tensor) able to expand, which is not the case if one uses harmonic averaging. The time discretization of the
variable ¢ is chosen implicit, while the discretization of the coefficients v are considered explicit.

The resolution domain, = [—10;10], is splitted uniformly in N cells, so that |Q;| = Az. The spatial
resolution varies in the range Ax € [20/510; |2]], while the time step is fixed at At = 107, for the purpose of
a convergence study. Hence, the stability condition is satisfied for any value of Az considered.

Figure 8 (with Table 6) shows the good behaviour of the scheme with respect to the convergence study. The
logarithm of the L;-error is plotted against log N, for each variable, and for both the first-order (with solid lines)
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TABLE 5. Test case in the self-similar regime: the model constants.
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FIGURE 7. Analytical solutions for the self-similar test case. The mass fractions (upper left-hand
panel), mass fraction fluxes (upper right-hand panel), mass fraction covariances (lower left-hand
panel) and the slow quantity (lower right-hand panel) are shown. They evolve in time according
the arrow directions.

and second-order (with dashed lines) scheme. For the sake of illustration, Figure 7 shows the evolution of the

analytical solution of several variables of interest, including the fast computed variables Ya, Y/u!, and }70’75, as

well as the slow rebuilt variable, m /A Y/2u!"2. We observe that the second-order scheme brings a subsequent
accuracy improvement for all variables, especially for the slow quantity, see Figure 9 for an illustration. This
is remarquable, because the analytical reference remains constant across the expanding TMZ, and abruptly
falls to zero at its edge, see Figures 7 and 9. We also observe that the a posteriori, second-order to first-order
degradation, is not activated, whatever the spatial resolution, and time step ranging from At = 107 to the
maximum stable time step, satisfying pu= mAt/Ax =1.

We finally investigate the behaviour of the proposed scheme on non-uniform meshes, again in the case of the
self-similar solution. We introduce a geometrical progression across the TMZ, so that boundary cells are 100
times larger than the center cell. Figure 10 gives a comparison between the analytical and numerical solutions at
t = 10, for several variables of interest. As far as mass fractions are concerned, the first-order scheme generates
an artificial inflexion point at the TMZ center, while the second-order scheme does not. This illustrates, once
again, the beneficial effect of a second-order spatial discretization. The a posteriori correction never activates.
We have checked so for time steps ranging from At = 10~ to the maximum stable time step, satisfying p = 1.
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FIGURE 8. Self-similar test case. The logarithm of the Ls-error is plotted against log NV, for a
uniform mesh, at ¢ = 10. Left-hand panel: error curves are shown for the mass fractions (blue),
mass fraction fluxes (red), mass fraction covariances (green) and the slow variable (purple).
Right-hand panel: error curves are shown for the mass fractions constituents (convergence rates
are shown in Table 6). In both panels, the dotted lines correspond to the theoretical convergence
rates, 1 and 2. The symbols correspond to the different mesh refinements. The associated best-fit

lines are also shown.
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FIGURE 9. Self-similar test case: the analytical solution (dotted line) and the numerical solu-
tions, namely the first-order (solid curve) and second-order (dashed curve) schemes, are shown,
at t = 10, for the slow variable, on a uniform mesh with N = 300.

5.4. Test case with transient demixing

Shock tube experiments can induce transient regimes where demixing occurs, see Figures 4 and 5 in [22].
Indeed, after strong sudden accelerations or shock front crossing, the orientation of mass fraction fluxes can
transiently be opposite to the diffusive gradient closed flux of equation (2.14). This so-called counter-gradient
situation causes a decrease of the TMZ width, which can be measured as W = [ dxffa(l — }7&). In applica-
tions where the chronometry is important (e.g. ICF where only events occurring before maximum compression
matter), this non-classical behaviour is important because it introduces a delay in the evolution of the TMZ.

In order to show that our model is able to handle transient demixing, we consider counter-gradient mass
fraction flux as an initial condition, and analyse the evolution of W resulting from the full hyperbolic-parabolic
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FIGURE 10. Self-similar test case: numerical and analytical solutions on a mesh having a geo-
metric progression, at ¢ = 10, with N = 50. The results from the first-order (solid curves),
second-order (dashed curves) schemes and the analytical solution (dotted curves) are given for
the mass fraction (blue), mass fraction fluxes (red), and mass fraction covariances (green), and
the slow variable (purple).

TABLE 6. Convergence rates corresponding to Figure 8, for the self-similar problem.

First-order scheme  Second-order scheme

Y. 1.4 1.92
Youl! 1.44 1.97
Y2 1.43 2.01
Toar / JYrar 121 1.42
Yan 1.34 1.63
Yoo 1.43 1.64
Ys.1 1.4 1.7

Y52 1.35 1.69

system. We choose the model constants according to Table 5, and propose two computations, at first order,
differing only by the initial conditions: the first begins with a diffusive turbulent mass fraction flux (i.e. of the
same sign as the first-gradient closed flux in Eq. (2.14)), and the second with an anti-diffusive flux, here taken
as the opposite of the previous one. Let us consider one material, denoted by «, of a two-material configuration.
The chosen initial conditions write

Pz, t=0)=1, (5.3)
E(z,t =0) = k,P(x), (5.4)
E(x,t =0) =&,P(x), (5.5)
Yo(z,t =0) = % (1 + tanh (W/i)) , (5.6)
Yot =0) = £ Yuf| Pla,t), (5.7)
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FIGURE 11. Test case with transient demixing: the evolution of W = fdxf/a(l - }7&) and

Y/u"(x = 0,t) are shown for two identical initial conditions, only differing by mass fraction
fluxes of opposite sign. The initial mass fraction flux, shown in the right-hand panel, is either
diffusive (red dotted curve), that is oriented along the first-gradient closed flux of equation
(2.14), or anti-diffusive (blue bold curve). In the latter case, a transient demixing induces a
delay in the final growth of the TMZ with respect to the former case (left-hand panel).

where
9 22 .
P(a) = 3P (—87rA(2)> , i x| < A,
0, otherwise
ko = 1, &, = 1, while A,, Y| and }70’72 are set so as to satisfy the compatibility relations given in
o

Section 3.2.2. The resolution domain, = [—1(6; 10], is splitted uniformly in N = 510 cells. The time step is
fixed at At = 1074,

We show, in Figure 11, the evolution of the integral mixing width W, together with the evolution of the
turbulent mass fraction flux at the center of the TMZ, from both initial conditions. As expected, a transient
demixing is observed for the counter-gradient (anti-diffusive) configuration: the TMZ extent is decreasing for
small times, see Figure 11, left-hand panel. Next, due to turbulent production related to the gradient of the mean
mass fraction, second term in equation (2.10), the diffusive nature of the turbulent flux is restored with time
and both computations should tend to a similar asymptotic state, as made clear by Figure 11, right-hand panel.
Since the turbulent flux drives the width of the TMZ, the latter reaches its minimal extent at the time when
the sign of the mass fraction flux changes. This phenomenology cannot be accounted for when only diffusive
closures are used.

6. CONCLUSION

The mathematical analysis of Reynolds Stress Models (RSM) dedicated to compressible turbulence is delicate:
the wave-structure of wide-purpose RSMs, such as BHR, [2] and GSG [19,20], is unknown, while they embed, due
to the Reynolds and Favre averaging procedure, non-conservative products. We have proposed, in this article,
a mathematical and numerical analysis of these models, and focused on a particular extension of them, though
representative of a specific limit regime. This extension has been studied independently, but it can be used
in the frame of a splitting of the comprehensive RSMs. We have justified, in terms of stability and accuracy,
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the use of an approximate, Godunov-type scheme, in 1D curvilinear coordinates. A broadband set of test-cases
has been presented, that aims at covering all the identified relevant regimes. Hence, this work contributes to
the mathematical and numerical analysis of RSMs, which deserves better understanding.

The multi-D extension of stable, high-order, and realizable 1D RSM discretization is a natural development,
but it is not trivial. The proposed 1D scheme is a good candidate. It can indeed be interpreted as a scheme
relying on nodal solvers. In an unstructured multi-D context, nodal solvers indeed enjoy a larger stencil than
face-based solvers, encompassing neighbour meshes wvia nodes. In this respect, the resulting schemes can be
considered closer to the genuine multi-D Riemann problem, especially for meshes having a large aspect ratio.
We have paved the way towards a multi-D adaptation of the proposed scheme, into the GLACE or EUCCLHYD
framework [13,25], as we intend to show in a future companion paper. In this adaptation, the material mass
fraction and their fluxes would play respectively the role of the mean pressure and velocity of the Euler equation,
in the acoustic nodal solver. Further, the mathematical entropies would play the role of the Gibbs entropy. We
have also introduced an a posteriori limitation at high order, that may also bring an essential, entropy-compliant
backstop, in multi-D flows with highly distored meshes.

Among other possible perspectives and applications, this work could be pursued by introducing a molecular
inter-diffusion operator for the material mass fraction equations, see [1,42]. Such operator can be stiff, depending
on the specific stages of an Inertial Confinement Fusion (ICF) capsule implosion, for instance, as it was shown
in [40]. In the numerical analysis point of view, the interplay between the turbulent hyperbolic and the non-
turbulent, molecular inter-diffusion part of the model will then have to be considered.

APPENDIX A. LOW STORAGE, HIGH-ORDER RUNGE-KUTTA SCHEMES

We recall the low storage Runge-Kutta discretizations of [17,43] for the generic ODE

Y = fy).

These make use of only Euler explicit schemes or convex combinations between the last stage and the initial
stage. Let us denote by y(™ the initial stage, which is an approximation of y(nAt), and y®), which is the k-th
stage of the Runge—Kutta scheme. The second-order Runge-Kutta scheme writes

gD = ™ 4 Atf (y<n>) 7
y® =y L ALf (y(l)) 7

1
y(+D) — 5 <yn + y(2)> :

while the third-order and fourth-order schemes write
gD = ™ 4 Atf (y<n>) 7
y® =y 4 Arf (y0),

3 1
B3 = 2y L —,2)
Y 1Y +4y )

gD = y® L ALf y<3)) 7

1 2
(n+1) — —, () 4 2, (4)
Y 3Y +3y )

and
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y® =y L ALf (yu)) ’

6 1

3 _9% m_ L@
y Y2y
y® = y® 4§ ALf (y(3>) 7

y© =y Acf (y@),

3 5
(n+1) _ 2 (m) 4 2 (6)
y PR

respectively.

APPENDIX B. SUPPORTING LEMMA 4.23

Let A a be a symmetric matriz

a bl b2 e bN
by C11 C12 T CIN
A=|b2 <2 2 - con
by N et CNN
and D = (dij),; ;< Such as
N K A S
di; = P b acij — bib; =dj;
Let us show that if A > 0, then D > 0.
Proof. For any vector X = (x1,x9,- - ,:z:N)t:
al 2
X'DX = Y (acij — bibj) miz; = aX'CX — (V' X)".
i,j=1
We introduce Y = (y, z1, z2, - - - ,acN)t a vector of RV*1, where y is an arbitrary scalar. Let us assume that 4

is a SDP matrix, thus Y*AY > 0, which can be developed as

t Ay a U\ (y\_ t t
YIAY = (5 X7) (b C) <X) —a? +2(1'X) y + X'CX 0.
This is a polynomial expression in the y-variable. It is always non-negative, so its discriminant is non-positive

(b'X)* - aX'CX <0,

which can be rewritten as X*DX > 0. Thus D > 0.

Acknowledgements. The authors wish to acknowledge Cédric Enaux for discussions about the stationary states of the
hyperbolic model in curvilinear geometry, in relation with the stability condition.
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