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A spectral anelastic Navier-Stokes solver for a stratified

two-miscible-layer system in infinite horizontal channel

Nicolas Schneider ¢, Zohra Hammouch *', Gérard Labrosse "2, Serge Gauthier **

2 CEA, DAM, DIF, Bruyéres-le-Chdtel, F-91297 Arpajon, France
b Université Paris-Sud 11, Département de Physique, 91405 Orsay Cedex, France

We present a consistent Chebyshev-Fourier-Fourier pseudo-spectral algorithm for the
numerical solution of anelastic models. These models satisfy the constraint 9;(p u;) = 0,
where p is a mean density profile and u the velocity field. The choice of the decoupling
method is discussed and the Uzawa approach is generalized to such a constraint. The
pressure operator properties are detailed and the solution of the zeroth Fourier mode case
is discussed. The solution of linear systems is obtained and refined, using an iterative
method. The Uzawa algorithm is embedded in an auto-adaptive multidomain approach
in order to handle steep evolving gradients. The algorithm is reduced to the Boussinesq
approximation. The characteristics and performance of the resulting numerical code are
analyzed. The validation includes comparisons with linear stability results and with the
Waddell et al. [55] single-mode experiment. We also compute the nonlinear growth rate
of a Boussinesq turbulent mixing layer. A comparison between Boussinesq and anelastic
models is then sketched out. Finally four 3D simulations are carried out (with the anelastic
and Boussinesq models). These results illustrate the capability of the entire method to
handle stiff problems such as the Rayleigh-Taylor configuration.

1. Introduction

This paper presents a consistent Chebyshev-Fourier-Fourier pseudo-spectral algorithm for solving anelastic approxima-
tions of the Navier-Stokes equations. The continuity constraint is expressed by 9; (0(z) u;) = 0, instead of the more classical
constraint d;u; = 0 of the Boussinesq approximations. The velocity field is u and p(z) is a mean density profile. Such ap-
proximations appear in various domains, for example in the anelastic model for thermal convection [3,4,19,26,41,44] or the
recently built anelastic approximation for Rayleigh-Taylor (RT) flows [29,51].

The coupling between the velocity and the pressure leads to a significant computational difficulty. This numerical com-
plication already occurs in the Boussinesq case, but is appreciably more important in the anelastic configuration. Indeed, in
the Boussinesq case, there are many ways to decouple the velocity from the pressure. They can be organized into four fam-
ilies, which are listed in Table 1 along with their main qualities and limitations. One of these families, the ‘time splitting’,
is efficient in computational time but inconsistent with the continuous formulation of the decoupling [32,36]. However this
option was adopted by Barranco and Marcus [4] in their analysis, which is based on a spectral solver of the Navier-Stokes
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Table 1
Boussinesq-Stokes pseudo-spectral solver families. Column 4 states whether or not the scheme uses the relation
dju; = 0 as a constitutive equation (yes) or as a constraint (no).

Decoupling option Consistency Computational cost dju; 2o

Uzawa (2] yes expensive yes

Green or influence matrix [33] yes expensive yes

Time splitting [14,53] no low no

Projection-Diffusion [5] yes low no
Table 2

Numerical contributions to the RTI investigation restricted to low Mach number and Boussinesq approximations
(pNs: Direct Numerical Simulation, LEs: Large Eddy Simulation).

Physical model DNS LES
Incompressible Euler (9;u; = 0) Joly et al. [31]
Boussinesq Navier-Stokes (d;ju; = 0) Young et al. [56]

Ristorcelli and Clark [49]
Vladimirova and Chertkov [54]
Boffetta et al. [8]

Sandoval model [50] (9;u; # 0) Cook and Dimotakis [16] Cook et al. [17]
Cabot and Cook [11] Cabot [10]
Livescu and Ristorcelli [38]
Mueschke and Schilling [42,43]
Zhang and Tan [58]
Livescu et al. [39]

Low Mach number Euler Bell et al. [7]
Zingale et al. [59]

Anelastic (9;pu; =0) this work

equations. The optimal decoupling approach is the Projection-Diffusion method, even taking into account the fact that the
numerical divergence does not vanish at the space nodes but exponentially decays with the node number. This can be ex-
pected from a simple argument. Assuming that the exact velocity field is known, its numerical divergence will never vanish
except asymptotically when the grid refinement becomes infinite. Consequently, imposing d;u; = 0 at all the nodes results
in adding some numerical errors to the velocity field. Since the Projection-Diffusion method does not seem to be gener-
alizable to the anelastic approximation, the present numerical option is based on the Uzawa decoupling method. Table 1
declares this method as expensive in computational time. This is the case for 2D/3D confined flows. In the present work,
the horizontal periodicity of the flow suppresses this limitation, while requiring an important memory space for storing the
Uzawa operator for each horizontal wave number.

On the other hand the Rayleigh-Taylor instability (RTI) is one of the numerous hydrodynamic instabilities that has many
scientific, industrial and natural applications. The analysis of its evolution with time until the last turbulent mixing stage
is always of interest and it deserves accurate and well-adapted numerical tools. This instability can be tackled in various
physical configurations, for example with miscible or immiscible fluid layers, with compressible or incompressible flows,
viscous or inviscid fluids, or, finally, triggered by large- or small-scale initial conditions. For a review, see [1] and references
therein, for some visualizations, see [52]. This instability occurs at the interface between two miscible fluid layers, the
heavier layer being stacked on top of the lighter one. Both layers are stably stratified in the presence of an acceleration
field.

This situation has been analyzed with a large variety of numerical tools as indicated in Table 2, which gathers most of
the published contributions to this topic. Many contributions have also been made in the fully compressible regime us-
ing either Euler or Navier-Stokes equations [22,24,37]. The compressible option contains the three Kovasznay modes, [15],
i.e., the vorticity, entropic and acoustic modes. The low-Mach number approximations contain the vorticity mode and a
degraded entropic mode while the Boussinesq one contains only the vorticity mode. It should be noted that the word ‘com-
pressible’ is often used with two different meanings. The first meaning is used in the case of static compressibility, in which
an acceleration field generates a density stratification with its length scales, |LpH| and |L,0L| for the heavy and light fluids
respectively, Ly, with L;:,_L = (1/pH,1) (dpH,1/dz). The second meaning corresponds to the ‘dynamic compressibility’ case.
It is mainly associated with the acoustic dynamics or the equation of state. For a perfect gas, this effect is governed by
the adiabatic indexes of the two fluids, yy and y;. A practical consequence of the presence of acoustic waves is to dra-
matically lower the time step in numerical simulations. This is the main reason why an approximation where the ‘dynamic
compressibility’ can be discarded is interesting if the acoustic contribution to the flow is not important. In a recent study
by Schneider and Gauthier [51] an asymptotic analysis—carried out in terms of the small parameter y Ma® <« 1, Ma being
the flow Mach number—has been used to derive the anelastic, the quasi-isobaric and the Boussinesq approximations of the
RT flow. In particular, the anelastic approximation keeps the ‘static compressibility’ into play and appears to remain valid
for slightly stratified equilibrium states. The anelastic configuration contains the vorticity and entropic modes, the acoustic
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Fig. 1. Sketch of the RT initial configuration: a heavy fluid layer is stably stratified and stacked on top of a light one, stably stratified also, in presence of an
acceleration field, g.

mode being filtered out by the model. As can be seen in Table 2, so far this configuration has not received as much attention
as the others have. This is surprising since the stratification of both layers has an important effect on the evolution of the
instability, even when neglecting the acoustic contribution. The goal is therefore to achieve a physically reliable analysis of
this configuration of the RTI and of its capability to generate, in time, small length scales until turbulence is fully developed.

This paper presents a generalization of the consistent Uzawa decoupling method to the anelastic model within the
framework of spectral methods. Properties of this numerical scheme are detailed: condition number of the main operator,
accuracy and performance. Spectral accuracy is achieved. This algorithm is coupled with an auto-adaptive Chebyshev mul-
tidomain method, which is shown to be capable of handling stiff problems such as the RTI. The entire method and the
numerical code are validated against linear stability results, and single- and multi-mode RT-experiments.

Section 2 is devoted to the description of the anelastic and Boussinesq models. Section 3 is dedicated to the presentation
of the numerical algorithms. In particular, the Uzawa uncoupling method for the anelastic approximation of the Navier-
Stokes problem is detailed. Section 4 studies spatial and temporal convergence and the optimal multidomain grid. It also
gives some computational features of the resulting numerical code. Section 5 is dedicated to validation. Finally in Section 6
the capability of the entire method is illustrated with some physical examples and with a comparison between Boussinesq
and anelastic models.

2. Anelastic and Boussinesq models
2.1. Anelastic model

In this section, we present the governing equations and the mixing model. The initial and final profiles of the ther-
modynamic variables are also given. The motion takes place in a three-dimensional horizontal channel (Ly, Ly, L;) where
L, =z — z, and the volume is V =LyL, L, (see Fig. 1). The coordinates z, and z; are the bottom and top of the domain
respectively. The heavy fluid (subscript H) is initially located in the upper side of the domain, i.e., for 0 < z < z;, on top of
a light fluid (subscript L) occupying the region z, < z < 0. The mixing of these two miscible fluids is analyzed within the
framework of the single fluid approximation where the partial densities are p};* =my/V and p;’* =m;/V. The operator
" XVZ stands for the average value over the three-directions (x, y,z) and mpy  are the masses of the heavy and light fluids
contained in the volume V. We use the ‘partial pressures-partial densities’ mixing model such as

p=pu+pL and p=py+pr. (1)
The expression of the partial pressures reads
R . .
pi=PiHT=(Vi—1),0in,- T, with i=H,L, (2)
1

where R is the perfect-gas constant and Mp | are the molar weights. The specific heats at constant volume are Cy, and y;
are the isentropic indexes. We also define a fluid concentration c,

pp=cp and p=(1—-0)p. (3)



According to the additivity of the extensive variables, the specific heats C,’s and indexes y;’s of the mixing depend on the
concentration c. The system of equations is adimensionalized with the following four reference quantities (i) length: L, =L,
(ii) time: t, = (Ly/g)]/z, where g is the acceleration due to gravity, (iii) density: por = (,oH 0M) + ,oL(O‘)) /2, (iv) temper-
ature: T, = T, the uniform temperature of the equilibrium state. The pressure of reference is p, = pr (R/M;) T, with
2/ My =1/My + 1/M_|. The concentration of reference is chosen to be ¢, = (1 — At)/2, where At is the Atwood number
defined below, and the reference value for the specific heat ratio of the mixing is y, = y(c;). Finally the reference specific
heat is defined as Cy = (yr — 1)~"R/M,. The expression of the dimensionless numbers, Atwood, Reynolds, stratification
Sr, Schmidt and Prandtl, expressed within the reference scales are

_ pu(Ez=0"t=0)—p(z=0",t=0)

At = )
pg(z=0t,t=0)+ p(z=0",t=0)
1/2L3/2 L C
Re:gir, Sr:L, se= " and Pr:yr'u v (4)
M/ pr RTr/M; porD K

Anelastic approximations use the general form of the continuity equation [13]
3i(P(2)ui) =0, (5)

where p is some characteristic density and u; is the ith-velocity component. For RT configurations, various density profiles
may be considered. During the development of an RT-mixing layer, the mean density profile starts with a sharp disconti-
nuity. This density jump decreases with time. At the end of the mixing process, the density profile is one-dimensional and
given by the hydrostatic equilibrium of the homogeneous mixing. In a recent paper devoted to incompressible type models
for RT-flows [51], we have used this one-dimensional final state density profile as the characteristic density (5) to build an
anelastic approximation for RT-flows. Within this framework, thermodynamic variables are split into zeroth and first-order
quantities. The zeroth order corresponds to the final equilibrium state, the first order is the fluctuations supposed to be
much smaller than the zeroth order. We write

,OZ,()(O)-‘r-/O(]), c=c® M, p:p(o)—}-p(]),
T:T(O)—G—T(l), 626(0)+e(1), (6)

where T and e are the temperature and internal energy, respectively. The velocity is of zeroth order and is denoted u;. One
then obtains the following set of adimensionalized equations

1 1
0 1 1
P @ @eui + ujdjuy) = —5 aip™V + R 2101 — PV 8i3, (7)
with the constraint 3; (0© u;) = 0. The internal energy equation is
Sr
3@ e +3ip P uje® = - = 1) pP i + (yr — 1) e 7 Dij

AHL,
ScRe
and the advection-diffusion equation for the concentration is
1
ScRe
The previous system is closed with the linearized form of the perfect gas EOS

p»  p® 1O 2AtcM
PO~ p0 T TO T 1A 2Ac0

Zeroth-order quantities (with the superscript (0)) only depend on the vertical coordinate z. The partial derivative with
respect to x; is denoted 9;. The viscous stress tensor ojj = u*(dju; + djuj —2/38;jd,u,) is defined within the Stokes approx-
imation. Dj; is the rate-of-deformation tensor. The difference of specific heats at constant pressure of the two species is
Ap,p=(Cpny—Cpr)/Cy,r, where C,; is the reference value. The transport coefficients p*, k* and D* are taken as constants
equal to 1. In the following, we will use indifferently either (x, y, z) or x; for the coordinates. The boundary conditions are
periodic in the horizontal (x, y)-directions for all physical quantities. Indeed, RT-studies are often motivated by astrophysics
or inertial confinement fusion where flows develop in spherical geometry. We thus approximate these flows in rectangular
domains with horizontal periodic boundary conditions. There is no flow and therefore no mass flux through the top and
bottom channel walls. Moreover there is no stress along the walls. We also impose a zero heat flux through the channel
walls. Consequently the boundary conditions are

1TO (O pryg.cD1 4 Y g e a7 3
+ il (o ) 9i¢ ]+PrRe 0i (K™ 0; ), (8)

P(O)(atc +ujajc) = 31‘(,0(0) D* 9;c). (9)

(10)

d1 2| [ =Us(X,z2=12p,2;t) =0,

X,Z=Zp,Zt;

3, T

= 8zC|x,z=zb,z[;t =0. (11)
X,z2=2p.2¢:t



Appropriate initial conditions have to be added. Equations (7)-(11) are restricted to Sr = 0 and At # 1. They are considered as
a good approximation when the stratification Sr is of the order of 1. Indeed for large values of Sr the dynamic compressibility
plays a significant role. The linear part of (7) with the constraint 9;(0® (z) u;) =0, i.e., the anelastic Stokes problem, is
shown to be elliptic [30].

The section ends with two remarks, useful for the numerical approach detailed below [51]. First mass conservation is
not guaranteed with the system of equations (7)-(11). It has to be imposed explicitly, | oM dV = 0. This conservation law
is derived from the continuity equation of the full Navier-Stokes equations. Second the dynamic equation (7) is invariant
under the transformation p — p® + &, p©@, where @) is an arbitrary constant [3,44]. Indeed the density fluctuations
appearing in equation (7) may be expressed with the EOS (10). In this way, the operator Sr='9, — p©@/p© applies on the
dynamic pressure p(! and the above invariance may be checked. The correct level of dynamic pressure fluctuations p‘V is
imposed through mass conservation, which turns out to be an equation for the constant «p. The entire system (6)-(10) is
not invariant under this transformation.

2.2. Initial equilibrium state

The hydrostatic equilibrium in both the heavy and the light fluids with a uniform temperature T provides the initial
one-dimensional steady state (o), y; =0, T c(n) and p(ndy Using equation (7), hydrostatic balance becomes

S dzp,.(i“i) + pi(i“i) =0 for i=H,L. (12)
The total density profile is built with the regularized Heaviside functions Hi(z) = (1 + erf(z/8))/2, where the parameter §
represents the width of the initial pseudo-interface thickness. The total density is expressed by

p(2) =1 +At)exp(—Sry 2)H4+(2) + (1 — At) exp(—Sr; 2)H_(2), (13)
where Sry ; = Sr/(1 F At). The regularized concentration profile is obtained from ¢ (z) = pI" (z)/pD (z). The pressure

is analytically calculated from Eq. (12) as pi")(z) = —Sr [ p™(z) dz. The integration constant is adjusted in such a way
that the boundary condition T (z,) =1 is satisfied. Finally the temperature profile is recalculated from the EOS.

2.3. Final equilibrium state

After the overturn of the fluids, the flow tends asymptotically toward an equilibrium state, which only depends on the
inhomogeneous z-coordinate. In this regime, the velocities fall to zero and the density reaches a non-uniform constant
profile denoted p©(z). In the same way, equation (9) for the concentration ¢ with Neumann boundary conditions shows
that ¢ reaches asymptotically a uniform and constant value denoted c€"®. This value is simply given by the expression

clend) _ _ MH__ (14)
my +mg

The density profile p©™ is obtained by considering the momentum equation

—Sr1(1 4 At — 2Atc© Dy g, p D (z) = pED (z), (15)
the solution of which is

P (2) = p©D(0) exp(—S 2). (16)
where S = Sr (1 + At — 2Atc©)=1 The constant p©€D(0) is fixed with the total mass, my + m, of the two fluids

plend) () — (my +mL) S (17)

exp(—Szp) —exp(—Sz)’
2.4. Boussinesq model
For small Atwood numbers and unstratified equilibrium states, the full Navier-Stokes equations reduce to the so-called
Boussinesq approximation, which writes [51]
Ot + ujdju; = —d;p + Re™" 9%u; — (2¢ — 1) 83,
with the constraint d;u; =0,
dc+ujdjc = (ScRe) ! djc, (18)

where p is defined up to an additive constant. System (18) involves only the vorticity mode; the entropic and acoustic
modes have been removed. This system of PDEs is of elliptic type. The boundary conditions are the same as for the anelastic
case (system (11)) but without considering the temperature. Appropriate initial conditions have to be added.

Two examples of density profiles are displayed in Fig. 2, one for a Boussinesq unstratified configuration at At = 0.10, one
for an anelastic stratified configuration, with At =0.25 and Sr = 2.
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Fig. 2. Density profiles for the RTI. The full lines represent the initial unstable profiles and the dashed lines represent the stable density profiles after the
overturn of the two fluids. Left: At =0.10 Boussinesq unstratified configuration. Right: typical anelastic configuration with At =0.25, Sr = 2; the heavy and
light fluids are stably stratified although the stack is unstable.

3. Numerical algorithms

The problem to be solved is made of the Navier-Stokes, concentration and energy equations with an EOS, (7)-(11). Space
discretization utilizes a non-overlapping Chebyshev multidomain method in the z-inhomogeneous direction. A coordinate
transform is defined in each subdomain. A Fourier method is used in the (x, y)-homogeneous directions. Time marching
is handled in the Fourier space, with a second-order three-step semi-implicit low-storage Runge-Kutta method ([12], Sec-
tion 4.3.2). The velocity equation and the associated constraint lead to a generalized Stokes problem while the concentration
and the energy equations lead to Helmholtz problems. Physical quantities ¢ = p, u;, p, T and c are first expanded on Fourier
series along the (x, y)-directions:

Ne/2-1  Ny/2-1

d™x, y,z,t) = Z Z a}g:;%/ (z.t)e! kxxtky y), (19)

kxy=—Ny/2ky=—Ny/2

withm=1,..., M, where M is the number of subdomains. The following change of variables is carried out on the horizontal
velocity components (ii1, Ui3)

kT = ik TV + iy T

ke ™ = ik Ty — ik, T3 (20)

where k = ,/k2 +k§,, k > 0. The vertical velocity w = u3 and the pressure p remain unchanged. This change of variables

allows us to decouple the velocities '\7,(:") and ’\7kl ™ The complex number i has been used in (20) in order to only deal with
real operators. The variables (V,P) are solution of a generalized Stokes problem while the velocity ¥, the concentration and
the temperature are solution of Helmholtz problems. This Stokes problem is solved by means of both the Uzawa algorithm
and the influence matrix method [40,47]. Continuity of the dependent variables and of their first derivatives is required
for quantities governed by second-order PDEs, i.e., velocity, temperature and concentration. In the influence matrix method,
the velocity unknowns are written as a linear combination of 5 elementary solutions, each one being solution of a Stokes
problem with specific boundary conditions. The coefficients of these linear combinations are solution of a 2(M + 1)-order
linear system. A similar procedure is used to solve the Helmholtz equations with 3 elementary solutions and M + 1-order
linear systems.

The matching conditions at the subdomain interfaces depend on the nature of the PDEs to be solved ([12], Chap. 13). It
is quite natural to impose the continuity of the velocity. Then the continuity of the force at the interfaces provides more
conditions. The stress tensor and the pressure generate a force on the elementary surface whose expression in the vertical
direction is

dfi=(oij—péij)n;dS i,j=1,2,3, (21)
where n is the normal vector at the interface. For horizontal interfaces (j = 3), the expression of the force is
dfi = ((33u; + djus — 2/38i3 d¢ug) — pdiz)dS, i=1,2,3. (22)

The continuity of the z-derivative of the velocity components and the continuity of the pressure follows the continuity of
this force. Notice that the continuity of the second z-derivative of the vertical velocity, 32, w, ensues from the constraint
9; (0@ u;) = 0. Indeed, in the Fourier space, this constraint writes



K + 0, Wy + LT = 0. (23)

Considering the matching conditions derived above, the z-derivative of this equation leads to the result. It is worth noticing
that there is no constraint on the continuity of the pressure derivative.

3.1. Anelastic Stokes problem
The Stokes problem describes the time and space evolution of the fluid velocity u;(x, y, z, t) and of the dynamic pressure

pM(x, y, z, t). The uncoupling between the velocity and pressure is then worked out.
Consider the open domain €2 defined by x, y € (] — o0, +00[)? and z e U]z(m) <m)[ and the domain © = U[z(m) (m)]

m=1,..., M, which is closed in z. We obviously have z( ) =z, and zb =z:. Let u; and p™V be the solution of the
following dlmensmnless problem,
0
0@ @i +ujdju) = — la +p( )83 p®
i jojli Sr p(o) i
1 1 1 .
+§ ajjui—ga,-(Lp uz) | — fi, inQxt>0, (24)
T 2Atc®
=p0 — 53— p 0 — 25
fi=p 70O i3 — 0 1+ At —2Atc© i3, (25)
with the constraint
oju; = —L;]U3 inQ, (26)

with Dirichlet boundary conditions for the two velocity components on each subdomain. Here the change of variables (20)

. . -1 .
has not yet been performed. In these equations f; is a known source term and L,' = p©@ " d,p'®. There is no preferred
direction in the (x, y)-horizontal plane, which allows us to reduce the Stokes problem to two dimensions, the second
horizontal velocity component being solution of a Helmholtz problem. As a consequence, only one horizontal wave number

is considered, i.e., k= /kZ + ki. We keep x as the resulting horizontal coordinate.

Inserting the decompositions (19) into (24) provides us with the Fourier version of the problem for each wave number k.
Then the change of variables (20) is carried out. The resulting matrix system reads (p‘! is now written p)

©(z)9 Y,k):— +le (V">+<§"’k>
P2 t(wk Gak Pk reZAk\ @, Sk )
pP(2) 8 V- =Re™" (37, — K)Vje +57,. (27)

At this stage Vj, Wy, Vki, Pk» Sv.k» Sw.k and ”s'v{k depend on (z, t). The operators G and L4 are defined as
Gur = ksr1
A=\ st o, 4+ p@/p©@ )

82, — k2 LkL;!
LAk — 2z 5 5 13 P_] 1v1 , (28)
0 95, — k —gdsz —§Lp 0z
and
KV + (az+L;1) W =0, (29)
where S, and ?f;_k are obtained using the change of variables (20) applying on the source term s; = f; — p© (2 ujojuj,
written in the Fourier space. As w = u3 we have Sy, y =753 . The inertia term is considered as a source since it is explicitly

handled. Notice that equation (29) allows us to express V. in terms of Wy, when k is different from zero. The case k =0
requires therefore a particular attention. This will be treated later and k is considered for the moment as being non-zero.

3.2. Time discretization

The system (27) is time discretized by applying the Runge-Kutta scheme. Three intermediate times tq, ¢ =1, 2,3, are
introduced, such that t; <ty <ty <t3 =ty4+1 =ty + At. For each g a matrix system can be established

© . La 1 vy s ()
9y, k u,k
|:10 (2) Atlz ReL:Ak:| (Wl((q+l)> +gAkp (,g(q) >’

r ~
[p(O)(Z)A_Z_ _ Re—](a —k )] l(tH—U ‘J;ch)’ (30)



where Iy is the N x N identity matrix. The I'y’s are the three-step Runge-Kutta coefficients: I'y = 1/6, I’ = 5/24 and

I's = 1/8. The superscript (q) stands for the number of the time subcycle. The updated source terms are written o(‘” with

e =5y, Sw, Sy. At this stage v(q) (Q). ~L(q) p(q) "(‘D N(Q) and SL(Q) only depend on z. Notice that the equation for v is

a Helmholtz equation, just llke the concentratlon and temperature equatlons The solution of these three equations is thus

very similar. The pressure amplitudes, p ~(q+1) , are evaluated at each time subcycle in such a way that the following version
of Eq. (29)
kT 4 (d +1; )N("“) 0, vzep™,ZMm=1,...,M, (31)

is satisfied at all the z-nodes.

3.2.1. Matching conditions and influence matrix method
Equations for v,w As we have already said, the matching of velocity, temperature, and concentration is performed with the
influence matrix technique where the solution v, w, and p are sought under the form

4

~(q+1) _ F(q+1)(0 ~(q+1

¢l(<q ) _ ng )( )+§ :)L;é ¢I£q )(S)' (32)
s=1

The first term ;5,5"“)(0) is the solution to the problem with the source term and homogeneous boundary conditions. The

$£q+1)(5) (s=1,2,3,4) are the solutions of the homogeneous problems and with non-zero Dirichlet boundary conditions.

The matching conditions and the boundary conditions lead to an algebraic linear system for the Af. The differential problem
(30) for Vi, and Wy is solved with or without the source term (i.e. s =0 and s # 0 respectively), and with the following
boundary conditions:

(q+1)(s)(z (m)) =815, 7}({a+1)(3)(z _ Zz(;m)) = 8y,
VVI({qul)(s)(Z _ Z((Im)) = 53, VV’({qH)(s)(z _ Z;m)) — 845, (33)
where § is the Kronecker symbol and for m=1,..., M.

Equations for v+, cand T These three quantities are scalars and are solved in a similar way to the two velocity components
(v, w), with only s =0, 1, 2.

3.3. Space discretization

The set of equations (30)-(31) is now discretized along the z-direction using the Chebyshev collocation method [12,28,
46]. Each of the unknown fields, T/’l((q), W,ﬁq), Vk“q), f)'l((q), Tlgq> and “c',iq> is determined through a polynomial approximation
which is denoted in the same way. A general distribution of collocation points is given by the set of M subdomains with
N, + 1 points, [z™, (m)] m=1,..., M. A coordinate transform is used in each subdomain z™ (&) = f™ (¢; a™), which
depends on a unique real parameter denoted a™. For this study, the following transform was found to yield satisfactory
results

—-1/2

FM & a™) =@ + 2™y 2 +a™E A +b™—g2) T a™ >0, (34)

where b(™ = 2qM™/ (zf’m) —z™). Let us list the parameters which define the grid. The location of the boundaries of the
subdomains are defined by M — 1 real parameters and there are M real parameters associated with the coordinate trans-
forms (34). As a result, the set of collocation points is defined by 2 M — 1 parameters. These parameters are dynamically
adapted as detailed in Section 3.7. On the other hand, let D¢y be the first-derivation Chebyshev Gauss-Lobatto matrix, of
size (N; + 1), whose entries are given for example in [12]. The first-derivative physical space matrix is D = f’~! D¢¢. The
second-derivation matrix is D2.

Let us introduce a set of column vectors, V@(s) W(Q)(s) V“q)(s) and ﬁ(q)(s), made of the (N; + 1) nodal values of

V,(Cq)(s) (2), Vv,({q)(s) (2), VkL(Q)(S) (z) and p,(cq)(s) (2), respectively. They are defined, for example, by

FOO . FOO)T with B

where the superscript (m) has been omitted for the sake of clarity. Then the matrix D is such that, for example,

PO = FOO Z OO (7).

OO _py@e©. (35)

S(@)(s)

This equation yields the first derivative of v(q)(s) (z) evaluated at the (N; + 1) points, i.e., the d Vi ’s which constitute
Zp

the column vector V/,(f)( . Notice that all the eigenvalues of the matrix D are zero. This makes it impossible to invert, which
is not surprising as it would mean that a differential problem could be solved without imposing boundary conditions.



According to the boundary conditions (33), the column vectors V,E‘D(S), W,Eq)(s) and V,ﬁ‘(‘”(” have only (N, — 1) unknown

entries. This suggests that the internal nodal values of '\7,(:1) ® (2), \7v,(<q) ®© (z) and T/'kl(qxs) (z) are the true velocity unknowns

of the problem. Let us thus express the entire discretized system in terms of these unknowns, following the approach
described in [34]. Once the internal nodal values are determined, the boundary values are fixed using equations (33). We

are thus led to introduce the ‘internal’ column vectors V,ﬁql) ®, W,ﬁq} © and V,ﬁ‘;q)(s) defined, for example, as

T@6) _ ~@)(s) ~(@(S) T
Vk,l =(Vk,1 ...vk’Nz_l).

3.3.1. Discretization of the momentum equation
Equations for v,w We are now ready to discretize the system (30), whose first equation leads to the following block-matrix
system,

7 @+1)(s) T@ (@)
e Cor ParDE _ ((Svidos+ 24 36
Ak | grarne ) TOaP T = kg o s@o ) (36)

kI w,k 90s + w,k

where s =0, ..., 4. The operators G4 and L, are given by
— k
k Lﬂll I §l
LAk:(HVk T3 Re Nz—1> and Gar=1 o |, (37)
0 Hwk D+ 051

where Hy j and Hyy | are square matrices of size (N, — 1). They are elliptic operators, therefore invertible and are expressed
by the following relations

r 1
Hyp= -2 ——(—k21 _ D2>,
Vk Atﬂl Re N,—1+ D7
Hyp= 05— L[ 2 +D2—1(DL_1 +L17' D (38)
Wk—Ath Re N,—1 173 Ly o (PD |5
where
1. the diagonal matrices p; and L;1I are of size (N; —1); the p; non-zero elements are (,01)“- = p(o) (zj), j=1,...,N.—1,

2. I and D are rectangular matrices, of (N, — 1) rows and (N, + 1) columns, whose elements are defined by

Lvn:(INz+1)vn} fOl‘ in:O,...,Nz
Qvn:Dvn V=1,...,NZ—1,

3. Dyis an (N; —1) x (N; — 1) matrix and is the inner part of D
D;(i, j) = D, j), 1<i,j<N;,—1.
4, E;q,)( and §f,3)k are column vectors of length (N, — 1) which are composed of the internal nodal values of the right-hand-

side of the first equation of system (30).

5. f)f‘ql)((s) and f‘(,g)lgs) are source terms due to the boundary conditions (33). Their expression is given in Appendix A.

Equation for v+ Similarly we get an equation for the internal nodal values of V,f @® \which is a Helmholtz equation
I _ ~1(g+1 <1l o
|:,01A—qt —Re™'(D? — 1<21Nz_1)] Vi 10O =5 0505 + 5,0, (39)
where s =0, ..., 2. The source term ft;cq)(s) is related to the boundary conditions and its expression is given in Appendix A.

Let us now build the pressure operator.

3.3.2. Discretization of the constraint equation 3; (p® (z)u;) =0
The discrete version of (31) directly reads

KTV 4 (D415 ) WIS =0, (40)

This relation is now modified to be expressed in terms of the internal column vectors \715‘11“)(5) and W,qu' DG To this end
we need to introduce two rectangular matrices, with (N, + 1) rows and (N, — 1) columns. They are I and D, defined by

Inv=(1Nz+1)m)] for [n:O,...,Nz
Eﬂv=Dnv v=1,...,N;—1.



These matrices allow us to write down the matrix form of the discrete version of 9; (,0(0) (z)ul-) =0 (see equation (40)),
which involves only the internal nodal values of the velocity. The boundary terms of the velocity are determined by the
boundary conditions (33). Finally the constraint equation writes

KT 4 (D41, 1) WY = -5 00 - 209, (41)
where the source terms, E,(J?/)V(S) and =9 are given in Appendix A.

3.3.3. Uzawa equation on the pressure
We are now able to construct the Uzawa operator Ap acting on the pressure, which allows equation (41) to be satisfied
at the z-nodes. It writes

(@+1
Ap BETVE — FOO (42)

To this end we proceed in three steps, i) expressing from (36) the column vectors in terms of

F@+DE)
Pk

V,gq;rU(S) and WIE?;-1>(S)
, i) injecting these terms in equation (41) and finally iii) identifying the operator Apj and the r.h.s. Ff,q,){(s). The first
step leads to the following matrix expressions,

7 @q+1

with

L1 1 ) 1
@G) _ T p 1 3@+
Fric = k|:3Re HWk(SrQ+ p<0>1) NG

L71
@ s@e kKt o1 (z@ <@
+Sv,k805+2v,k +§ Re HWk(Sw,k605+Ew,k )’ (43)
and
Hu o @06 _ 1D P(O)I PATDE) L 3@ 5 L F@O6) 44
wik Wy =- §_+—p(0)_ : +Sydos+ 2,0 (44)

The resulting Ap, matrix reads
L;! 1 © 1
_ 251 e a1 (L p L
Apk=—k"THy} |:3Re Hy (Sr2+ p(o>1> G
_ _ 1 p(O)
-1 -1
_<D+Lp I)HWk(§Q+W1 , (45)

together with the right-hand side F ;f’,)c(s)
@)(s) 7y—1 k L;11 -1 (3@ S @) <T@ S @)
Fpi 7 =—kIHy}| 5 ¢ HWI<(Sw,k505+Ew,k )+Sv,k805+2v,k

— (D415 T) Hy, (S0 005+ E0) - 500 — 509, (46)

3.3.4. The k # 0 anelastic-Uzawa pressure operator properties

There is no spurious pressure modes in the k # 0 anelastic configuration (cf. [34]). This implies the ellipticity of Ap k.
Actually its eigenvalues A,, forn=1,..., N, + 1, are all positive. Fig. 3 (left) shows a plot of the log;qo (A;)’s obtained with
N, =50, for Re =10% k =27 and Sr=1. A typical arbitrary value /At = 103 has been chosen for the computation of
the eigenvalues. Defining the condition number of Apy-o by k¥ = rnrfr’f:;: one gets its numerical estimate as a function of

N, from the plot shown in Fig. 3 (right). The measured slope is 3.95, which suggests the asymptotic law k Nﬁ.

3.3.5. Thek =0 case
Fixing k to zero amounts to suppressing any x-dependence from the problem. In that case the constraint equation (5)
tells us that 8,(p@ (z) W) = 0. This along with the w-boundary condition given in (11) implies that

Wo(z,t) =0.

Taking this into account and putting k = 0 in equations (30) provides us with a new system which reads

[p@@ o —Re 132 | Fo =310, (47)
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Fig. 3. Left: Eigenvalues of the Uzawa operator Ap o, via the log;o (A;)’s, obtained N, = 50, for Re = 104, q/At= 103, k=27 and Sr = 1. Right: Condition
number «, via log;g («), of the Uzawa operator Ap o obtained as a function of N, (same parameter values).

and
1 p@N\
<§ 0z + W Do =Sw,0- (48)
Equation (47) is closed by the following boundary conditions:
az’\70|z:zb,zt =0. (49)

The unknown fields Vo (z, t) and Po(z, t) are now decoupled. The velocity Vg is governed by a linear unsteady heat equation
with no-flux (no-stress) conditions. The pressure pPg is governed by an inhomogeneous hydrostatic equation posed on the
entire domain (boundaries included), since the pressure is defined everywhere. The discretization of the pressure step
deserves some comments since equation (48) can be solved in different ways.

1. It might be tempting to discretize this equation and invert the resulting matrix. This is probably not a good option. In-
verting matrices made of the first-derivation matrix D often leads to difficulties, such as departure from the exponential
convergence that one expects in the results, [28];

2. it should be noticed that equation (48) possesses an analytical solution

z

Boz,6) = | Pott) +sr / Fw0(, ) eEMdy | e=5@, (50)
zp
where
z
0)
o [P0

g(z)_Sr/mdk, (51)

Zp

and Po(t) is a constant of integration. Its determination is obtained by imposing the total mass conservation;
3. finally, as proposed in [46], one may invert the Uzawa operator Apy—o that one obtains by setting k to zero in the
operator given in (45).

The solution methods 2 and 3 have been tested on several 2D simulations with several spatial resolutions and various
values of the stiffness parameter § (equation (13)). It was found that the inversion of the Uzawa operator gives slightly
better results for smooth density gradients (large values of §) and much better results for stiff density gradients (small
values of §). Since RT-configurations are typically stiff, we have preferred solution 3, the inversion of the Uzawa operator.
The pressure Pg is then matched in the following way. As mentioned in Section 2.1, the solution Py of equation (48) is
determined up to an additive function, which is proportional to the mean pressure p®. By using this invariance of the
dynamic pressure, the matching condition of the pressure between two subdomains is

56’”)"‘051(9’“)17(0) :56m+1)+aém+l)p(0) m=1,...,M—1. (52)
The Mth equation is provided by the conservation of mass [ pdV = const. Since Fourier basis functions are used in the
horizontal direction, this constraint simply writes

o)
M b

> / o™ (z)dz =0, (53)

m=1
Zm

where the density fluctuation is written is terms of the pressure fluctuation.
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3.4. Consistency

As indicated in Table 1, the Uzawa uncoupling method, designed for the Boussinesq-Stokes approximation, is consistent
with the continuous decoupled version of the system. This well-known property comes from the fact that the Uzawa un-
coupling is a direct numerical translation of the problem, i.e., of its differential part and of its boundary conditions. This
conclusion also holds for the anelastic approximation.

More precisely for the Boussinesq case, the continuous velocity-pressure uncoupling leads to Poisson and heat equations
acting on the pressure and on afjui, respectively. It was found by Karniadakis et al. [32] that the uncoupling achieved
through the time-splitting schemes amounts to introducing an additional multiplicative space-time operator to these two
equations. This was further analyzed by Leriche and Labrosse [36]. These schemes are therefore not consistent with the
continuous uncoupled formulation of the initial problem. In particular, the pressure is governed by an operator involving
time, which contradicts the incompressibility hypothesis. A simple example of inconsistent algorithm is also provided by
the Du Fort and Frankel scheme applied to the heat equation. Indeed it has been shown that this scheme is consistent with
a hyperbolic equation ([48], Section 7.5).

3.5. Iterative procedures

The linear systems for the pressure (42) and the two velocity components (43)-(44) as well as the Helmholtz problems
arising from the solution of the equation for the second horizontal velocity (39), the internal energy (8) and the concen-
tration (9) may be solved by direct inversion. They also may be solved with iterative procedures. Both methods have been
tested. As expected, iterative methods are more accurate and more robust than direct methods. They are also much less
memory-consuming, which is a great advantage on most recent supercomputers. The pressure ﬁ<q+l> is first calculated.

The velocities V,ﬁqﬂ)(s) and Wiq“)(s) whose calculation needs P(qH) follow. The velocity Vl(q“)(s) concentration and

temperature Helmholtz equations can be solved independently.

3.5.1. Pressure

There is no obvious preconditioner to the Uzawa operator, therefore the pressure is solved in two steps: first the inverse
operator A;i is directly computed. In a second step, this inverse is used as a preconditioning for the Richardson iterations
over ¢

Pries1) = Pry +ar Ap g (ApiPrioy — fio), (54)

where the time cycle superscript (q) has been omitted. As the pressure operator is ill-conditioned, the direct inversion
generates numerical errors. The idea of the Richardson iterations is to refine the solution and reduce these errors. The
spectra of the operator AIZ}< Apy is very closed to 1, indeed departures are only due to numerical errors, and the relaxation
parameter is fixed to a large value, ag = 0.95. The convergence is achieved very quickly and only 3 to 6 iterations are
performed. The residual of a small minority of modes does not reach 10712 after the direct inversion. These residuals are
decreaﬁgd by 2 to 4 orders of magnitude during the Richardson iterative stage. In the end, nearly all modes reach a residual
of 107'~.

3.5.2. Coupled velocities

Since Chebyshev collocation methods result in non-symmetric operators, we chose the so-called ‘Chebyshev acceleration
method’ [45] even if methods designed for symmetric problems work well in the non-symmetric cases [20]. This scheme
writes

Yie+1) = we Py + (1 — w¢) Pe—1) + Qcp e L;:,rec (Lagw) — f). (55)

The variable ¢ stands for the column vector (V,ﬁql) W(q))T Indeed the two velocities V(q) and W(q) are coupled and solved
simultaneously (equation (36)). In this case, the operator La is a 2 x 2 block-operator whose d1agona1 elements are the Hy i
and Hy  operators (see equation (38)) and the sole non-zero off-diagonal element is L4 13 = —k Lp ,Ier/3 Re, due to the
non-zero velocity divergence. This operator is preconditioned by a block diagonal operator L prec [21], whose diagonal blocks
are the tridiagonal finite-volume approximation [35] of the operators Hy and Hy k. The relaxation parameter o, has
been calibrated to ac, = 0.98. Convergence is considered to be achieved when the residual reaches 1012, At the beginning
of a simulation, the number of iterations needed to reach convergence is about 30 for (V,iql) W,qu) )T. As the calculation
progresses, the number of iterations needed for convergence drops since the time step and the stiffness of the initial density
gradient decrease. For example, after 6,500 time cycles (t = 8.47), 14 iterations are performed for the coupled velocities.

3.5.3. Horizontal velocity, concentration and temperature

All three horizontal velocity, concentration and temperature equations are Helmholtz equations. The calculation is carried
out using the iterative method (equation (55)) with the same relaxation parameter value used in the coupled-velocity case.
The number of iterations needed for convergence is around 20 at the beginning of a simulation and constantly drops when
simulation time goes on: 11 iterations after 6500 time cycles in the same example as above.
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3.6. Solution method for the Boussinesq model

From a mathematical point of view, the Boussinesq system is close to the set of equations (7)-(10). The velocity and
the pressure are the solution of a Stokes problem, the concentration equation is identical to equation (9), and the temper-
ature equation is removed. Note that the pressure p involved here is a pure Lagrangian multiplier, which ensures that the
constraint d;u; = 0 is satisfied. The various operators involved in the numerical algorithm simplify themselves since L;1 =0.

3.6.1. Uzawa equations for velocity and pressure

The operators Hy and Hy j are identical Hy = Hy x = Hy. The equations on V,f;r])(s) and W,ﬁ_q;rl)(s) are no longer
coupled. Within the Boussinesq approximation, system (36) and equation (39) write '
7@+ S@+1)(s) (q) @)
Hk Vk,l +k1Pk S 8 +Ev k
a7 @+1)(s) Da+1)(s) _ (q) (@)
Hka![ +DP, =S, k0 0s+ Xk s
T7L@+De) _ L@ NJ_(q)(S)
Hi Vk,l — vk dos + z:v k ’ (56)
where the source terms have been updated, and:
g 1 2 2
Hi= 2 — (<K In-1 4+ DF). 57
K=At  Re N-1 T (57)
Since the continuity equation is now only 9;u; =0, equation (41) becomes
The equation on pressure is then much simpler and equations (42) and (45) become
25171 p-1p)p@+vb® _ _ ,jy-1 (3@ (q)(S)
(k2 11— DH D) B = —kiH (31,80, + £0)
— DH (59, d0s + )553?,55)) — 20O _ 5@ (59)

3.6.2. The k =0 case
The k =0 pressure equation is 3,Ppp = Sw.o. The solution is determined up to an additive constant. The matching condi-
tion of the pressure between two subdomains writes

B 4@ =PI £ g™ m=1, M1, (60)
which provide M — 1 equations for M unknowns. Unlike the anelastic case, the conservation of mass does not provide any
extra equation. Therefore the pressure is arbitrarily set to 1 at the lower boundary of the simulation box. Then there are
enough equations to determine the pressure value in every collocation point.

Pressure filtering For k = 0, it is noticeable that the pressure p< +1) only appears through its z-derivative D ﬁg”l)(s). The
last Chebyshev mode of the Boussinesq pressure is thus a spurious mode ([46], Section 7.3) and is consequently reset to
zero at each time cycle.

3.7. Auto-adaptive multidomain method

The Uzawa algorithm is embedded in an auto-adaptive multidomain approach in order to follow the flow gradients as
time evolves. Both the numerical interface locations and the mapping parameters (equation (34)) are dynamically adapted.
This method is based on a classical theorem of convergence [12, Section 9.5], [46, Section 3.6]

-1
||u_PNu||Hg)(_1’1)§CN2p ¢ 2||u||Hi(_1’1), for 1<p<t¢, (61)

where Pyu is the N-order Chebyshev approximation of the function u in Hfu(—l, 1), for some ¢ > 1. The norm of the
weighted Sobolev space of order p is defined by

My s / w9 ) wiede. (62)

k=0_"4

The convergence result (61) means that the projection error in the H2 -space is bounded by the Hﬁ)-norm of the function [6,
23,27]. Therefore the optimization consists in minimizing a functional defined as the H¢ -norm of a chosen test function u.
In practice [27], the value ¢ =2 has been shown to give good results, and one considers rather the functional based on

the first derivative of the test function ||u'V||, (_1.1)- The dependence of this norm on the interface locations and the
w il
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mapping parameters is the key point. For multivariable problems, the test function & is built from the physical variables
P, Ui, .... Numerical experiments suggest that using the normalized sum of the variables usually gives good results. The
total functional J, is therefore defined as

L2[®@]= %12@ [¢(m)], (63)
m=1

where ® js the restriction of the test function ® on the mth subdomain. The functional over one subdomain is defined
as

2
w (§) dé, (64)

do |2 2 de
potoi- 2] -5 |6
=15

with w (§) = (l —52)71/2 and where mappings have been used so that the integral is computed on the Gauss-Lobatto
collocation points. A simple and robust iterative procedure has been devised for determining the best interface locations and
the best values of the mapping parameters ([47], [46], Section 8.3.4). This algorithm consists in calculating the functional
(63) at some selected values around a subdomain interface. The best location for this interface is given by the minimum
of the norm of the functional. Such a computation is performed for every interface and iterated until convergence. This
operation is called a collocation point distribution adaptation and is performed each time the following criterion is fulfilled

(m)
ma M —1|>e, (65)
m=1,...M J;ef [om]

where the reference value ];ef [d>(m>] is the value of the functional at the previous adaptation and ¢ is a given tolerance
level. Inequality (65) means that as soon as the variation of the projection error is larger than the tolerance level, a re-
distribution of interface locations and collocation points is automatically triggered. In this way, adaptations are performed
only when it is necessary, i.e., according to the criterion (65) since the interpolation introduces numerical errors (see for
example, [23], figure 3). We observe that the frequency of this redistribution is typically 1 every 100-200 time cycles.

In this procedure the Chebyshev and Fourier cut-offs stayed constant. This will no longer be the case for the manual grid
refinement procedure detailed in Section 3.8.

3.8. Grid modifications

For large-scale numerical simulations, it may be convenient to vary the spatial resolution during the calculation. For
example, RT-flows need more and more collocation points as turbulence develops. A tool has therefore been designed for
this purpose. It allows us to modify the cut-offs in Chebyshev or Fourier directions, to increase the number of subdomains
as well as vary the number of MPI processes (see Section 4.5).

To increase the cut-offs in Chebyshev or Fourier directions, the spectrum in the Chebyshev or Fourier space is supple-
mented with zeros, up to the new cut-off. The physical variables are then rebuilt in the new physical space. To add a
subdomain, one splits a subdomain into two with the same cut-off N, and with a Gauss-Lobatto distribution of collocation
points. The Chebyshev spectrum (for each Fourier mode) is used to built the Lagrange interpolation polynomial. This poly-
nomial is used to interpolate the variable on the (N, +1) + (N;+ 1) —1=2N, + 1 collocation points. Since a simulation is
usually made of several runs, a re-start file is built at the end of each run. These resolution changes are carried out on this
file and are decided by first calculating the one-dimensional spectrum

GJ%)(K): max 5(m)(lcx,ky,n) for m=1,...,.M
K=kx+ky+n
and —Nx,y/ZSkx,ySNX,y/Z—l, 0<n<N,, (66)

where ™ s the Fourier-transform of the test function ®™. If for some specific wavenumber K,, one gets
®1p(K,) = &1p, (67)

where &1p is a given tolerance, a manual grid refinement is performed either in the Fourier or Chebyshev directions or by
splitting a specific subdomain. These resolution changes are at most carried out 5 or 6 times during a simulation. Fig. 4
illustrates how the grid modifications (interface locations and grid refinement) affect the simulation’s accuracy. Grey arrows
show triggering(s) of the auto-adaptive algorithm. Interfaces between subdomains automatically move according to criterion
(65). This causes a slight decrease of |3;(p©@u;)|*?, i.e., an accuracy improvement. Several hundreds of auto-adaptations
may occur during a simulation. As the linear growth of RTI does not require a large number of collocation points, the grid
is set to be small at the beginning of a simulation. This allows to compute the linear stage at a low computational cost.
When bubbles, spikes—and later a mixing layer—develop, more collocation points are needed. Those are added manually.

14



1e-10 / f—— \35(9(0)?%) "

P

| 1 1 L 1 1 1 !
122 1225 123 1235 124 1245 125 1255

Time

Fig. 4. Spatial average of the absolute value of the momentum divergence, |9;(0©u;)[¥?, versus time for the 3D-anelastic simulation AM2 (Table 3). Grey
arrows show times when grid adaptations were automatically performed by the algorithm. The drop of [3;(0©@u;)|*¥? at t = 12.27 is related to a manual
grid refinement: before time t =12.27 the grid is [Nx, Ny, Ng x (N, + 1)] =[600, 600, (16 x 48)] and after the resolution is [816, 816, (20 x 48)].

In the example in Fig. 4, at time t = 12.27, according to criterion (67) the grid is refined by adding around 35% Fourier
modes in each horizontal direction and 25% Chebyshev modes. The quantity |3;(0o©@u;)|*¥?, which was increasing before the
refinement, immediately drops by a factor 10 and stabilizes around 101! (see Fig. 4).

Finally the possible variation of the number of MpI processes is obtained by re-ordering the restart-file.

3.8.1. Time step control
Given a uniform grid defined by (Ax, Ay, Az), the stability CFL criteria for the Navier-Stokes equations classically writes

-1
. |uijk| |Vijk| |Wijk|
Ath%{E[ Ax + Ay + Az ’ (68)

Indeed when the diffusive part is treated implicitly, it does not lead to any constraint. Within the framework of spectral
methods, it is convenient to express this criteria in terms of the cut-off wave numbers in the Fourier (Ny, Ny) and the
Chebyshev (N, + 1) directions

-1
(m) (m) (m)
| N M| Ny ‘vijk (Nz+1)2 ‘Wffk‘
At<C mn M S R T ou (my/ Che
m=1,M i,j, KAdv KAdv |f (Sk)| KAdv/Dir

) (69)

where the factor } f (m)’(ék)} comes from the coordinate transform in the Chebyshev direction. The coefficients Kgg“;’ Dir and

Kjgﬁ are determined through a stability analysis carried out on elementary equations. The coefficient K/fg“j /Dir’s value was

fixed to 7.398 as determined by [9] in their full stability study on the Euler system. The coefficient K Zfﬁ may be determined
by considering a linear advection equation of the form o;u + U dyu = 0, where U is a constant and uniform velocity. The

von Neumann condition for stability writes for a three-step Runge-Kutta scheme

1 1 2
1—ikUAt—E(kUAt)2+€i(kUAt)3 <1, (70)
which leads to the constraint
3 1 3
At < /3 _ Kiw — ——  with Ki% = NN 0.2757. (71)
kmax U U Ny/2 21

The global CFL coefficient C is taken equal to 0.9.
4. Numerical and computational features

This section is first devoted to the numerical features of the method, i.e., the spatial and temporal convergence and
the optimal multidomain grid study. Computational features, such as parallelization efficiency and calculation times, are
discussed. To seed an RT flow, a small velocity perturbation is added, such that 3;(p@u;) = 0 for the anelastic simulations
and o;ju; = 0 for the Boussinesq one. There are two main categories of velocity perturbations, which are characterized
by their Fourier spectrum: single-mode (a single Fourier mode) or multi-mode. The latter is build with a set of Fourier
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Table 3

List of the numerical simulations carried out for the validation and for the comparisons between the anelastic (AN) and the Boussinesq (BO) models. When
manual grid refinement has been used, only the largest grid is given. For anelastic simulations, the adiabatic indexes are yy =y, =5/3 and the Prandtl
number is Pr=0.7.

Case Purpose Model Grid Interfaces Parallelization At Sr Re Sc
M x (Nz +1) x Ny x Ny Ncores = M x Nypija
x Nomp/mpi
GC Grid convergence AN (1 x32—512) x 1024 fixed 1x(16—>128) x 1 0.2 1 10° 0.7
SD1 Optimal multidomain " (1x512) x 1024 " 128=1x128 x 1 0.1 1 " "
grid
SD2 " (2 x 256) x 1024 " 128=2x64x 1 0.1 1
SD3 " " (4 x 128) x 1024 " 128=4x32x1 0.1 1
SD4 " " (4 x 128) x 1024 " 128=4x32x1 0.1 1 " ’
SD5 " " (4 x 128) x 1024 mobile 128=4x32x1 0.1 1
SD6 " " (8 x 64) x 1024 " 128=8x 16 x 1 0.1 1 "
AM1 Illustration " (12 x 48) x 6002 " 576 =12 x 48 x 1 0.25 2 104 0.7
cpu performance " "
AM2 Grid refinement, " (30 x 48) x 8162 " 2880 =30 x 48 x 2 0.1 0.4 3 x 104 0.7
spectra, model
comparison
AS [llustration " (10 x 64) x 3842 " 320=10x32x1 0.2 0.2 5x 103 0.7
AL Linear growth rate " (8 x 48) x 1536 " 128=8x16x 1 0.1 1 108 10°
temporal convergence
AT Temporal convergence " (6 x 48) x 128 " 48=6x8x1 0.1 1 103 0.7
BW Waddell et al. [55] exp. BO (16 x 64) x 1536 " 128=16x8x 1 0.155 0 4970 6797
BM Non-linear growth rate, " (24 x 40) x 9402 " 1920 =24 x 40 x 2 0.1 0 3 x 104 0.7

model comparison
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Fig. 5. Left: Evolution of Maxy; 7, 0i (p@u;) versus time for the 8 simulations. The only varying parameter is the number of Chebyshev collocation points N,.
Right: Maxy; 7, 3:(0©@u;) versus N, +1 at times t =1 and t = 3. Grey straight lines show exponential convergence.

modes, (ky, ky), whose amplitudes are chosen randomly within the annulus kp, < Jk2 —l—kf, < Kkmax. Single-mode leads to

the development of a single mushroom-like structure, while multi-mode initialization generates a mixing layer. In both
cases the velocity perturbations are localized around the mid-plane separating heavy and light fluid.

4.1. Grid convergence study

We consider here for the grid convergence study a set of eight 2D-anelastic simulations whose characteristics are gath-
ered in Table 3, line GC. The simulations have run in a 2D-square domain, (Ly = L, = 1), with one single domain discretized
on a Gauss-Lobatto grid. Multi-mode initializations have been performed and the perturbations are located at z = 0. The
linear regime ends approximately at time t = 2.5 and for t > 4, mushroom-like structures begin to develop. The number
of Chebyshev collocation points varies from 32 to 512. The number of Fourier modes is high enough (N, = 1024) to en-
sure that the numerical errors are dominated by the Chebyshev discretization. Since 9;(0@u;) = 0 belongs to the system
equations, the discrete momentum divergence maximum Maxyj,zkai(,o@)ui) is taken as an indicator of the numerical error
related to the spatial resolution. The left part of Fig. 5 shows that every increase in the number of collocation points causes
an improvement of the accuracy. The N, +1 =512 case exhibits a saturation of the maximum of the momentum divergence.
The spatial average of the absolute value of the momentum divergence for the N, +1 =512 case and for 2 <t <5 shows
a saturation (graph not included) at a level close to the machine precision (0.22204 x 10~13). In the right part of Fig. 5,
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Fig. 6. Maximum of the divergence momentum, 9;(0@u;), versus time. Results obtained from simulations SD1-SD6 (Table 4) are represented.

Table 4
Accuracy reached at the final time and computational performance of cases SD1-6. Every simulation has run on 128 cores. The first three simulations did
not reach the final time, due to a stopping criterion on the momentum divergence.

Case Vertical grid Interface locations Maxy; 7 9i (pQuy) Average time step cpuU time/cycle (s) CPU time/unit of
Ng x (N;+1) z= (final time) (10%) physical time
(103 s)

SD1 1x512 no interf. not reached 12.6 20.1 16.0

SD2 2 x 256 0 not reached 7.19 3.93 5.47

SD3 4 %128 —0.1;0;0.1 not reached 3.28 0.938 2.84

SD4 4% 128 —0.25; 0;0.25 9x 1074 4.38 0.914 2.08

SD5 4 %128 mobile 2x1074 2.28 0.937 4.03

SD6 8 x 64 " 2x107° 3.10 0.595 1.89

the values of Maxy; 7, 9;:(p@u;) at time t =1 and t = 3 are plotted versus N, + 1, in semi-log coordinates. The data clearly
show an exponential convergence. The solution at time t =1 is stiffer than the one at t = 3. As a result, convergence is
slower but still exponential.

4.2. Optimal multidomain grid

We consider here a set of six 2D-anelastic simulations whose characteristics are gathered in Table 3, lines SD1 to SD6.
These test cases share the same total number of collocation points. The aim here is to study the influence of the number
of subdomains and the behavior of the auto-adaptive method. For a physical study, the grids would have been refined as
soon as the accuracy became too low (Maxyjyzk 3;(p@u;) > 1077). The simulations have run in a rectangular 2D-domain,
(L, =2) and the same initialization than the simulation GC is used. The linear regime ends approximately at time t =3
and for t > 5, mushroom-like structures begin to develop. A mixing layer appears at t ~ 8. At final time t = 11.5, the flow
structures extend from z~ —0.25 to z~ 0.25.

Results are shown in Fig. 6 and summarized in Table 4. Interfaces are fixed for simulations SD2-SD4. SD3 and SD4 share
the same number of subdomains. While the SD3-interfaces are located near z = 0, the SD4-interfaces are ideally located to
capture the mixing layer at final time. Let us now comment the results. The single-domain simulation SD1 shows mediocre
accuracy. Case SD2 is also inaccurate. Indeed it uses only two subdomains, and thus too few collocation points are located
in the mixing layer. Gauss-Lobatto collocation point distribution emphasizes the borders of the domain, so that very few
points are located near z = 0. The SD3-case interfaces are located closer to z =0, the accuracy is good until time t = 8. After
that, as the structures of the flow go beyond the interfaces and enter the very large subdomains [—1; —0.1] and [0.1; 1], the
numerical errors rise sharply. The interfaces of case SD4 are well-located to capture the development of the mixing layer
and the simulation is successful. Case SD5 shares the same grid as cases SD3 and SD4 but its interfaces are auto-adapted.
It combines both good behaviors of fixed grids. On the one hand, the interfaces are located near z=0 at the beginning of
the simulation, so that the accuracy is as good as simulation SD3 (actually slightly better). On the other hand, after t =8,
the mixing layer is well calculated as the interfaces move away from each other, to follow the structures of the flow. Again,
the accuracy is slightly better than the equivalent fixed interface case SD4. The last case is SD6. While this 8-subdomain
simulation displays good accuracy during the linear growth, other cases do better. However, as soon as the mixing layer
appears, the accuracy of case SD6 is better than the other ones. In the end, only three simulations reach the final time
t =11.5, two with auto-adaptive grids and one with a fixed grid, where the interfaces have been manually and ideally
placed.

17



P ]' A ‘ - 0.01 kil 2 ol Ty _

SRS | t13 4 @ ttad Vi ]
= [T A
1e-06 | ‘ Bt & L { \ t 1 1eos | \‘ A o
1e-08 jf 11 th 1\ E \,ﬂtﬁ 1*1 I i I ] et0 i\ kI i "\ \ \ ' 1
bbb L |

le-12

le-16+
le-18
0

-
&
-
o
TN NN ST ——

o] 100 200 300 400 500 600 100 200 300 400 500

g

Fig. 7. Chebyshev spectra of pressure (left) and velocity u, (right) from the simulation AM2 (Table 3). Grid is [Ny, Ny, Ng x (Nz 4+ 1)] =[600, 600, (12 x 48)]
and time is t = 11.44. Each graph shows 12 spectra, one per subdomain.

From results of Table 4, it may be concluded that:

o The 8-auto-adaptive-subdomain simulation SD6 improves the momentum-divergence, Maxy; 7, 3:(p@u;), by a factor 10
over the 4-auto-adaptive-subdomain simulation SD5, although they share the same number of collocation points.

e CPU time per time cycle greatly increases with the number of Chebyshev collocation points per subdomain.

e The average time steps of auto-adaptive simulations are rather small, because the interfaces keep being located as close
to each other as possible during the linear growth of the RTI. As a consequence, while the 4-auto-adaptive-subdomain
SD5 simulation displays the same cpu time per cycle as the 4-fixed-subdomain SD3 and SD4 simulations, its cPU time
per unit of physical time is higher.

e The 8-auto-adaptive-subdomain simulation SD6 combines the best accuracy and the lowest computational cost.

In addition, the relationship between the grid size and the number of floating-operations needed may be estimated. Dou-
bling the number of collocation points multiplies the number of floating-operations by 4 for the main parts of the numerical
algorithm. The calculation of the Uzawa operator requires (N, + 1)3 floating-operations but this remains negligible. On the
other hand, doubling the number of subdomains only doubles the number of floating-operations. This explains the compu-
tational swiftness of the 8-subdomain simulation.

A simple argument explains why a 8-subdomain simulation shows better accuracy than a 4-subdomain simulation. The
auto-adaptive algorithm always puts an interface on each bound of the mixing layer. This means that the first and the last
subdomain of the grid are large. As both fluids may be considered at rest outside the mixing layer, these two subdomains
are of a limited utility. The number of subdomains located inside the mixing layer is 2 for a 4-subdomain grid (50%), and
6 for a 8-subdomain grid (75%). More collocation points located around the gradients means better accuracy. More interfaces
also means more degrees of freedom and thus the auto-adaptive algorithm is more efficient. However, too many subdomains
may diminish the accuracy. Renaud and Gauthier [47] observed that the best Chebyshev derivation accuracy is obtained for
40 < N; + 1 < 80. Below 40, there are not enough polynomials to get a fine discretization. Above 80, numerical errors
accumulate and cancel the benefit of additional modes. Let us recall that, through an interface, pressure is only C?, velocity
components u7 and u are C! and u3 is C2. As a result, the larger the number of interfaces, the larger the numerical errors.

As a conclusion, a recipe to determine the optimal number of subdomains could be the following

e For a small grid (for example, for reproducing the RT-linear growth), 30 collocation points per subdomain are enough,
and at least 8 subdomains.

e As more collocation points are required, add subdomains then increase the number of collocation points per subdomain.

e When the number of collocation points per subdomain reaches 80, only add subdomains.

4.3. Pressure and velocity spectra

In order to check the behavior of the entire method, velocity and pressure Chebyshev spectra are displayed in Fig. 7.
They are extracted from the anelastic simulation AM2 (Table 3) and are obtained by horizontal averaging. Six different
grids were used for this simulation, i.e., five manual grid refinements were performed. At t = 11.44, the grid contains 12
subdomains with 48 Chebyshev collocation points, and 600 Fourier points in each horizontal direction. Every spectra displays
an exponential decay of the Chebyshev coefficients. A saturation is observed in nearly all subdomains for the last Chebyshev
modes. The level of Chebyshev coefficient saturation is related to the accuracy of the spatial discretization. The first and
last subdomains are located outside the mixing layer and they are the largest subdomains: their accuracy is not as good as
their nearest neighbors. In RT-induced mixing layers, smallest turbulent scales are located around z = 0. This explains that

the saturation/accuracy is higher/worse for central subdomains. Subdomains 7 and 8 display a z-velocity spectra without
saturation, it means that these subdomains may lack a small amount of collocation points.
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Fig. 8. Numerical errors defined by equation (72) for the mean value of the concentration c*¥#, versus the time step Aty, in log-log scales. A linear fit gives
a slope of 1.33 for the stiff simulation AL 1.33 and 1.43 for the diffusion solution AT.

4.4. Time step convergence

The temporal convergence is studied by means of the concentration average ¢*¥#, computed at spectral accuracy. The
Chebyshev quadrature is performed with the Clenshaw-Curtis formula [46] and the horizontal mean value is obtained from
a Fourier-transform. Five runs of the simulation AL (Table 3) have been carried out with a fixed value of the time step,
At, = At/n, where At = 1073, with n=1,2,4, 8, 16. A diffusion solution AT (Table 3) with a smoother initial density
gradient and with no velocity, has also been studied. The parameters are Sc = 0.7, Re = 103. Five time steps have been used
such that At, = At/n, where At = 1073, with n = 1/2,1,2,4, 8. The temporal errors are defined as

1
Ef o\ = NZ[E;‘”(U —62%(1* for n=1,2,4,8, and
t

1
Efrn= 2 e O =G (OF for n=1/2.1.2.4, (72)
t

where N is the number of time samples. The error for both simulations is displayed in Fig. 8 as a function of the time step,
in log-log scales. A linear fit gives a slope of 1.33 for the stiff simulation AL and 1.43 for the diffusion solution AT. These
exponents are smaller than 2, the theoretical order of the Runge-Kutta scheme. They are however strictly larger than one.
Several factors may affect this result. First there is no exact solution, only reference solutions calculated with At/16 or At/8.
Numerical errors are usually dominated by spatial errors. This is also true in these cases, particularly for the stiff solution
AL. Finally the iterative procedures run until the residual reaches 10~'2: a smaller time step results in less iterations. This
prevents the simulations to totally benefit from the time step decreases.

4.5. Parallelization

4.5.1. Main features
The simulation code is parallelized on three different scales, two levels with mp1 and the third one with openmp.

1. Each subdomain is dedicated to a group of mMPI processes. Communications between two different groups of mMpI pro-
cesses mainly occur when matching calculations are performed.

2. Within a subdomain, each MPI process is in charge of a fraction of the N, + 1 Chebyshev collocation points. Fourier
derivatives are computed without communication, while Chebyshev derivatives need intense communications.

3. Each mpI1 process can be dedicated to several cpu cores through openmp.

A critical decision is whether to rely on a great number of mMPI processes without openmP or a smaller number of MPI
processes, each of them being parallelized with openmp. The former involves more communications between MPI processes.
The entire calculation procedure is parallelized with mMp1, whereas only some parts of the algorithm is parallelized with
openmP. This distribution has to be calibrated to get the optimal performance.

4.5.2. Various benchmark results

We focus here on the anelastic simulation AM1 and measure diverse cPU times: CPU time per time cycle; cPU time
per time cycle and per point; cPu time per core, per time cycle and per point. Results are summarized in Table 5. The
simulation is started with a very small grid, which is later refined as RT-turbulence develops. Parallelization is defined by:
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Table 5

Computational times (cpu time per time cycle; cpu time per time cycle and per point; cPU time per core, per time cycle and per point) for different grids
and parallelization configurations. Parallelization is defined by: number of cores = number of subdomains x number of mP1 processes per subdomain x
number of openmP threads per MpI process.

Case Grid Parallelization CPU time/time CPU time/time CPU time/core/time
M x (N;41) x Ny x Ny, Neores = M x Nypyja x cycle (s) cycle/point (us) cycle/point (ms)
NOpenMP/MPI
AM1a 16.8 x 10 = (8 x 32) x 2562 128=8x16x 1 13.2 0.789 0.101
AM1b 56.6 x 10% = (8 x 48) x 3842 128=8x16x 1 442 0.781 0.100
AM1c 70.8 x 10% = (10 x 48) x 3842 160=10x 16 x 1 49.7 0.708 0.112
AM1d 207 x 10°% = (12 x 48) x 6002 576 =12 x 48 x 1 50.9 0.246 0.142
AM1e 207 x 10°% = (12 x 48) x 6002 576 =12 x24 x 2 61.0 0.294 0.169
AM1f 207 x 10°% = (12 x 48) x 6002 288=12x24x1 79.8 0.385 0.111

number of cores = number of subdomains x number of MPI processes per subdomain x number of openmp threads per
MPI process. Compared with case AM1a, the grid of case AM1b has been refined a little in each direction while keeping
the same parallelization configuration. The global efficiency—evaluated by the calculation time per core, time cycle and
collocation point—is unchanged. The measurements of case AM1c give a similar conclusion. A 17-million to 71-million grid
point increase has only a slight impact on the efficiency. Let us comment on case AM1d. The number of MPI processes
had to be increased, in order for the supercomputer memory to contain the bigger grid. More MPI processes implies more
communications: the efficiency declines. Case AM1e has run on the same amount of cores than case AM1d and activates
openmP along with a reduction of the number of MPI processes. MPI communications are faster as there are less MPI
processes; however some parts of the numerical algorithm could not be parallelized with openmp. That is why case AM1e
is 20% slower than case AM1d.

Case AMI1f has run on twice as less cores than cases AM1d and AM1e. While the efficiency of cases AM1d and AM1e is
lower, the efficiency of case AM1f is as good as the efficiency obtained with smaller grids (where the MPI communications
are negligible).

e Comparison of the cases AM1f-AM1d: increasing the amount of MPI processes by a factor of 2 accelerates the calculation
by 57%;

e Comparison of the cases AM1f-AM1e: increasing the amount of openmp threads by a factor of 2 accelerates the calcu-
lation by 30%.

From these example we can conclude that the two-level mp1 parallelization is more efficient than the openmp parallelization
of the code. While we prioritize the use of MPI over openmp, it is not possible to set more MPI processes per subdomain than
the number of Chebyshev points in the subdomain. If the maximum number of MPI processes is not sufficient to handle the
grid, in terms of memory usage, then one must use the memory associated with several cores for one MPI process. openMp
parallelization is thus activated as it does not require more memory: this prevents the supercomputer to be under-used.

The code spends from 0.1% to 10% on the auto-adaptive algorithm, depending of the properties of the phenomena that
is calculated. If it develops rapidly among the z-direction, many interface displacements have to be computed.

5. Algorithm and numerical code validation
5.1. Validation against the linear theory

The first step of the validation is given by a comparison of the linear growth stage of the anelastic-RTI with theoretical
estimates. The 2D single-mode simulation AL (Table 3) has run with the following physical parameters: At =0.10, Re = 10,
Sc=103% Sr=1, yy =5/3, Pr=0.7, and the initial perturbation wave number is k = 2. The Reynolds and Schmidt
numbers are high enough to minimize momentum and concentration diffusion. Indeed the dimensionless coefficient of
concentration diffusion is equal to 1072, Fig. 9 (left) shows the half width h of the perturbation amplitude versus time,
given by the simulation. These data are fit, with hy;(t) =ho + A cosh(asim(t — to)). Five fits are calculated, on the following
time intervals: [0; 5.8], [1;5.8], [2;5.8], [3;5.8] and [4;5.8]. At t = 5.8 the linear stage is over as hk = 0.314. Indeed the
classical criteria is hk <« 0.1. The second fit is plotted versus time on the left (red line). On the other hand, three estimates
of the linear growth rate are available. Duff et al. [18] provide the heuristic formula

S Atk+k4 (1 N 1 2 (73)
DHE=\ "% T Re2  'Re ' ScRe’ '

which takes into account viscosity and diffusion but not the stratification of the fluids. For » = 1, one obtains opyy = 0.793.
They also give the time-dependency of . For At = 0.1, we measure the slope from Fig. 10 of Duff et al. [18] and one gets

12
() =1 +0.833k(SC—tRe) , (74)
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Fig. 9. Left: half width of the perturbation amplitude versus time during the linear growth regime for numerical simulation AL (blue dots). The numerical
data are fit with ho + A cosh(ogim(t — to)) (red line). Right: Values of the growth rates, obtained with: Duff et al. [18] formulas, anelastic linear stability
analysis (Appendix C) and simulation results (five curve fits). (For interpretation of the references to color in this figure legend, the reader is referred to the
web version of this article.)
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Fig. 10. Plot of measured amplitude versus time for the Waddell et al. [55] experiment (Fig. 8) (blue dots), and for the simulation BW (green line). (For
interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

which is plotted on the right part of Fig. 9 with red crosses. It does not visually differ from the case i = constant, plotted
with a blue line. Finally the linear stability analysis for perfect fluids carried out on the anelastic equations (6)-(10) provides
the theoretical anelastic growth rate in presence of stratification oy, = 0.7885 (Appendix C). It is also plotted in Fig. 9 with
a dashed black line. These three theoretical estimates give very similar results. Indeed the Reynolds and Schmidt numbers
are fairly high and the stratification parameter is low, so that these values are very close the RT-classical growth rate, vAtk,
valid for perfect incompressible fluids in an infinite geometry. The growth rate values calculated from the simulation are
displayed with green dots, on the right part of Fig. 9. These values are slightly decreasing as fitting focus more and more
on the end of the linear growth regime, where the gradients have been smoothed by the fluid motion.

5.2. Validation against the Waddell et al. [55] single-mode experiment

Waddell et al. [55] carried out several RTI experiments. They consider low Atwood number liquid systems. Two different
Atwood numbers have been used, At = 0.155 and 0.336. The latter is too high for the Boussinesq model (compressibility
effects probably occur), so we choose the former for this validation study. As there is no stratification in these experiments,
the anelastic model cannot be used. The acceleration is 0.74 g, with an initial perturbation wavelength of L, = 54 mm which
is taken as the reference length for the calculation of dimensionless numbers. The calcium nitrate solution is considered
as saturated, so that the diffusion coefficient is D =10~° m2s~! and the dynamic viscosity coefficient is chosen to be
i =7x10"3 Nsm~2. The simulation BW (Table 3) is characterized by Re =4.97 x 10%, Sc = 6.797 x 103 and is seeded with
a single-mode perturbation. Fig. 10 displays the perturbation amplitude obtained from this simulation versus time (green
line), which is in excellent agreement with the experimental data represented with blue dots. The dimensionless time of
the simulation is tgy, its corresponding real time (in seconds) is
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Fig. 11. Left column: Sequence of images extracted from Waddell et al. [55] (figure 4) showing the growth of a single-mode RTI. The time increment
between each image is 0.033 s. Right column: Sequence of images obtained from the simulation BW showing the growth of the same instability. Note that
each frame is composed of twice and the half of the same image, this duplication has been made for visualization purpose.

tg,‘lg=tsim VVLiy/g—ét, (75)

where 8t ~ 0.14 s is the time lap between chronologies of the simulation and the experiment. A sequence of images showing
the development of the instability is extracted from Waddell et al. [55] and displayed in Fig. 11, left column. The corre-
sponding simulation results are presented in the right column. As the Atwood number is At = 0.155, there is a slight width
difference for the mushroom-like structures observed in the experiment. Those composed of light fluid are a bit narrower
than the heavy fluid ones (see image (k) in Fig. 11). This Atwood number effect is not taken into account by the Boussinesq
model. Thus, bubble and spike widths are identical in the simulation. Aside from this, experiment and simulation results
match very well.

In Fig. 12, 2D map of concentration is represented and the 15-interfaces have been made visible. Subdomains are gath-
ered in three spots, first at the front of the spike, second at the rolling between the spike and the bubble and third at the
top of the bubble. As vertical gradients are steeper at these locations, the auto-adaptive algorithm places more subdomains.
The right part of Fig. 12 shows the evolution of the interface locations versus time. They move away from each other to
follow the growing structure. It is worth noting that the upper interface behavior is quite oscillating up to t ~ 6.7, where
the upper subdomain becomes necessary to describe the solution.

5.3. Calculation of the ap-coefficient in a turbulent RT-mixing layer

It is well-known that Boussinesq RT-mixing layers follow a self-similar law such as h, ~ o At g t2, where hy, is the bubble
(or spike) height and «}, is a constant [57]. The value of « has been the object of large debates over the last decades. The
consensus is now that values of «;, are between 0.020 and 0.030 for miscible fluids [25,57], provided that turbulence has
been seeded by small wavelength perturbations. As a global validation of the method, we use the data of a large-scale
Boussinesq simulation, referenced line BM, Table 3. From these data, the coefficient «, is calculated in two ways. First, if
the transition to a self-similar state is achieved at time t =t,, the scaling law actually writes

h t
h(t) = ho + ap At g (t — t,)> or TATgE = (1 - %’) (76)
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Fig. 12. Left: 2D map of concentration obtained from the simulation BW showing the 15-interface locations at time t = 5.2. Right: Location of these
interfaces versus time.

It is also possible to fit the numerical data with a second order polynomial, as h(t) = pg + p1t + p2 t%. The expression of
the ap,-coefficient is therefore

P2

= dis (77)

Op2

The first method gives a time-dependent value such that 0.020 < a1 < 0.023. The second way leads to «p; = 0.021, for a
fit performed in the time interval 9 <t < 15.7. Both values are in good agreement with the consensus.

6. Simulation results

As an illustration of the numerical method detailed above, four 3D simulations have been carried out, three with the
anelastic model (AS, AM1 and AM2) and one with the Boussinesq approximation (BM). Let us recall that the initial equilib-
rium state is described in Section 2.2. The horizontal size of the computational domain is 1 x 1. Different heights are used
in the four simulations.

6.1. Single- and multi-mode anelastic simulations

The first anelastic simulation (line AS, Table 3) is initialized with a single-mode velocity perturbation. Parameters are
Sr=0.20, At =0.20, Re =5 x 103, Sc=0.71, Pr =0.71 and y = 5/3 for both fluids. The vertical size of the domain is
[—1.3,1.2]. The grid is composed of 10 subdomains, each with 64 Chebyshev collocation points, and 384% Fourier modes.
Fig. 13 displays an isosurface of vorticity colored by the concentration in heavy fluid (left), which has a torus shape. On
the right, the isosurface of concentration is colored by the velocity divergence and displays a mushroom-like structure. The
local Mach number grows quickly with time and reaches Ma = 0.504 (y Ma® = 0.427) at the core of the mushroom. This is
a limit value for the anelastic approximation.

The second anelastic simulation (line AM1, Table 3) is initialized with a multi-mode velocity perturbation whose Fourier
modes are chosen randomly within an annulus defined by kp, = 138.2 and ke = 169.6. It uses the following set of
parameter values: Sr =2, At = 0.25, Re =104, Sc=0.7, Pr=0.7 and y =5/3 for both fluids. The vertical computational
domain is [—0.5:4-0.5]. Spatial resolution is increased as turbulence develops and more and more modes are involved.
The simulation is started with 8 subdomains with 32 Chebyshev collocation points in each one and with 2562 Fourier
modes. The grid is set to (8 x 48) x 3842 at t =3, (10 x 48) x 3842 at t = 4.47 and finally (12 x 48) x 600% at t = 5.54.
The calculation has been stopped at t = 9.3 when the mixing layer reaches the top of the domain. Fig. 14 displays the
vorticity isosurface colored by the concentration (left), and the two isosurfaces of concentration, ¢ = 0.05 and ¢ = 0.95
(right) colored by the velocity field divergence. The isosurfaces of concentration clearly reveal large scale bubbles on the top
and the velocity divergence reaches its maximal values inside the mixing layer. The vorticity isosurface shows the chaotic
character of the flow. Fig. 15 (left) displays the evolution of the subdomain interface locations versus time. At times t = 4.47
and t = 5.54 two subdomains have been added to follow the complexity of the flow. The right part of Fig. 15 displays
the evolution of the norm of the test function. As the mixing layer develops, density and concentration gradients smooth,
therefore the norm of the test function decreases and so do the numerical errors. At late times, there are some interactions
between the mixing layer and the upper boundary of the domain. Fig. 14 shows clearly these interactions on the large-scale
bubbles.
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Fig. 13. Simulation AS. RT single-mode simulation carried out with the anelastic model for the following set of parameter values: stratification Sr=0.2,
Atwood At = 0.2, Reynolds Re =5 x 103, Schmidt Sc = 0.71, Prandtl Pr=0.71 and y = 5/3. The vertical size of the computational domain is [—1.3:+1.2]
and the spatial resolution is (10 x 64) x 384%. A mushroom-like structure develops and it is presented from the bottom in order to have a full view on the
vorticity torus. As the Atwood number is low, the flow displays a particular vertical symmetry. Left: vorticity isosurface || =7 colored by the concentration
(low values in blue and large values in red). Right: isosurface of concentration ¢ = 0.5 colored by the velocity field divergence, —1.13 x 10! < dju; <
9.77 x 1072, Horizontal black lines are the subdomains interfaces. Time is 5.9, 14,099 time cycles and 51 collocation point distribution adaptations were
carried out. (For interpretation of the references to color in this figure, the reader is referred to the web version of this article.)

Fig. 14. Simulation AM1. RT mixing layer simulation carried out with the anelastic model. The set of parameter values is: stratification Sr =2, Atwood
At = 0.25, Reynolds Re = 10*, Schmidt Sc = 0.7, Prandt] Pr=0.7 and y = 5/3. The vertical size of the computational domain is [—0.5:4-0.5] and the spatial
resolution is 12 x 48 x 6002. The mixing layer develops, progressively fills out the domain and reaches the top boundary. Left: vorticity isosurface colored by
the concentration. Right: isosurfaces of concentration ¢ =0.05 and ¢ = 0.95, colored by the velocity field divergence, —0.89 < d;u; < 0.71. Horizontal black
lines are subdomains interfaces. Time is 9.3, 15,520 time cycles and 174 collocation point distribution adaptations were carried out. (For interpretation of
the references to color in this figure, the reader is referred to the web version of this article.)

6.2. Comparison between anelastic and Boussinesq turbulent RT-mixing layer

As already said before, the Boussinesq model is the simplest physical model for the RTL Indeed the sole Kovasznay
mode contained in this model is the vorticity mode. Neither static nor dynamic compressibility is present. Both fluids
remain isothermal as there is no energy equation. Physical parameters for Boussinesq simulations are At, Re, Sc and the
wave numbers describing the initial perturbation. Several extra physical parameters take part in anelastic simulations. First,
the stratification parameter Sr, which is related to static compressibility. The anelastic model is valid for Sr = O(1), while
in Boussinesq model there is no stratification, Sr = 0. Second, the adiabatic indexes yy , which are related to dynamic
compressibility and energy equation. They are considered as infinite in the Boussinesq model. Third, the Prandtl number Pr,
which is also related to the energy equation.
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Fig. 16. z-profiles of the horizontal average density p*Y. Left: Boussinesq simulation BM. Right: anelastic simulation AM2.

In this section we compare the results obtained from simulations AM2 (anelastic model) and BM (Boussinesq model),
referenced in Table 3. This comparison is only sketched out here since a detailed study is out of the scope of this paper.
Common physical parameters were set to same values, i.e., At =0.10, Re = 3 x 10, Sc = 0.7 and initial perturbations wave
numbers 151 <k < 182. Concerning Sr, yy,1 and Pr for the anelastic simulation, we could choose weak values for Sr and Pr,
and extreme values for yp 1. This choice would cancel every additional physics contained in the anelastic model. However,
aside from numerical difficulties induced by this choice, anelastic model is invalid for Sr <« 1. We chose instead to run two
similar but not identical simulations. In the anelastic one, stratification is weak but not negligible, Sr = 0.4, yn 1 =5/3
and Pr=0.7 (common values for gases). This way, one can measure the importance of several physical phenomena on the
growth of the RTI: static, dynamic compressibility and temperature effects. The initializations are as close as possible, the
velocity perturbation satisfies the constraint equation d;u; = 0 for the Boussinesq simulation while it satisfies ; (0@ u;) =0
for the anelastic one. Another way to describe the differences between Boussinesq and anelastic models is to think that
Boussinesq approach deals with unstratified isothermal liquids while anelastic approximation deals with stratified gases.
Both simulations BM and AM2 start with a small grid that is refined as turbulence develops. The anelastic simulation ends
with [Ny, Ny, Ng x (N, + 1)] = [816, 816, (30 x 48)] and the Boussinesq simulation with [940, 940, (24 x 40)]. The first
result makes the difference more clear (see Fig. 16). The initial state differs. Indeed fluids has a constant density in the
Boussinesq case while they are stratified in the anelastic model. Boussinesq mixing layer growth is potentially infinite since
a self-similar state is reached (see Section 5.3). On the other hand, anelastic mixing layer growth is necessarily bounded,
because after some time the density jump is erased. Then the turbulence and the anisotropy go to zero. Fig. 17 compares
the development of the Boussinesq and anelastic simulations. The transient regime seems shorter for the Boussinesq case,
as the mixing layer starts to widen sooner. Indeed the density jump in the anelastic configuration is smoothed by the
instability process [24]. Right part of Fig. 17 displays the total kinetic energy for the two simulations. While the anelastic
kinetic energy is a bit higher during the linear growth stage, it then stays weaker than the Boussinesq Kinetic energy. After
the turbulence regime has started, the anelastic kinetic energy bridges the gap and slightly exceeds the Boussinesq kinetic
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Fig. 18. Simulation AM2. Left: isosurface of Mach number Ma = 0.1 colored by the temperature, final time of the simulation. Right: Time evolution of spatial
maximum Maxxyz(yMaz). (For interpretation of the references to color in this figure, the reader is referred to the web version of this article.)

energy. Finally, Fig. 18 highlights compressible phenomena. On the left an isosurface of Mach number is displayed, colored
by the temperature. Mach is low enough for the anelastic model to remain valid. The temperature varies from 0.96 to 1.04,
where the temperature of the resting state is T = 1. Right part of Fig. 18 presents the evolution of yMa?® versus time, this
is a measurement of compressibility effects. Let us recall that the anelastic model is valid for yMa?> much smaller than
one, which is the case here. This quantity strongly increases during the establishment of the mixing layer, and slowly grows
during the turbulence stage.

7. Conclusion

We have presented a consistent Chebyshev-Fourier-Fourier pseudo-spectral method for determining the numerical solu-
tion of anelastic models. The velocity field u satisfies the constraint 9;(0(z) u;) = 0, where p(z) is a mean density profile.
In the particular application of the Rayleigh-Taylor instability for two miscible fluids—as studied in this paper—the final
density profile obtained after the overturn of the two fluids has been used as the mean density p. It has been previously
shown that the associated anelastic Stokes problem is elliptic [30]. We have generalized the Uzawa decoupling method
taking advantage of the horizontal periodicity of the flow. The Uzawa pressure operator properties have been detailed and
the condition number of the pressure Uzawa operator was shown to behave closely to Nf. In the special case of the zero
wave number k = 0, the solution was obtained with the k = 0—Uzawa pressure operator. The use of this operator lead to
a more accurate result than that provided by the analytical solution. We solve the linear systems and refine the solutions
using iterative algorithms. Time marching is handled in the Fourier space with a second-order three-step semi-implicit
low-storage Runge-Kutta scheme, while the first time cycle is computed with a first-order scheme. This method is coupled
with an auto-adaptive multidomain method that allows us to handle stiff situations. The matching of quantities between
the subdomains is carried out with the influence matrix method. The entire algorithm is also reduced to the Boussinesq
approximation. We have shown that the spectral accuracy is achieved. We have confirmed that a Chebyshev cut-off around
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of 50 or 60—along with the associated number of automatically adapted subdomains—leads to the optimal accuracy and the
lowest computational cost.

Temporal convergence has also been studied and was found to approach the second-order accuracy. Indeed, when the
spatial errors are minimized—as is the case for a smooth diffusion solution—results are closer to their theoretical value. The
linear growth rate of the anelastic approximation has been validated against those obtained from the heuristic model of
Duff et al. [18], and by solving the anelastic linear eigenvalue problem. The algorithm for the Boussinesq approximation and
the numerical code have been validated against the laminar single-mode experiment of Waddell et al. [55]. The nonlinear
growth rate o of a turbulent RT-mixing layer has been computed and was found close to o« = 0.021. Both results are in
good agreement with experimental data.

The anelastic and Boussinesq approximations have been compared using similar physical parameters. Relative to the
Boussinesq simulation, the anelastic results exhibit a time delay for the transition to turbulence. Contrary to the Boussinesq
model, the asymmetry between spikes and bubbles is observed in the anelastic simulation. The characteristics and compu-
tational performance of the resulting numerical code were analyzed. Finally several 3D anelastic and Boussinesq simulations
have been carried out to (i) illustrate the capability of the complete algorithm to handle stiff problems, and (ii) describe the
turbulent regime when starting from a resting state.

The combination of algorithms developed for these studies may be used in a large number of anelastic-type models, and
remains accurate in the case of time-evolving steep gradients.
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Appendix A. Source term boundary conditions
The Uzawa method solves the velocity equations in the interior domain. As a result, source terms due to the boundary

conditions appear in equations (36), (39), (41) and (43). To show this, we first notice that if (X) is a vector with (N, + 1)
components, then X, = Z?’io DpjX;. Therefore

;J,I:X;)_DPOXO_DPNZXNZ’ p=1,...,N,—1. (A1)
This remark applies to the source terms appearing in equation (36), i;qi(s) and f)f,ff,gs), which are expressed with the
boundary conditions (33), and are a consequence of relation (A.1)
[;:5?’1@)]1) (D241.0815+ D2y, 825 ) /Re,
257, =Rt it
p p41Pp+1,0835 + Dp1, N, 845)/ (3Re), (A2)
for p=0,...,N; — 2. In the same way, the expression of the source term EL(Q)(S) which appears in equation (39) for
Vlil(qﬂ)(”' is
[iv%iq)@]p = (D12:>+1, 0015+ ny+1, N, 525) /Re. (A3)
Similarly, the additional source terms Egg,(s) and Zf,q‘,\),(s) appearing in equation (41), are column vectors, which read

[21(3%3,(5)] —DIZJ_H 0535+D§+1,NZ 45, p=0,...,Ng,

(@)(s)
Zow 0= p 03355

[m%“’]p p=1.....N;—1,

(@)(s) -1
EVW N, =—k 825 p N, 545. (A.4)
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Appendix B. First time cycle

Semi-implicit time marching schemes require quantities at sub-cycle (q) to obtain quantities at sub-cycle (q + 1). In
particular this means the pressure has to be initialized with a first-order temporal scheme at the beginning of the simu-
lation. We use a semi-implicit Adams-Bashforth/backward differentiation scheme reduced to first-order ([46], Section 4.4).
The momentum equation (24) discretized with this scheme writes

Bu?Jrl —4ui + u?fl

o =2F - F'+ ¢!t i=1,2.3 (B.1)

where F? is the explicit term and G? is the implicit term

1
q_ 4.4 q
Fl = uja,u,. p(o)f

i i’

Gl= ! 1a< p(O)& q ! a%ul 1a-r1" B.2
F= e st et | P g (20— 3T ) ®2

1

This scheme is considered with ¢ =0 and u~! = u°, so that equation (B.1) writes

3ul —uf
2 At

This is a first order temporal scheme in which the pressure at time cycle 0 no longer appears. This leads to a pressure field
p!, consistent with the velocity field u}. To achieve good accuracy the time step is set to be one order of magnitude smaller
than the time step associated with the Runge-Kutta scheme (see Section 3.8.1). In subsequent time cycles, the time step
automatically grows until it reaches the value given by the stability criteria (69).

=F)+G!,  with 3;(0@ul)=0. (B3)

Appendix C. Linear normal mode analysis for perfect fluids

The linear stability analysis is carried out on the anelastic model defined by equations (6)-(10) in the limit of infinite
Reynolds number. To this end, the model equations are first linearized and solutions are sought under the form

P(X,y,2,t) = p(z)e” Ll Cexthyy), (C1)

We also assume that the flow is irrotational so that the velocity derived from a potential, denoted ¢. From the constraint
3:(p©@ u;) =0, one obtains the following ODE for the structure function @(z)

_ -1 _ _ . 12
2,0+p0 dp@do— (KG+K)P=0 or d2,p—Sd,9—k§=0. (C2)

The boundary conditions associated to @ are actually defined on the vertical velocity component us = d,@. Indeed we
assume Dirichlet boundary conditions at the top and the bottom

us(x,y,z=2z,t)=u3x,y,z=12p,t) =0, (C3)
and continuity of the vertical velocity at the interface

us(x.y,z2=0".0) =ups(x,y,2=0",6) =£(0) = 5 £(0),

uz(x, y,z=0",0) =up3(x, y,z=0",1) =£(0) = 0 £(0). (C4)
Solution of equation (C.2) is

PuL=Arpre’? +up e’ (C.5)

with ry 5 = (S+(S%+4k?)1/2) /2. The boundary conditions (C.3) give the coefficients Ay in terms of the pty;’s. The Bernoulli
equation

PH(0) (391 (0) + £(0)) = p1(0) (3¢ (0) + £(0)), (C6)
and the boundary conditions (C.4) give the relation of dispersion. We obtain

2y At 1 —ry/r1e~T2=T1)2n
2= 2 with Fp = 2/M
(1—-A)F, — (1 +At)Fy 1 —e—(2—rzp
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