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Reactive Rayleigh-Taylor turbulence: Influence of mixing on the growth and
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The purpose of this paper is to investigate the effects of molecular mixing on the evolu-
tion of a reactive Rayleigh-Taylor turbulent mixing zone. In this regard, we derive algebraic
relations showing that an increase in the mixing level leads to a slowing of the growth of the
mixing zone width. We also show the existence of a maximum displacement velocity of the
mixing zone center. These predictions are assessed using both direct numerical simulations
and large eddy simulations.
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I. INTRODUCTION

The Rayleigh-Taylor instability occurs when two fluids initially separated by an interface are
submitted to an acceleration pointing from the denser fluid to the less dense one [1-5]. In this
configuration, the small perturbations seeding the initial interface are amplified and eventually
develop into a turbulent mixing zone. At late times, this zone reaches a self-similar regime such
that its width increases as the square of time. The prefactor o, of this quadratic evolution is a
key parameter of Rayleigh-Taylor turbulence and has been the object of numerous studies [6—17]
(note that the subscript “nr” in «,, stands for nonreactive). Among these studies, several point out
that o, is connected to the level of molecular mixing reached in the flow [7—12]. Indeed, the less
mixing there is, the more potential energy is available and the faster the growth of the mixing zone
should be. As a result, o, is expected to increase as the level of mixing decreases. This intuitive
idea was given a quantitative formulation in Refs. [11,12]. In these two works, o, was shown to be
a decreasing function of the global mixing parameter ®, a ratio equal to 0 when the flow is fully
segregated and to 1 when it is fully mixed.

In the present work, we consider a Rayleigh-Taylor mixing zone in which chemical or fusion
reactions take place [18—34]. Our purpose is to understand whether the level of molecular mixing
influences the self-similar evolution of this reactive layer, as it does for a nonreactive one. This
question is of importance for several applications, such as type Ia supernovae [27-34]. In the latter
context, several authors have proposed idealized configurations of Rayleigh-Taylor unstable flames
in order to better understand the physical mechanisms at work in these flows. One of the simplest
possible setting, studied, for instance, in [30-34], consists in a statistically planar flame with a small
density contrast that propagates upward in a gravity field. The flame is piloted by a single isothermal
reaction and consumes heavy reactants initially placed on top of light products. At late times, this
unstable flame becomes turbulent, and its brush can equivalently be viewed as a turbulent mixing

*Also at Ecole Centrale de Lyon, MFAE, LMFA, F-69134 Ecully, France.
Also at Université Paris-Saclay, CEA, LMCE, Bruyeres-le-Chatel 91680, France.

2469-990X/2024/9(7)/074609(35) 074609-1 ©2024 American Physical Society


https://orcid.org/0000-0001-8371-9106
https://ror.org/00kn4eb29
https://ror.org/05s6rge65
https://ror.org/04dxeze48
https://crossmark.crossref.org/dialog/?doi=10.1103/PhysRevFluids.9.074609&domain=pdf&date_stamp=2024-07-25
https://doi.org/10.1103/PhysRevFluids.9.074609

KEVIN LEY et al.

zone driven by the interplay between the Rayleigh-Taylor instability and combustion. It is this
idealized flow that we will hereafter examine and refer to as reactive Rayleigh-Taylor turbulence.

The numerical and theoretical studies of [30—33] have put forward several key features of reactive
Rayleigh-Taylor turbulence. First, a self-similar regime is reached at late times, such that the width
of the mixing zone grows quadratically with time. This is similar to the nonreactive case, except
that the prefactor « of this quadratic growth is not necessarily equal to the nonreactive prefactor oy,.
Another difference with the nonreactive case is that the center of the mixing zone is not stagnant:
it moves towards the reactants as they are being consumed. At late times, the distance traveled by
the center is again proportional to the square of time with a prefactor 8 different from « and ;.
A last key feature highlighted in [30] is that reactions take place in thin flame fronts that separate
pockets of pure fluids. The typical size of these fronts increases with time but at a much slower
rate than the size of the mixing zone. As a result, the proportion of the volume occupied by mixed
regions decreases, and the flow becomes more and more segregated: the mixing parameter ® tends
to 0. This is strikingly different from the nonreactive case where high levels of mixing are generally
observed with ® reaching nonzero asymptotic values as high as 0.8 [16].

This last property raises an apparent conundrum concerning the objective of this paper. Indeed,
for the nonreactive case, we mentioned that the growth rate of the mixing zone «,, is connected to the
level of mixing measured by the value of the mixing parameter ® [11,12]. But for the reactive case,
the existence of such a dependency appears elusive: the level of mixing vanishes and ® decreases
to 0 whatever the value of the growth rate «. The asymptotic values of « and ® are consequently
independent, and, at first sight, it seems that the connection between « and the level of mixing is lost.
However, if ® always tends to 0, it does so in a self-similar fashion, proportionally to the inverse
of time and to a nondimensional parameter y [30]. Hence, at a given time and for a given reaction
rate, a higher y implies a higher level of mixing. In other words, the mixedness of a self-similar
reactive Rayleigh-Taylor flow is measured by the nonzero constant y and not by the vanishing value
of ®. With this understanding, looking for a dependency of « on the level of mixing remains as
legitimate in reactive Rayleigh-Taylor turbulence as it is in the nonreactive case [7-12], provided
one substitutes y to ® as a measure of the level of mixing. Furthermore, if the growth rate o depends
on y, one may also wonder if it is also the case for the coefficient 8 measuring the displacement of
the mixing zone center.

Thus, the main question we would like to examine in this work can be rephrased as follows:
do the growth and displacement rates, « and 8, of a self-similar reactive Rayleigh-Taylor mixing
zone exhibit any dependency on the degree of mixing of the flow as measured by the constant y?
To answer this question, we turn our attention to nonreactive Rayleigh-Taylor turbulence and to the
oy — O relation derived in [11,12]. Two broad assumptions are required to obtain this relation and
none of them is specifically tied to the nonreacting character of the flow. Hence, in this work, we
propose to start from the very same assumptions as in [11,12] and to follow their consequences
but this time in a reactive setting. More precisely, we assume that an eigenmode of the buoyancy
production term is dominant over the other ones and that second-order moments are known functions
of the mean concentration. Equipped with these hypotheses, we are then able to explore how «,
B, and y are related.

This paper unfolds as follows. In Sec. II a general description of reactive Rayleigh-Taylor
turbulence, along with its governing equations, is given. Then in Sec. III the two assumptions
mentioned above are detailed, and relationships between «, 8, and y are derived. Finally, in Sec. IV
direct numerical simulations (DNS) and large-eddy simulations (LES) are performed. The resolution
of these simulations is high enough to attain a state close to self-similarity. Hence, the validity of
the results derived in Sec. III can be assessed with these simulations.

II. GENERAL DESCRIPTION OF REACTIVE RAYLEIGH-TAYLOR TURBULENCE

In the introduction, we gave a brief definition of reactive Rayleigh-Taylor turbulence and outlined
some of its properties. The aim of this section is to provide further details on this idealized
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configuration. More precisely, we present the governing equations of reactive Rayleigh-Taylor
turbulence, describe its self-similar regime, and draw comparisons with the nonreactive case.

A. Governing equations and global flow parameters

We consider two incompressible fluids that mix and react, while being submitted to a desta-
bilizing gravity field pointing in the direction x3. We assume that the Atwood number of the
mixing zone—defined as &, = (p, — p1)/(on + p1), With pj; the densities of the “heavy” and “light”
fluids—is small compared to one. Also, for the sake of simplicity, we restrict our attention to the
case where the heavy fluid reacts with the light fluid to give even more light fluid. This reaction is
autocatalytic and can be described by adding a Fischer-Kolmogorov-Petrovsky-Piskunov (F-KPP)
source term to the evolution of the concentration of the light fluid. Autocatalytic reactions, and
their interaction with the Rayleigh-Taylor instability, play an important role in many industrial
applications [18-23]. The system studied here is consequently directly relevant to these situations.
Beyond this aspect, single-step auto-catalytic reactions can also be viewed as toy models for both
premixed and nonpremixed combustion (see [30] for a discussion on this subject). This property
has been used to gain insights into the behavior of RT unstable flames and in particular those
appearing in SNla progenitors [27-34]. However, it should be emphasized that a single-step reaction
which involves only one scalar cannot describe a configuration where the progress of the reaction
is decoupled from the advancement of mixing. At least two scalars would be required in that
case. This situation may occur in a wide variety of contexts including some inertial confinement
fusion experiments [25,26,35]. The study of such configurations is beyond the scope of this work.
Note that this limitation is not linked to the particular dependency of the F-KPP source term
on the concentration field. The results obtained in this article can be adapted to more complex
dependencies, as explained in Appendix C.

Within this framework, the evolution of the velocity and concentration fields is governed by the
following reactive Boussinesq equations:

1
0;c + uidyc = vca,fkc + —c(1 —c¢), (1a)
T
ol + wpopu; = —0;p + va,fkui + 2A,g¢6;3, (1b)
Bkuk = 0, (1C)

with u the velocity field, ¢ the concentration of the light products, g the gravity, p the reduced
pressure, v and v. the viscosity and diffusion coefficients, and t the characteristic time of the
reaction. In the absence of a turbulent velocity field (# = 0), a laminar flame propagates with a
typical velocity sj,, and length §,,, defined by

Stam = 2¢/Ve/T and  Sjam = 84/V.T. 2)

To complete Sys. (1), initial conditions must be provided. Here we assume that the light and heavy
fluids are initially separated by an interface centered around the position x3 = 0 and deformed by a
perturbation of height A(x;, x,). With A,g > 0, the flow is Rayleigh-Taylor unstable provided ¢ = 1
for x3 < hand ¢ = 0 for x3 > h:

c(x,t = 0) = Heaviside[h(x, x2) — x3]. 3)

This corresponds to having heavy reactants initially placed above light products. As a result of this
convention, the flame propagates towards positive x3, and the gradient of the mean concentration is
negative.

A typical evolution of a reactive Rayleigh-Taylor flow obeying Sys. (1) and starting from initial
condition (3) is shown in Fig. 1. This figure displays the volume rendering of the concentration field
extracted at three different times for simulation D2 that will be detailed in Sec. IV. As we can see,
not only does the width L of the mixing zone increase, but its center X, is also displaced as reactants

074609-3



KEVIN LEY et al.

q Heavy reactants

Light products

FIG. 1. Typical evolution of a reactive Rayleigh-Taylor flow. Volume rendering of the concentration field
¢ of simulation D2 (see Table I) at times t = 0.8, 7 = 1.9, and t = 2.9. The rendering is done for 0.01 < ¢ <
0.99. Red corresponds to ¢ = 0.99 (light products) and blue to ¢ = 0.01 (heavy reactants).

are consumed. Another important feature of this mixing zone is its high degree of segregation. This
can be seen in Fig. 1 by the overwhelming presence of the red and blue colors, which correspond to
zones of almost pure fluids.

These three features—width, displacement, and mixing level—can be measured using the fol-
lowing diagnostics:

Je(—c)dx;

rei-om @

L= 6/5(1 —o)dy, X.= /(E—E<°>)dx3, and © =
where = denotes the ensemble mean and where ¢©(x3) = ¢(x3, ¢ = 0) is the initial value of ¢.
The parameter © is called mixing ratio or mixing parameter. Its value falls within the interval [0, 1],
® = 0 corresponding to a fully segregated flow and ® = 1 to a fully mixed one. Note that the mixing
zone width L is defined up to a multiplicative constant, here chosen equal to 6. Different values can
be found in the literature, and the choice made here could appear to be arbitrary. However, this is
not the case. The reason for selecting a prefactor equal to 6 is linked to the assumptions detailed in
Sec. III. They lead to a unique unambiguous value of the prefactor, as explained in Appendix A.

B. Self-similarity and combustion regime

At late times, Chertkov et al. [30] showed that a reactive Rayleigh-Taylor flow obeying Sys. (1)
reaches a self-similar state such that

L(t) = 20A g, X.(1) =2BAg", and @(t):y;, ©)

where «, B, and y are three dimensionless constants. Another way of specifying this self-similar
regime is by defining dynamic estimates of the coefficients «, B, and y. More precisely, let us
introduce the following quantities:

Lo _ KO o D
m’ .BL(I)—W, and (1) =20@) —,

where the notation f (t) =d; f(¢) is used as a shorthand for the time derivative of a function f
depending uniquely on ¢ and where 7, is the time associated with the growth of the mixing zone
width L:

(6

aL(t) =

o) = A )
BT ey
Then the self-similar regime expressed by Eq. (5) can equivalently be defined by
forr > o0, a(t)=a, fL@)=pB, and p.(t)=y. )]
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Note that the definition of o, is identical to the one used classically in nonreactive Rayleigh-Taylor
flows. It is, however, more commonly written in the form o, = (L)?/(8A,gL).

Two aspects of the self-similar regime given by Eq. (5) [or equivalently Eq. (8)] are worth
highlighting. The first one is that A;g and ¢ are the only dimensional parameters appearing in the
expressions of L and X.. This implicitly means that buoyancy forces are the primary mechanism
driving the growth and displacement of the mixing zone. Nonetheless, the influence of reactions
must not be ruled out: they can still have an impact on L and X, through the values of the constants
o and 8.

The second remarkable point is that ® tends to 0O, that is, the flow becomes more and more
segregated with time. In [30], this behavior was associated with the emergence of a thickened-
wrinkled flame combustion regime [36]. As its name indicates, this regime corresponds to reaction
zones that are broadened by the smallest scales of the turbulent spectrum, while also being wrinkled
by the largest ones. Chertkov et al. [30] showed that, in reactive Rayleigh-Taylor turbulence, the
broadening of the reaction zones is slower than the growth of the mixing zone width. Hence, the
volume they occupy becomes smaller and smaller compared to the volume occupied by the burnt
and unburnt fluids. This results in ® tending to 0.

It should be emphasized that the tendency towards the thickened-wrinkled regime is a direct
consequence of the self-similar evolution expressed by Eq. (5). More precisely, the thickened-
wrinkled flame regime is defined by high values of two nondimensional numbers, the Damkohler
and Karlovitz numbers, which compare the reaction time 7 to the characteristic times 7, and T,
of the largest and smallest structures of the turbulent field. These two numbers are defined as
Da = 7/t and Ka = t/1,. During the self-similar phase, with A,g and ¢ the only dimensional
parameters involved, we necessarily have 1, o t. Furthermore, assuming a Kolmogorov turbulent
spectrum, we have 1, & 7,Re™1/2 & t1/2, with Re the turbulent Reynolds number. Therefore, once
the self-similar phase is reached, Da and Ka grow with time and eventually become very large: the
thickened-wrinkled flame regime is reached.

This property can be illustrated using a Borghi diagram, which allows us to visualize the different
combustion regimes in a velocity-length scale phase space. Figure 2 shows such a Borghi diagram
in which the typical turbulent velocity v’ and length scale ¢, at the center of the mixing zone and
for different times are reported for simulations D1, D2, D3, and D4 detailed in Sec. IV. Once
self-similarity is reached, we have v’ ot and ¢; 2 so that v’ Etl /2 In other words, a self-
similar evolution of these quantities appears in the Borghi diagram as a curve with a logarithmic
slope 1/2. This property is indeed observed for simulations D1, D2, D3, and D4 in Fig. 2. It can
also be observed in this figure that a 1/2-slope curve always ends up within the boundaries of the
thickened-wrinkled flame region as time increases. This region is indeed delimited by the two curves
Da = | and Ka = 1, which respectively have logarithmic slopes of 1 and 1/3.

C. Comparison with nonreactive Rayleigh-Taylor turbulence

Without reaction, the self-similar state of Rayleigh-Taylor turbulence is characterized by the
following relations:

Nonreactive case: L = ZamA,gtz, X, =0, and O = O, 9)

where o, and ®, are dimensionless constants.

The comparison between Egs. (5) and (9) reveals several differences between reactive and non-
reactive Rayleigh-Taylor turbulence. First, even though the growth of the mixing zone is quadratic
in time in both cases, the growth constants « and o, of the two flows are not necessarily the same.
Second, the center of the mixing zone does not move in the absence of reaction. And, finally, without
reactions, the mixing parameter ® tends to a nonzero constant ® ... Simulations [4] suggest that ®,
is close to 0.8, which corresponds to a well-mixed flow. This is in stark contrast with the reactive
case for which the mixture becomes almost fully segregated. This last point, more than any other,
sets apart the reactive and nonreactive versions of the Rayleigh-Taylor instability.
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FIG. 2. Borghi diagram for simulations D1 (red), D2 (green), D3 (blue), and D4 (purple) (see Table I for
simulation names). The curve shown for each simulation is obtained by plotting [£,(¢)/31am, V'()/S1am] for
different times 7. The turbulent velocity v’ corresponds to the square root of the turbulent kinetic energy taken
at the center of the mixing zone. The integral scale ¢, is computed by integrating the turbulent velocity spectrum
divided by the wave number and normalized by the kinetic energy. The definitions of the laminar flame speed
and width are given in Eq. (2).

Indeed, mixing plays an important role in understanding the behavior of Rayleigh-Taylor tur-
bulence. As explained in the introduction, a lesser level of molecular mixing implies that more
potential energy is available and can be converted into kinetic energy, which, in turn, can contribute
to the growth of the mixing zone. This simple and intuitive reasoning connects the growth of the
mixing zone to the level of mixing. It does not depend on whether reactions are present or not and,
if verified, should apply equally well to nonreactive and reactive Rayleigh-Taylor turbulence.

For nonreactive Rayleigh-Taylor turbulence, this connection has been corroborated and translated
in the form of a relation between the dynamic evaluation oy, of the growth coefficient [Eq. (6)] and
the mixing parameter ® [11,12]:

{dec[1 — O]}
1 + dcc[l - ®(t)] ’
At large times, we have a1.(t) — oy and O(r) — O, so that the asymptotic version of Eq. (10) is

2
N ) iy an
1 + dcc(l - G)oo)

In formulas (10) and (11), d.. € [0, 1] is an anisotropy coefficient which measures whether turbulent
structures are flat or elongated. It is equal to 7 /4 in the isotropic case and to 1 for fully elongated
structures. A value of 0.7 to 0.8 is generally observed in nonreactive Rayleigh-Taylor simulations
[11,12]. In [11], d.. is approximated by d.. = [ E..(k)sin®6@ dk/ [ E..(k)dk where E.. is the
concentration spectrum, k the wave number and 6 = arccos(ks/k) the angle between k and x3.

In [12] a more complex formula involving eigenmode spectra is used.
Equation (10) is assessed in Fig. 3 using the nonreactive Rayleigh-Taylor simulations described
in Sec. I'V. It can be seen that the simulation results align with the predicted curve defined by Eq. (10)
with d.. = 0.7. In addition to these nonreactive data, Fig. 3 also displays results for the reactive
simulation D2 described in Sec. IV. As expected from Eqs. (5) and (9), the (o, ®) trajectories of
the reactive and nonreactive cases are blatantly different, and formula (10) clearly does not apply to
reactive Rayleigh-Taylor turbulence. In the reactive case, an almost horizontal line is obtained: o,

o (t) = (10)
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FIG. 3. Comparison between reactive (Sim. D2) and nonreactive (Sim. NR) Rayleigh-Taylor turbulence
(see Table I for simulation names). Growth coefficient «p as a function of the mixing parameter ® for an
interval of time such that L/Lg,, varies between 0.02 and 0.3 for Sim. D2 and between 0.05 and 0.3 for Sim.
NR. The opacity of the symbols increases with time. The two black curves are obtained by setting d.. = 1 and
d.. = 2/3 in Eq. (10). The gray region they delimit corresponds to the (op — ®) domain identified in [11] as
encompassing most simulation and experimental results of nonreactive Rayleigh-Taylor turbulence.

reaches an asymptotic value, while ® still decreases with time. This horizontal line is an illustration
of the fact that no univocal relation between «;, and ® can be drawn in the reactive case.

At first sight, this observation may appear to contradict the existence of a connection between
growth rate and mixing levels in the reactive case. However, it shows only that this connection does
not take the form of a o, — ® relationship. Given the properties (5) of the reactive self-similar state,
oy, and its asymptotic value o still appear as proper parameters for estimating the growth of the
mixing zone. However, the fact that ® tends to 0 means that this parameter is not fit for comparing
mixing levels. Instead, it is the prefactor y of the decay law of ® that now plays this role: at a given
nondimensional time ¢ /7, different values of y imply different degrees of mixing.

Thus, for reactive Rayleigh-Taylor turbulence, the link between growth rate and mixing should
not be looked for in the form of a relation between o and ® but rather between « and y, or
equivalently between oy, and y1, the dynamic estimates of o and y (Eq. (6)). The same remark also
applies to 8 and Br. To derive these relations, several hypotheses are required. They are detailed in
the next section, along with their consequences.

II1I. RELATIONSHIPS BETWEEN «, § AND y
A. Overview of the derivation
1. Main steps of the derivation

The derivation presented in this section hinges around one central quantity: the mean concentra-
tion ¢. The latter evolves according to the following equation, obtained by averaging Eq. (1a):

N 1 —
€ + dusc’ = v355¢ + — c(1 — o), (12)
; T
with X’ = X — X the fluctuation of a given quantity X. The reason why ¢ plays such an important
role is because the knowledge of its self-similar properties allows us to formulate two independent

equations linking «, B, and y . It thus brings an answer to the problem raised in the preceding section,
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namely, finding how the growth and displacement rates of the mixing zone, « and 8, depend on the
mixing level measured by y.

The first of these two equations is obtained rather straightforwardly. By integrating Eq. (12) over
x3, the following equation for X, is derived:

6L
T o6t
where we used the definitions of X, ®, and L [Eq. (4)] and the fact that the molecular and turbulent

concentration fluxes are null outside the mixing zone. Injecting the self-similar evolution of X,
®,and L [Eq. (5)] into this equation, we then find that

X, (13)

-
B =15 (14)

As for the second relation, its starting point rests on the following observation: once self-similarity
is reached, the mean concentration profile depends only the dimensionless coordinate x3/L and on
nondimensional self-similar parameters. These include «, 8, and y but are not limited to them. This
property can be expressed as

Self-similar regime: ¢(z, x3) = Cs <l% o, Y, p), (15)

where p = (p1, p2, ... ) stands for the ensemble of the self-similar parameters other than o and y.
The parameter § is not included due to its explicit dependency on « and y [Eq. (14)]. When injecting
this expression into the definition (4) of L, i.e., into L = 6 f ¢(1 — ¢)dx3, and when replacing the
integration variable by y = x3/L, we derive that

I(a,y,p) =1 (16a)
with Z(a,y,p) = 6/Es(y;a, v, P —c(:a, vy, p)ldy. (16b)

Thus, an integral equation is obtained, which links «, y and the other self-similar parameters p
together. When solved, this equation allows to express « as a function of y and p:

a = oy, p). (17)

Formally, this solution would answer the main question raised in our paper.

2. Main assumptions

To sum up, Eq. (17) is the main relation we aim to derive. To this end the value of Z(«, y, p)
must first be found. For this, it is necessary to determine the self-similar profile ¢ of ¢. This may
be accomplished only by introducing simplifying assumptions. In this regard, it is instructive to
consider the nonreactive case and the way Eqs. (10) and (11) were obtained in [11,12]. In these
references, two main hypotheses were necessary to arrive at these predictions. The first one is that
buoyancy production plays a dominant role at energetic scales, and the second that the spatial profile
of the mean concentration c is linear within the mixing zone. In [11] it was also explained how this
second hypothesis is fully equivalent to specifying that the spatial profiles of the variance and flux
of concentration are proportional to ¢(1 — ©).

Concerning the reactive case, we already noted in Sec. II B that buoyancy forces are the main
mechanism driving the growth and displacement of the mixing zone, as implied by the dimensional
parameters appearing in the self-similar laws (5). This suggests that the first hypothesis mentioned
above should remain appropriate for analyzing reactive Rayleigh-Taylor turbulence. As for the
second hypothesis, its alternative formulation based on second-order moments can be viewed as
a truncation of their spatial profiles in terms of Legendre polynomials. Its principle is consequently
not restricted to the nonreactive case and its implications can also be explored in a reactive context.
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Thus, despite the intrinsic differences between reactive and nonreactive Rayleigh-Taylor flows,
the study of the way growth rate and mixing are linked can be approached using the same general
assumptions. These assumptions, however, have very different consequences in each context. This
is what we detail in the remainder of this section.

B. First assumption: Truncated Legendre polynomial expansion
1. Legendre expansion

First, let us recast the evolution equation of ¢ by using the self-similar coordinate y = x3/L,
already introduced in the definition of Z(«, y, p). We obtain

7.0,¢ — y0,¢ + 0, (u5¢' /VL) = 5 (18)
. . v LV, TL

with V, =L, Sc=—, Rep=—, and Da, = —. (19)
Ve v T

We recall that t;, = L/V, has already been introduced in Eq. (7) in order to define o, B and y;.
Three nondimensional numbers appear in Eq. (18): the Schmidt number Sc, the Reynolds number
Rer, and the Damkohler number Da;. The last two are based on the width L and on the velocity
VL = L and are different from the turbulent Reynolds and Damkohler numbers, Re and Da, which
were introduced in Sec. II.

By itself, Eq. (18) is not sufficient to make any statement about the shape of ¢. Two unknown
correlations, the flux of concentration u3c and its variance ¢2 = c(1 —¢)—c(1 —c), are indeed
involved in Eq. (18). In order to deal with these correlations, we note that, within the bounds of the
mixing zone, the mean concentration c(¢, y) varies monotonically as a function of y. Hence, within
these bounds, i.e., for 0 < ¢(¢, y) < 1, we may invert the dependency of ¢(¢, y) on y and write that
y is a function of ¢:

for 0<c<1, y=f(t0). (20)

Plugging this dependency into the two unknown correlations, we obtain that

for 0<c<1, ”‘3/—C=F(t,z), and c(1—c) =V(,0). @1)
L

With W a function of ¢, the turbulent transport term of Eq. (18) can be recast in the form of
an advection term, with an advection velocity equal to F'(z, ¢) = dzF (¢, ¢). Then, in order for the
edges of the mixing zone to move at a nonzero finite velocity, F’ must tend to a nonzero finite
value when ¢ — 0 and ¢ — 1. As a result, F must be proportional to ¢ for ¢ — 0 and to 1 — ¢ for
¢ — 1. Furthermore, the Schwartz inequality implies that c¢(1 — ¢) is smaller than ¢(1 — ¢). Hence,
it goes to 0 at most like ¢ for ¢ — 0 and like 1 — ¢ for ¢ — 1. A general expansion satisfying these
boundary conditions can be written using associated Legendre polynomials of order 2:

F(t,0) =¢(1 = O)F) + F(OP(@©) + -+ F()P,@) +-- -1, (22a)
V(t,©) =e(1 =o)Vot) + Vi()P1(©) 4 - - - + Va()P,(©) + - -], (22b)

where P, is a modified associated Legendre polynomial of second order and degree n:

. |en+5m PR ex—1)
PO =\ 0w ran x0—n @

with P( ) the actual associated Legendre polynomial of second order and degree n + 2.
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2. Truncation of the Legendre expansion

Expansion (22) does not involve any approximation, and injecting it as such in Eq. (18) would
not allow us to make any progress in our derivation: a simplification is needed. This is where we
introduce the first of the two major hypotheses mentioned at the beginning of this section. Namely,
we assume that the main order of these developments is much larger than the remaining terms:

for i21, F<F, and V, <V (24)

As a result, we propose to approximate the profile of @ and c(1 — ¢) by keeping the sole
contribution of the main order. Reintroducing y as the dependent variable, this allows to write that

VAN
uye
Vi

&, y)=c@, ) —c@t, @) and c(1—c)t,y)=c@, Y[l —c, »IV@). (25)

The coefficient Vj can be determined by integrating c(1 — ¢) over y. Given the definition of ® in
Eq. (4), we straightforwardly find that:

Vo(t) = O(@). (26)

As for Fy, its expression will be the object of the next section. For the time being, this coefficient
can be put aside by introducing a new nondimensional coordinate z defined by

y L x;

2 5 27
“ToR T 2R L @7

3. Self-similar profile of ¢

We now inject the truncated Legendre expansion (25) into the evolution equation (18) of ¢ and
use the new coordinate z. But instead of handling directly the equation giving ¢ as a function of
z, we consider the corresponding equation giving z as a function of ¢. As before, this operation is
possible because we restrict our attention to the domain ¢(1 — ¢) # 0 where ¢ is a strictly monotonic
function of z. So, for 0 < ¢ < 1, we derive that z(¢, ¢) evolves as

VL~ - : 1 242
0 =c(1—-70)dzz=—|z(1 Fy/F - = ———(0c2) " 0552 28
wdz+ el =) dcz [z( +uk/F)+c 2] +4FO2SC_ReL( Q) Oz (28)

In the self-similar regime, the following relations hold:
0;z(t,c) =0, Fo =0, Rep—>o00, and y. =y. 29)
As a result, in the self-similar regime, Eq. (28) simplifies to

dz 2z+c—1

i~ yel—o G
The solution of this equation is
_ 1 2c _
u(@y) =3 - Ty 2Fi(1, 1524 2/y50), (31)

where ,F|(ay, a; by; x) is the Gauss hypergeometric function with parameters ay, a,, by and vari-
able x. By inverting this expression, we eventually obtain cg, the self-similar profile of ¢, as a
function of z and y:

S(zy) =2 (zy). (32)

In the general case, finding the inverse z; ' of z; cannot be done analytically and requires numerical
means. Nonetheless, several remarkable properties of ¢ can still be put forward. In particular, the
range over which ¢; is strictly different from 0 and 1 extends symmetrically with respect to z = 0,
from z = —1/2 to z = +1/2. However, between these symmetric bounds, the self-similar profile
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FIG. 4. Self-similar profile of ¢ and associated length scale ratio. (a) Self-similar profile of ¢ as a function
of z for different values of y. (b) Variation of G = L/H as a function of y.

of ¢ can be strongly asymmetric, depending on the value of y. To illustrate this point, we may
consider two asymptotic limits : y — 0 and y — oo. For y — 0, the hypergeometric function
2Fi1(1, 1;2 4+ 2/y;¢) appearing in Eq. (31) tends to 1 so that the self-similar profile of ¢ becomes
linear and symmetric with respect to z = 0:

for y — 0, Esz%—z. (33)
By contrast, when y — oo, 2F (1, 1;2 + 2/y;7¢) tends to —(In(1 — ¢))/c. As a result, we have
for y —>o00, cs=1—e¢ 10172 (34)

Thus, for large y, c5 is close to a step: it is almost equal to 1 over most of the interval [—1/2, 1/2]
and goes to 0 over a small subinterval located close to z = 1/2.

4. The length scales of ¢, and their ratio

Figure 4(a) shows how ¢ transitions from a linear to a steplike profile with increasing y . Because
of this behavior, a single length scale is not sufficient to characterize the profile of ¢s. Indeed, as y
increases, the size of the domain where ¢ is strictly different from 0 and 1 disconnects from the
size of the fast varying front of ¢ : the ratio between the latter and the former goes to 0.

More precisely, the support of ¢ extends from —1/2 to 1/2 in terms of the nondimensional
variable z = x3/(2FyL). In dimensional units, this means that the total extent of the concentration
profile is

H =2F)L. (35)

The definition (4) of L entails that the latter scale measures only the part of the domain where c; is
significantly different from O and 1. In other words, L gives a measure of the fast varying front of
Cs. The ratio between L and H can be evaluated by simply changing the integration variable from
x3 to z in the definition (4) of L. By doing so, we derive that

L 1/2
7= Gly)= 6/ cs(z; v —cs(z; y)]dz. (36)
—-1/2

Changing again the integration variable, this time from z to ¢ = ¢,(z; ), we obtain that
! dz, 12 !

G(y) = 6/ ol = 0)| =2 () de = —/ 2y(cs ) de, (37
0 de Y Jo
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where, in the second equality, we used the definition (30) of dz;/dc and the fact that fol (c —
1/2)dc = 0. Finally, injecting the hypergeometric expression (31) of z, into this equation, we reach

the following result:
6 4 2 2
g(y>=—{1——[1——w<1><1+—)]}, (38)
14 4 14 14

where WD (x) = % is the trigamma function.
The function G is displayed in Fig. 4(b). It is strictly decreasing and has values in the interval
[0, 1]. It verifies

GO)=1 and for y> 1, G(y)=6/y.

Thus, the two length scales L and H only coincide for small values of y. For large values of y, L
becomes much smaller than H: a fast-varying front is formed with a size of order y ~! relative to the
total extent of the mixing zone.

An important point is that H gives not only the size of the domain where ¢ €]0, 1[. It also gives
the minimum extent of the region where the turbulent kinetic energy is not null. Otherwise, @
could not be proportional to ¢(1 — ¢). As a result, for large y, the size L of the front where ¢ varies
rapidly becomes much smaller than the size occupied by the turbulent field itself. Also, for large y,
buoyancy production concentrates within the front, which has large mean concentration gradients,
and becomes almost null outside of it. Hence, turbulence can be thought to be generated within the
front and then left to decay and diffuse outside of it as the front advances.

C. Second assumption: Predominance of the enhanced buoyancy eigenmode

With Eq. (32), we have succeeded in deriving an expression for the self-similar profile ¢ of the
mean concentration c. This result is a step forward in our search for the value of Z(«, y, p) that will
eventually enable us to link « and y. However, Eq. (32) alone is not sufficient to fulfill this objective.
The reason is that, in Eq. (32), ¢; is expressed as a function of the nondimensional variable z, and
not of the variable y appearing in the definition (16b) of Z. With y = z/(2Fp), this difference means
that Fy appears as an unknown parameter when combining Egs. (32) and (16b). To overcome this
issue and derive a closed expression for Fy, an additional assumption is required. The description of
this hypothesis and of its consequences is the subject of this subsection.

1. Predominance of the growing mode

To begin with, let us recall that Fj is the coefficient of the main order of the Legendre expansion
(22) of the concentration flux u)c’. Given our first approximation and the possibility to truncate this

expansion, Fy can also be recast as a function of the integral of @ Integrating Eq. (25) over y, we
find that

FO:“L;_%C’) with <.>:/dy:%/dx3. (39)

L

So to find Fp, we need to evaluate the spatial average of the concentration flux (W}.

In nonreactive Rayleigh-Taylor turbulence [12,17], this quantity is modeled by considering that
the dynamics of the mixing zone at energetic scales is driven by buoyancy production. For reactive
turbulence, we follow the same path. Even though reactions strongly modify the state of the mixture
by creating pockets of light and heavy fluids, we assume that the growth of the mixing zone is
determined by the way these pockets of pure fluids move relative to one another under the action of
buoyancy forces. As already noted, this assumption is coherent with the self-similar scalings (5) of
L and X, which depend only on A, g and ¢.

This phenomenological description about the role played by buoyancy production is translated
in quantitative terms as follows. In Boussinesq Rayleigh-Taylor turbulence, whether reactive or
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not, buoyancy production takes the form of a linear system acting on #’ and ¢’. Setting aside the
spatial variations of dsc, this system possesses three homogenized eigenmodes, a., ag, and a_.
Among these modes, only a is associated with a positive eigenvalue and is consequently enhanced
by buoyancy production. The other two are either inhibited (a_) or neutral (ap). In nonreactive
Rayleigh-Taylor turbulence [12,17], this enhanced mode is found to be highly dominant over the
other ones for large and energetic scales. Our assumption—the second major assumption of this
work—is that it is also the case for reactive Rayleigh-Taylor turbulence. In particular, we assume
that the variance of the enhanced mode is large compared to the correlations involving the other
modes:

(@) > (@) with p.qe{0,—}. (40)

2. Relation between Fy and o

Now, the velocity and concentration fields #’ and ¢’ can be expressed as linear combinations
of ay, a_, and ay in spectral space. This linear dependency extends to turbulent spectra and, from
there, to second-order correlations. Following [12], we can write that

(u3c") _ — —

V_ =My, (a,a;) and (c*) = Ny.(ayay), 41
L

where p, g € {+, —, 0} and where M, and N, are matrices which depend on o, and on the angular

properties of the spectra of the eigenmodes [12]. Using assumption (40) and retaining only the

dominant term, we can then approximate these expressions by

(usc’)

J = Me(ad) and (%) = Niylad). (42)

Combining these two equalities and using the relation (ﬁ) = (1 — ®)/6, we thus find that

(Uhe') 1Moy
VL 6 N++

(1-0). (43)

In [12], the multiplicative factor in front of 1 — ® was determined and found to be equal to

M, doe

cc
Niy oy + 4oy +of

where d.. € [0, 1] is the exact same parameter as the one appearing in Egs. (10) and (11). Let
us recall that d.. characterizes the directional anisotropy of the spectrum of a; and tells whether
turbulent structures are flat or elongated.

Combining Eqs. (39), (43), and (44) we eventually arrive at the following expression for Fy:

dCC
B o + /4oy + of

This expression assumes only the predominance of the growing mode and is not restricted to the
self-similar regime of the flow. Whenever this regime is reached, we have o — « and ® — 0, so
that

(44)

F (1-0). (45)

dCC
o + Vaa +a?

Note that Eq. (45) is valid for both reactive and nonreactive Rayleigh-Taylor turbulence. However,
its asymptotic self-similar expression (46) differs in both cases because the limits of « and ® are
not the same.

Self-similar regime :Fp = (46)
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FIG. 5. Variations of « and 8 as a function of y for d.. = 0.55.

D. Main results
1. Asymptotic relation between o and y

So far, we have derived an expression for the self-similar profile of ¢ as well as an expression
for the concentration flux prefactor Fy. With the help of these two intermediate results, we are now
ready to express the integral Z that serves as a basis for relating « and y.

To start with, we make the change of variable z = y/(2Fp) in the definition (16b) of Z and inject
the value (32) of ¢s. This yields

12
ﬂmymﬁznﬁf @l — 2z )] dz. 47)
—12

Next, we replace the value of Fy by its expression (46) and the value of the integral over z by the
definition (36) of the length-scale ratio G = L/H. With these substitutions, we are able to express Z
as

2d,.
o + Vo + o?

where G is the known function of y given by Eq. (38) and shown in Fig. 4(b).

Thus, we have derived an expression for Z that involves only «, y and the same additional
parameter d.. that appears in the nonreactive relationships (10) and (11). All that remains to do is to
solve Eq. (16a), i.e., Z = 1. This operation yields

L _ 1duGP
14+ de.G(y)

Because G is a decreasing function of y, so is «. As shown in Fig. 5, the smaller y is, the higher « is;
and since small values of y correspond to less mixing, the main conclusion that can be drawn from
Eq. (49) is that the growth of the mixing zone is faster when the mixture is more heterogeneous. In
other words, Eq. (49) confirms the intuitive link between growth rate and mixing that was mentioned
in the introduction and that served as the main motivation for this work.

Another point worth mentioning is that & also depends on the anisotropy factor d,. and increases
with it. So, just as in nonreactive Rayleigh-Taylor turbulence, elongated structures are associated
with a faster growth of the mixing zone.

L(a,y,p) = G(y). (48)

(49)

074609-14



REACTIVE RAYLEIGH-TAYLOR TURBULENCE: ...

2. Dynamic relation between o, y. and ©

Figure 3 shows an important feature of reactive Rayleigh-Taylor flows: the nearly horizontal line
observed in the (o, ®) graph indicates that the convergence of ® towards its zero asymptotic value
is much slower than the convergence of o, towards «. Therefore, rather than a strict asymptotic state
where O is equal to 0, it may be useful to account for an intermediate state where ® is small but
different from 0.

In this regard, most of the results derived so far can be used to analyze this intermediate state.
In particular, the value of Fy given by Eq. (45) does not depend on whether the asymptotic regime
is reached or not. It remains valid even with nonzero values of ®. The same remark applies to the
truncation of the Legendre polynomial expansion of Sec. III B and by extension to Eq. (28). The
only question that we need to answer is how a finite value of ® affects the self-similar profile ¢
deduced from Eq. (28). Without further constraints to guide us, we propose to settle for the simplest
possible solution. Namely, we assume that z(#, ¢) and Fy remain stationary so that Eq. (30) still
applies. Then ¢ keeps its expression (32), save for one modification: the asymptotic parameter y
in Eq. (32) must be replaced by the instantaneous value of the parameter appearing in Eq. (28) as a
prefactor of c(1 — ¢), i.e., by 31, the dynamic estimate of y introduced in Eq. (6). Thus, replacing
Eq. (46) by Eq. (45) and y by 1., we deduce the following dynamic estimate of o :

_ [dee1 = ©)GOL)P
I+ dec(1 = ©)G()’

The most striking property of Eq. (50) is that, even though it was derived in a reactive setting, its
validity extends to nonreactive Rayleigh-Taylor flows. Indeed, the absence of reaction corresponds
to the limit T — oo and therefore to y1, = 0. As a result, since G(0) = 1, we find that

_ [dcc(l - ®)]2

B 1 +dcc(1 - ®)
This formula is identical to Eq. (10) which was derived in [11,12] for nonreactive Rayleigh-Taylor
turbulence. Let us also mention that with y, = 0, the profile ¢5(z, 1) given by Eq. (32) is linear,

just like was assumed in [11,12]. Thus, the reactive/nonreactive coincidence in the limit T — oo
applies not only to the end result [Eq. (50)] but also to the main assumptions that lead to it.

oL,

(50)

for T — 00, oy (51)

3. Displacement rate 3

At the beginning of the derivation, in Sec. II A 1, we explained how the integration of Eq. (12)
leads to Eq. (14), i.e., to § = yo/12. Combining this relation with the expression (49) of « yields
the following expression of B:

_ 7 [deG)P
T R214deG)’

The most salient feature of this expression is that 8 is not a monotonic function of y. It is equal to
0 for y = 0 and decays as 3d?2./y for large y. Between the two limits, 8 goes through a maximum.
For d,. on the order of 1, this maximum is reached for y = yn.x = 6 and its value verifies

d.. 3
~—|d.e+—). 53
Bmax B ( + 10) (53)

For d.. = 0.55, a value observed in the simulation detailed in Sec. IV, we find that B,,.x =~ 0.04, a
value obtained for yn,x & 6.5. These properties are illustrated in Fig. 5.

From a physical point of view, the reason why g attains a maximum can be understood as follows.
The quantity X, = f (¢ — @) dx;3 not only traces the displacement of the center of the mixing zone.
It also corresponds to the total volume of reactant which has been burnt since initial time. Hence,
B can also be seen as a measure of the increase of the consumption rate of reactants by the mixing
zone. As shown by Eq. (13), this consumption rate is proportional to two factors. The first one is the

B (52)
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width of the flame brush [L in Eq. (13)], the other the proportion of burning fluids found within this
brush [® in Eq. (13)]. These two factors vary in opposite directions with the level of mixing y: L is
proportional to « and decreases with y, while, by definition, ® increases with y.

To sum up, the dependency of B on the mixing level y is controlled by two factors with opposing
effects. The maximum predicted by Eq. (52) corresponds to the optimal consumption rate that can be
achieved under these antagonizing conditions. Given the double interpretation of X, this maximum
also corresponds to the largest acceleration that the center of the mixing zone can achieve. The fact
that such a maximal value exists may be of importance for some applications. For instance, the
transition from deflagration to detonation of Rayleigh-Taylor driven flames in type la supernovae is
possibly influenced by the speed at which these flames travel [31].

To conclude on the displacement rate, we have hitherto discussed its asymptotic value 8. A
dynamic estimate S of this coefficient was introduced in Eq. (6), based on the same time scale 7,
as the one appearing in the definitions of o, and y;. Because of this choice, Eq. (13) can be written
in a strictly equivalent form linking oy, B, and yr.:

_ &a _ E [dcc(l - Q)Q(VL)]Z
T2 T 121 4de(1 - O)G(1)

Just as Eq. (50) for oy, this prediction is valid in both reactive and nonreactive turbulence. In the
latter case, we recover the trivial result:

A (54)

for T —> 00, pr=0. (55)

IV. SIMULATIONS

A. Simulation setting and initial conditions

In order to verify the validity of the results derived in the previous section, four direct numerical
simulations (DNS) and four implicit large eddy simulations (ILES) are carried out. The reason for
performing ILES in addition to DNS is that the former allows us to attain higher effective Reynolds
numbers. This gives more leeway for exploring the thickened-wrinkled flame regime (see Fig. 2)
and for attaining a state close to self-similarity. Another reason is that we are mostly interested
in the evolution of the large-scale features of the flows and do not need a detailed knowledge on
the evolution of small dissipative scales. These scales are of course captured by DNS. Thus, the
comparison between the two approaches allows us to verify that the role played by these scales is
not crucial for the issues at stake in this work and that no physical bias is introduced by using a
numerical dissipation instead of a physical one.

The DNS and ILES are performed with two different codes. The DNS are done with
STRATOSPEC, which is a spectral code solving the reactive Boussinesq equations (1). The com-
putationnal grid is a rectangular domain with regular spacing and dimensions Lgom X Ldom X 2Ldom
with Lgom = 2. The simulations all have 2048% x 4096 cells [37].

The ILES are performed with TRICLADE, which is a finite-volume solver of the compressible
multimaterial Navier—Stokes equation [38,39]. The computational grid is subdivided in three ad-
jacent domains. The central domain is regular and has 10242 x 1280 cells. Its dimensions are
Lgom X Ldom X 1.25Lgom With Lgom = 1. The other domains have a geometric progression in the
inhomogeneous direction. Note that, even if the code is compressible, the simulations remains in
the Boussinesq limit. The Atwood number at the interface is small (4, = 0.025) and the turbulent
Mach number also remains small at all times.

For both types of simulation, a random perturbation / corrugates the interface between the two
fluids. The prescribed spectrum for the perturbation takes the form

s+l

— 2(1)T Ao kAo s _ﬁ(@)z
— 52 2 RN el 2\ 2
P(k)y=h F(le)2ﬂ<2n>e , (56)
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TABLE I. Initial Damkohler number Da, of simulations.

DNS LES
Simulation name NR D1 D2 D3 D4 L1 L2 L3 L4
Da, 0 0.8 1.6 2.5 33 1.0 1.6 2.1 2.6

where /2 is the variance of the perturbation height, Ao the peak length scale of the perturbation
spectrum, and s the infrared exponent of the spectrum. The following parameters are set for the

simulations:
A N
DNS: s=6, —2 =25x1072 =13 x 1073,
Ldom Ldom
Ao -3 n? -3
LES: s=6, =6x107", =3x107".
Ldom dom

The typical time of growth associated with this perturbation spectrum is given by

Ao
2mA g’

Trr = (57)

This time can be compared against the reactive timescale 7, thus leading to the definition of a
dimensionless parameter called the initial Damkoéhler number Day :

Trt [ Ao
Dagg=—=_[———. 58
a0 T 27 A, gt? (58)

For each simulation, the initial Damkohler number is modified by changing the reaction timescale ©
while keeping other parameters unchanged. The value of Da, for each simulation is given in Table 1.

The initial Damkohler number Da, is not expected to play a significant role in the self-similar
regime. However, Dag plays a crucial role during the transient evolution of the flow. In particular, the
value of Day is the main factor that determines the delay after which the thickened-wrinkled flame
regime and the self-similar regime can be reached. In this respect, two limits can be put forward. If
Day > 1, the reaction is much faster than the Rayleigh-Taylor instability. The laminar flame front is
corrugated by the Rayleigh-Taylor instability and transitions from a flamelet to a thickened-wrinkled
flame. On the other hand, when Da, <« 1, the reaction is very slow compared to the Rayleigh-Taylor
instability. As a consequence, there may be a significant time during which the reaction does not
affect the evolution of the mixing zone. In that case, the flow goes transiently through the thickened
flame regime before reaching the thickened-wrinkled flame regime. Examples of these different
transients can be observed in Fig. 2.

Note that simulation NR has a Damkohler number equal to O: the reaction time is infinite so that
the simulation is nonreactive. This simulation is used as a reference against which the remaining
reactive simulations can be compared.

B. Flow characteristics

The main predictions of this work concern three quantities: the width of the mixing zone L,
the displacement of its center X, and the mixing parameter ® [see Eq. (4)]. Figure 6 illustrates
how these three quantities behave for the DNS D2 (Day = 1.6) and the LES L3 (Dag = 2.1). As a
reference, the nonreactive simulation NR (Day = 0) is also plotted in this figure. As can be seen,
after a short transient, the width L and displacement X, grow almost quadratically in time for
both reactive simulations, while the mixing parameter decays almost as the inverse of time. This
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FIG. 6. Mixing zone width L, flame displacement X, and mixing parameter for simulations NR (Da, =
0), D2 (Day = 1.6), and L3 (Da, = 2.1). The fitted values are defined by Eq. (59) with parameters given by
Eq. (60).

is confirmed by comparing their evolution with fits of the form

Li(r) = [V 20sih, gt — 1) + VLE)F,  Xeret) = [vV2B5ihi gt — 1) + VX (t)], (59)

and O () = VT ,
r— ts + yﬁtr/®(tx)

where g, s and yq; are adjustable parameters and where £, is a time marking the onset of self-
similarity. Choosing #,+/A,;g/Ldom = 1, a best fit of the DNS with Dag = 1.6 is obtained by setting

agf ~ 0.037, Ba ~0.031, and y5 ~ 11. (60)

With these values, a close agreement is observed between the actual and fitted evolutions of L,
X, and ©. This is consistent with the expected self-similar behavior predicted in Eq. (5). While not
shown here, a similar agreement is obtained for the LES with Dag = 2.1, as well as for the remaining
reactive reactions, with values of ay, B, and y5, close to those given here.

It is worth stressing that the value ys &~ 11, when reported in Eq. (49) and Fig. 5, leads to values
of « and B close to the fitted ones. This coherency gives a first hint as to the validity of Eq. (49). It
should also be emphasized that the estimate g, is larger than the value o, = 0.02 usually measured
in nonreacting Rayleigh-Taylor simulations [4,5,7]. This property will be confirmed below by
looking at the time evolution of «p (see Fig. 12). Note also that the quadratic time evolution of
L appears more clearly for the two reactive cases than the nonreactive one in Fig. 6(a). For the
latter, a longer transient is present. Figure 6(c) also shows that in the nonreactive case, ® tends to a
constant approximately equal to 0.8. As mentioned in the introduction and in Sec. II C, this is one
of the major differences distinguishing reactive and nonreactive Rayleigh-Taylor turbulence.

This major difference is also illustrated in Fig. 7, which displays vertical cuts of the concentration
and vorticity fields for the reactive DNS D2 (Day, = 1.6) and the nonreactive DNS NR (Day = 0) at
a time such that L/Lgonm = 0.7. The concentration field displayed for the reactive simulation shows
a domain mostly filled by pure fluids: the red and blue colors are predominant. By contrast, the
nonreactive cut essentially shows intermediate colors within the mixing zone suggesting a high
level of mixing.

Figure 7 also shows another property of reactive Rayleigh-Taylor turbulence worth mentioning.
First, looking at the two cuts on the left of this figure, one can see that, in the Boussinesq limit,
a nonreactive Rayleigh-Taylor mixing zone develops symmetrically with respect to the position of
the initial interface separating the two fluids. Also, the extent of the vorticity field roughly coincides
with that of the concentration field. By contrast, the concentration and vorticity fields of the reactive
case are highly asymmetrical: with respect to the layer center, their extension is greater in the
direction of light products than in the direction of heavy reactants. Furthermore, one can note that
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Non-reactive Reactive

FIG. 7. Vertical slices of the concentration field and of the longitudinal vorticity magnitude log w? for
the reactive DNS D2 (Da, = 1.6) and the nonreactive DNS NR (Da, = 0) at a time such that L/Lgom = 0.7.
The nonreactive DNS is shown in the left-half and the reactive DNS in the right-half of the figure. In each
half, vorticity is shown in the outer panel and concentration in the inner one. For the concentration field, red
corresponds to ¢ = 1 (light products) and blue to ¢ = 0 (heavy reactants). For the vorticity field, a brighter
color means a higher intensity.

the vorticity field extends below the mixing region down to the position of the initial interface and
even somewhat below. To understand the origin of this observation, the interplay between vorticity
production and flame displacement has to be considered. At any time, the flame is the locus of
the strongest concentration gradients and hence of the strongest density gradients in the present
Boussinesq flow. Due to the baroclinic torque, it means that most of the instantaneous vorticity
production occurs inside the reacting zone. Then the deposited vorticity remains attached to the
fluid, and more precisely to the products, whereas the flame propagates toward the reactants. This
is different from the nonreacting case, where density gradients and vorticity are both carried by the
fluid, leading to persistent amplification at the same place. By contrast, in the reacting case, the
vorticity deposited at any time at the instantaneous flame location decays later in the light products,
whereas the baroclinic production zone propagates upward toward the reactants. Would no vortex
dynamics be at work, the vorticity field would be confined between the initial and the final position
of the flame front. In the right half of Fig. 7, it would correspond to the red region of products above
the dashed line. However, this trailing field is not passive, and turbulent motions may entrain some
fluid with its vortical content below the initial flame location as seen in Fig. 7. This is also seen in
Fig. 1, which shows a volume rendering of the concentration field.

C. Verification of the assumptions

To derive the results presented in Sec. III D, we made two major assumptions. First, we assumed
that the flux and variance of the concentration can be approximated by a truncated Legendre
approximation. Second, we assumed that the growing mode of the buoyancy production term is
large compared to the other ones and is dominant in the expressions of the concentration flux and
variance. The relevance of these two assumptions is assessed below.

We also check whether the anisotropy coefficient d... remains constant and close to the same value
in the different simulations. This condition is not a requirement for the derivation of Egs. (49)— (50)
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FIG. 8. Dependency of the spatial profiles of u;c’ and ¢(1 — ¢) on the mean concentration ¢. Results taken
from simulation D4, at the time for which L/Lyo, = 0.2 for (b). (a) Legendre polynomial coefficients F, (solid
lines) and V), (dashed lines) of u5¢’ and c(1 — ¢) [Eq. (22)]. (b) Correlations u}c” and ¢(1 — ¢) normalized by
their maxima as a function of the mean concentration c.

and (52)— (54). However, if it is not verified, d.. cannot be regarded as a fixed parameter, and some
additional considerations would be needed to make full sense of Egs. (49)-(50) and (52)— (54).

1. Spatial profiles of the flux and variance of concentration

The first pivotal hypothesis made in this work is expressed by Eq. (25). It consists in assuming
that the correlations uc’ and c¢(1 —c) =¢(1 —¢) — ¢’? are proportional to ¢(1 —¢) and to a
time-dependent constant. This assumption can be understood as the result of the truncation of the
Legendre polynomial expansion (22) and may be justified provided the higher-order coefficients of
this expansion are much smaller than its zeroth order [Eq. (24)].

To verify these elements, we plot in Fig. 8(a) the first three Legendre polynomial coefficients of
@ and c(1 — ¢) for simulation D4 as a function of time. These coefficients are computed according
to the formulas

c(l—rc)

dmax e oy T Oh(@de.

1 u’_c’ B 1
F,(t) = / — 3 (1 —90)P,(c)de and V,(t) = /
0 0

4 max (u5c’)
(61)

The first observation is that Fy and Vj are indeed much larger than their respective higher order
coefficients F; and V; with i € {1, 2, 3}. This is coherent with Eq. (24) and with the possibility of
truncating expansion (22). A second observation worth mentioning is that the first three coefficients
of the expansion vary little in time. This implies that almost from the start of the simulation, way
before the self-similar turbulent regime has begun, the profiles of u;c’ and c(1 — ¢) expressed as a
function of ¢ have already almost settled to their asymptotic shapes. The larger fluctuations observed
for F; and V3 might be assigned to the statistical fluctuations that inevitably deform correlation
profiles.

To provide a more direct verification of Eq. (25), we display in Fig. 8(b) the correlations @ and
¢(1 — ¢) normalized by their maxima as a function of c. These profiles are shown for simulation D4
at the time for which L/Lgo,m = 0.2. For @, a close agreement is observed with the parabola 4¢(1 —
), as expected from Eq. (25). However, for ¢(1 — c¢), a non-negligible asymmetry of the normalized
shape is observed. Its peak is indeed reached for ¢ & 0.35 instead of 0.5. This asymmetry comes
from the coefficient V; of the Legendre expansion, and, even though it appears significant, its effects
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FIG. 9. Illustration of the predominance of the growing eigenmode. (a) Spectra of the homogeneous
eigenmodes a., a_, and gy for simulation D4 at a time such that L/Lgo, = 0.14. (b) Relative contribution
of the growing eigenmode a to the total energy for simulations D2 and L3.

on the results presented so far are not. To check it, the derivation of Sec. III has been performed
again keeping the contribution of V;. While this modified derivation is not detailed here, we found
no important changes to the self-similar concentration profile ¢ nor to the eventual dependency of
« and B on y, provided V; /V, remains small as is the case in our simulations. In particular, with the
ratio V; /V, displayed in Fig. 8(a), the formula accounting for Vj and V; differs only by a few percent
from Eqs. (49) and (52), which account only for V.

Thus, as whole, the results displayed in Figs. 8(a) and 8(b) appear compatible with the assump-
tion given in Sec. III B.

2. Predominance of the growing mode

The second major hypothesis of this work is described in Sec. III C and consists in assuming that,
among the three eigenmodes of the homogenized linear buoyancy production term, the growing one,
a, is much larger than the other two, a_ and ay. This condition is expressed by Eq. (40).

To verify this assumption, we begin by comparing the three-dimensional spectra A, Agp, and
A__ of each of these modes. Figure 9(a) shows this comparison for simulation D4 at a time such
that L/Lgom = 0.14. It can be seen that A is indeed much larger than Ay and A__ at large and

energetic scales. A more direct verification of Eq. (40) is obtained by plotting the ratio (ai) /{a;a;)

as a function of time. This is done in Fig. 9(b) for simulations D2 and L3. It can be seen that (ai)
throughout the simulations represents more than 75% of the sum (a;a;) which measures the total
energy, i.e., the sum of the kinetic and potential energies. Overall, the results displayed in Figs. 9(a)
and 9(b) are consistent with assumption (40).

3. Anisotropy parameter d..

Even though it is not required for their derivations, we still interpreted and manipulated relations
(49)—(50) and (52)—(54) with the implicit expectation that d. attains a constant value independent
from initial conditions. Otherwise, relations (49)- (50) and (52)-(54) would still be valid but
unknown dependencies would remain hidden in the value of d... To verify that this is not the case,
we invert relation (45) and express d,. as

F
dec = 5 _°® (o, + /40, + a2). (62)

This expression is plotted as function of time for the DNS and LES simulations in Fig. 10. It can
be seen that d.. indeed reaches a constant value and that this value varies by less than 10% in the
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FIG. 10. Evolution of d.. given by formula (62) as a function of L/Lgoy, for the DNS and LES simulations.

different simulations. More precisely, we observe that for L/Lg,y, > 0.2, we have

d.e ~0.55 + 10%. (63)

D. Main predictions
1. Mean concentration profile

Assumptions (25) and (40) lead to several predictions and in particular to the derivation of the
analytic formula (32) giving the mean concentration profile as a function of the reduced coordinate
7 =x3/(2FyL). This expression is valid at asymptotically large times. However, for the simulations
performed in this work, the transient preceding the self-similar regime induces an offset of the
profiles that survives until the simulations end. This offset prevents a direct comparison of Eq. (32)
with simulation results.

To circumvent this difficulty, we propose to account for the transient part of the simulation in
the expression of z. Namely, in the preceding subsection, we observed in Figs. 8(a) and 9(b) that
assumptions (25) and (40) are valid almost from the start of the simulations. This means that the
unstationary equation (28) giving the evolution of z as a function of time and ¢ is also valid at these
early times. As a result, the transient evolution of z can be computed from Eq. (28). This can be
done by using the method of characteristics, assuming that the viscous terms are negligible. This
yields

Z(t*v c) = Zoff(t*y c)+ Cz(t*)zcem(t*’ c) (64a)
= ,—AT(0,6%)/2 j .
. iR =N o ce 0,init  _4*
with Zoﬁ(t s C) = Zmlt(l o+ C@AF(O'Z*)ﬂ) Fo(l*)e s (64b)
1 " Fy(s) Tem ATG2 (1 —F)
n(t*,0) = — —"=9) . ds, 64
Zeem(f" ) 2cz(z*)/0 R M2 (1-¢) (64c)
Y &
C.(t*) = / -9 0 4 (64d)
0 Fy(t*)
t dt/ t*
and t*:/ —, AF(s,t*):/ y () dt’. (64e)
o TL(t) s
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FIG. 11. Mean concentration profile as a function of the reduced coordinate z..,, [Eq. (64)]. Comparison
between the reactive DNS D3, the nonreactive DNS NR, and the analytical prediction (32) at a time such that
L/Lgom = 0.4. For the nonreactive prediction, the value y = 0 is used in Eq. (32), and for the reactive one, the
value y = 9 measured in the simulation is used.

The different terms of these expressions can be computed using the values of Fy and )y extracted
from the simulations. This allows us to separate the contribution of the offset due to the initial
condition, z., from the contribution converging to the self-similar solution (31) in a symmetric
fashion at large times, Zcep-

Figure 11 shows the value of ¢ as a function of z.e, for simulation D3 at a time for which
L/Ljom = 0.4. This simulation result is compared against the expression of ¢s given by Eq. (32)
with y = 9 set to the measured value of 1, at L/Lgom = 0.4. A good agreement is observed between
prediction and simulation. The most salient difference is observed at the foot of the concentration
profile. In the simulation, a small overshoot extends beyond the limit z = 0.5, which is not predicted
by Eq. (32). Similar observations are made at different times and also for the other simulations,
whether they are DNS or LES.

To insist on the difference between the reactive and nonreactive cases, we also plotted in Fig. 11
the profile obtained for the nonreactive Rayleigh-Taylor simulation NR. It can be seen that the
nonreactive profile remains mostly symmetric and varies almost linearly for z..,¢ € [—0.5, 0.5]. By
contrast, the reactive profile is highly asymmetric and varies rapidly close to z.e,e = 0.5. Note that
deviations from linearity appear close to the edges of the nonreactive zone.

2. Growth and displacement rates, o and 8

In Sec. IIID we derived formulas relating the asymptotic parameters «, 8, and y as well
as formulas relating instantaneous estimates of these parameters denoted by oy, B, and y1. In
simulations, only the latter quantities can be extracted so that the main predictions that can be
checked are Egs. (50) and (54).

A first way of assessing these predictions is by injecting into the right-hand side of Egs. (50) and
(54) the instantaneous values of d.., ®, and y1 computed in the simulations and by comparing the
outcome against the values of o and S, also computed in the simulations by using their definitions
(6). This comparison is shown in Fig. 12 for simulations D2 and L4. A good agreement is obtained
between simulation and prediction. This agreement occurs early in the simulation, before the onset
of the self-similar regime. This is coherent with the previous observations according to which
assumptions (25) and (40) are verified at early times [see Fig. 8(a) and 9]. Similar outcomes are
observed for the remaining simulations. Another way of verifying Eqgs. (50) and (54) is by focusing
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FIG. 12. Time evolution of o and By for simulations D2 and L4. Comparison between the instantaneous
estimates of o, and f;. (Eq. (6)) and their theoretical predictions [Eqs. (50) and (54)]. Plain lines: simulations;
dashed lines: predictions.

on the late times of the simulations, when the flow is close to its self-similar state and still far from
being confined. This “self-similar” interval of time is observed when 0.1 < L/Lgom < 0.4 for LES
and when 0.2 < L/Lgom < 0.4 for DNS. For these intervals of time, d.. is approximately constant
and equal to its asymptotic value of 0.55 [see Fig. 10 and Eq. (63)]. Then Egs. (50) and (54) can be
assessed by enforcing this constant value in their right-hand sides.

However, even with this specification, Egs. (50) and (54) remain hybrid relations that combine
two different metrics of the mixing level: ® and y;.. Even though ® tends to 0, its influence lingers.
To cast this influence aside and isolate the dependency on y;,, we therefore propose to introduce the
following modified values of o, and fr:

. /0O . lsp/a—0)pP
o =—2 " and B =
1+ s,/(1 —0) /12 +sg/(1 — ®)

ap + /4oy + of and sg = BL+VwBL/3+ BL
2 B 2 '

(65)

with s, =

When ® =0, one has of = oy, and B = p so that the two sets of quantities carry the same
asymptotic information. However, they differ at intermediate times when ® # 0. The interest of
defining of and B} is the following. Injecting Eqgs. (50) and (54) into these expressions, we find the
following prediction for the values of of and B;:

o dGOP e deGOUP

T T+ deGOn) R T T (66)

Thus, even when © # 0, the predicted values of «f and B depend only on y. These predicted
values can thus be compared more easily against simulation results.

This comparison is shown in Fig. 13. Simulation results are displayed for the “self-similar”
interval of time mentioned above and correspond to a direct evaluation of o and ff as given by
Eq. (65). The theoretical curve shown as a black line corresponds to Eq. (66) with d.. = 0.55. As
can be seen, the simulation points align along the theoretical curve for values of y;, ranging from 8
to 20, the largest differences being on the order of 15%. It is worth highlighting that, for this range
of y1, of has ample variations spreading in between 0.015 and 0.06. By contrast, 8] varies only
between 0.027 and 0.042.
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FIG. 13. Variations of «; and 8] defined by Eq. (65) as a function of y;,. Comparison between simulations
results (colored points) and the theoretical prediction (66) with d.. = 0.55 (black lines). The simulation points
are plotted at different times such that 0.3 < H/Lgom < 0.75 for DNS and 0.2 < H/Lgjom < 0.75 for LES. The
timeline of the simulation is indicated by the opacity of the symbols: the more opaque, the farther in time.
(a) Variations of o] as a function of y;. (b) Variations of 8] as a function of y;.

Another point worth mentioning is that, as time increases, the simulation points, whether DNS
or LES, converge towards a small region centered around

Voo A 12, oo A 0.037, Poo ~ 0.037. (67)

These values are coherent with the fitted parameters (60).

The reason why a convergence occurs towards these values cannot be answered by the analysis
presented in this work. Nor can it be said whether this convergence is universal or not. Concerning
this last point, we recall that the asymptotic value of o, obtained in nonreactive Rayleigh-Taylor
turbulence is predicted to be independent from large-scale initial conditions [17] : the latter are
superseded by nonlinear back-scattering processes and are eventually forgotten. To determine
whether a similar conclusion applies for the reactive case, an analysis of the large-scale part of
the turbulent spectra of concentration and velocity would be required.

V. CONCLUSIONS

In this work, we studied the relation between the mixing level and the growth of a reactive
Rayleigh-Taylor mixing zone. We showed that with less mixing, the width of the mixing zone grows
faster. This conclusion is qualitatively the same as the one obtained in the nonreactive case. We also
showed that an optimal value of the mixing level exists that maximizes the displacement of the
mixing zone center, also congruent with the consumption rate of the reactants. As a result, the
flame speed cannot exceed a maximal value determined by the directional anisotropy of turbulent
structures.

Quantitative formulas relating the growth and displacement rates, & and B, to the mixing level
prefactor y were derived. In doing so, we also obtained a prediction for the shape of the mean
concentration profile. The latter is far from trivial: it is asymmetric and displays two distinct zones,
a fast varying one close to reactants and a slow varying trailing edge. All of these predictions were
assessed using DNS and LES with a resolution high enough to reach states close to the self-similar
regime but still unconfined.

As a perspective, we note that, despite their intrinsic interest, the formulas relating «, 8, and y
do not allow us to determine a particular value of these coefficients. Some additional information
is required. It could possibly be obtained by studying the very large scales of the flow, as was
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done in the nonreactive case [17]. This will be the object of future work. As another perspective,
we would like to stress that the dominant mode assumption used in this work impacts not only the
concentration field but also the velocity field. Thus, additional relation can in principle be obtained to
link some properties of the velocity field to the level of mixing. Some of these aspects are discussed
in Appendix B. In particular, the value of the constant appearing in turbulent flame speed models is
shown to depend on the mixing parameter prefactor y.

APPENDIX A: ABOUT THE DEFINITIONS OF « AND L

From the start of this study, we focused on the particular definition of L given by Eq. (4): L =
6 [ (1 — ¢)dx3. This definition involves a numerical parameter, 6, and one may wonder why this
specific value is important. This question is all the more pressing because « is directly proportional
to this prefactor and establishing a relation between « and y would be pointless if « was defined up
to an arbitrary multiplicative constant.

What constrains « in our derivation is the eigenmode analysis detailed in this very section. For
the definition of the eigenmodes a., a_, and ay to be valid and for relations (44) and (45) to hold,
the buoyancy production terms must emulate those of a homogeneous flow. In particular, we must
have

_ 1 —
(ujc'd3¢) = —Z(ugc/), (A1)

with a similar relationship for ¢”. So let us assume temporarily that L = § [ ¢(1 — ¢)dx; with §

an unknown constant. Then, using the truncated Legendre expansion (25) of W and knowing that
03¢ < 0, we find that

— RV, RV, ! RV,
(s 95T) = % e(1 —0)dsedx; = —% i e(1 —¢)de = —% (A2a)
1 — RV, [el—-0)ds RV
and  ~ (i) = oV [ (1 —¢)dx; _ v (A2b)
L L L SL

Thus, to satisfy Eq. (A1), we must have § = 6. This removes any ambiguity in the definitions of
a and L used in this work: they are necessarily associated with the numerical prefactor 6 appearing
in the definition (4) of L.

APPENDIX B: ENERGY BUDGET AND FLAME SPEED

In the main text, our analysis has focused almost entirely on the properties of the concentration
field and of its mean value ¢. This restricted scope was indeed sufficient to achieve our main
objective, i.e., deriving Eqgs. (49)-(50) and (52)—(54), which link @ and B to y. Still, further
interesting information can be gathered by looking at other quantities and in particular at the velocity
field and at the turbulent kinetic energy.

Expanding on the results of Ref. [12], the turbulent kinetic energy can be related to the growing
mode and by extension to the mixing level y, just as the concentration flux was in Sec. IIIC 1.
This operation leads to two main outcomes. First, it allows us to examine the energy budget and
the dependency of its constitutive terms on y. Several particular values of y can thus be identified.
Second, it allows us to express the velocity of the flame center as a function of the turbulent velocity:
a turbulent flame speed model can thus be formulated.

1. Kinetic energy, potential energy, and dissipation

Uil

From Eq. (1b), we derive the following evolution equation for the kinetic energy k = %

ok + 85 (y310i1%; + Wp — vosk) = 2A,gH05¢ — E, (B1)
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with € = vd;u;0;u; the dissipation rate of the kinetic energy. Integrating this equation over x3, the
flux term vanishes, and we are left with the following global energy budget:

Ex + Dk = Ep, (B2)
where Ek is the total kinetic energy, Ep is the potential energy released into the flow, and Dy is

the energy dissipated into heat. These energies are hereafter defined per unit volume of the mixing
zone:

1 — 1 !
Ex(t) = %/k(t,xg)dxg, Dk(t) = %/0 fE(t',xg)dx3dt’,

208 (1 [, ,
and Ep(l)zH(t)/ /u3c(t,x3)dx3dt, (B3)
0

where we recall that H = L/G > L measures the full extent of the turbulent mixing zone, which is
larger than the front of size L where the mean concentration varies rapidly. The value of Ep can be
deduced from the previous results by substituting uzc¢ with its assumed expression Fy (Lye1 = o).
In the self-similar regime, we find that

1 [d.G()P

Ep= (20 0t)r x — —C<Z 7
P = A X A 4G

(B4)

As for the kinetic energy Ek, it can be expressed by exploiting further the assumption already
introduced in Sec. III C and according to which the unstable eigenmode of the Rayleigh-Taylor
instability is much larger than the other ones. As shown in [12], this assumption allows us to relate
not only « but also the kinetic energy to the mixing level. Extending the results of [12] to the reactive
context of this study, we find that, in the self-similar regime, Ex is equal to

[deeG(y)P

E=2At2X )
K= A X o T+ duG )P

(BS)

where d;; € [0, 1] is a parameter measuring the anisotropy of the turbulent structures, just as d..
does. As for the total dissipation Dy, its expression can be deduced from the energy budget (B2):

1 [decGP [1 2 d.G(y) }

Dy = (2A,0t)? _ =
K= B X S dnd | T @, T+ dud ()

(B6)

2. Maximum dissipation, equipartition of energy, and realizability interval

By linking @ and B to y, Egs. (49)—(50) and (52)—(54) show that the knowledge of only one
of these three parameters is sufficient to define the asymptotic self-similar state of a reactive
Rayleigh-Taylor flow. Still, they do not provide any information on the value of this independent
parameter. To this end, a study of the large scales of reactive Rayleigh-Taylor turbulence, similar to
the one performed in [17], would most probably be required. A particular value of y was nonetheless
identified in the previous analysis: Ymax =~ 6 is the value of y for which g reaches its maximum. This
value is of course not constraining. However, it still offers a point of reference with which one may
assess simulation results. In this regard, the energy budget (B2) allows us to identify additional
particular values of y and to further map out the otherwise indiscriminate interval of y which
extends from O to oo.

Both Ep and Ek are decreasing functions of y: for higher levels of mixing, less potential energy
can be released into the flow and less kinetic energy can be generated. As for the dissipation Dy, it is
not necessarily monotonic. Whenever d;; < 2 — m, a mild condition that is always satisfied
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when d.. > +/17/2 — 3/2 =~ 0.56, Dk reaches a maximum for y = yp with

] 16
=6 [2(1“( R 3)} (B7)

For the values of d.. and d;; observed in the simulations detailed in Sec. IV, i.e., d.. ~ d;; ~ 0.55,
this maximum is located at yp = 9.4.

Another point of interest corresponds to the value of y where as much potential energy is
converted into kinetic energy as it is dissipated into heat. This point is reached for Ex/Ep = 1/2,

i.e., for
1 d::
Yequi = G ( i d,,-) (BS)

For d.. ~ d;; ~ 0.55, this yields yeq; ~ 16. Below this value, the transfer of potential energy to Ex
is predominant, while above it, it is the transfer to heat that is larger.

Let us stress that the system we are considering is not at equilibrium and that there is no reason
why it should settle to a maximum dissipative state. There is no reason either why an equipartition
of energy transfer should exist. Nonetheless, it is still interesting to point out the existence of these
two particular states. Their associated y values, yp and yequi, can indeed serve as references for
analyzing simulations. In this regard, it is worth mentioning that, in the nonreactive case, the total
dissipation as a function of ®, reaches a maximum for ®,, ~ 0.7 and that the equality between
Ex and Dy is reached for ®,, = 0.8 (see Ref. [12]). In most simulations, the observed self-similar
value of ® is found to lie between those two values. Given the proximity between the reactive and
nonreactive cases which we have identified so far, one may wonder whether this observation also
holds in the reactive case, i.e., whether the asymptotic value of y lies in between yp and yequi. The
DNS and LES performed in Sec. IV suggest that this is indeed the case: in Fig. 13, y appears to
converge to a value close to 12.

A last point we would like to mention is that not all values of y are allowed. Indeed, the
kinetic energy Ex cannot exceed the potential energy Ep released into the flow. Or equivalently,
the dissipation Dx must always be positive. This condition may be verified for all y provided
dec < d;jj/(2—dj;) < djj. However, the expressions of d.. and d;; obtained in [12] [Eq. (9) in
this reference] suggest that we should rather have d;; < d... In that case, a constraint applies on the
value of y. The latter must verify

. fdi; 1
Y > Vim With Vlim:g l<d_;2—djj). (B9)

For d.. ~ d;; ~ 0.55, we find that y;,, = 3.8. Below this value, no asymptotic state based on the
assumptions developed in this work is possible.

3. Dynamical estimate of Kinetic energy, potential energy, and dissipation

The results presented so far in this appendix apply at very large times when the mixing rate ©®
is asymptotically small. At intermediate times, when ® is small but not negligible, a prediction of
the kinetic energy, of the potential energy, and of the dissipation rate can also be established by
considering the dynamical estimates oy, )1 and by assuming the predominance of the Rayleigh-
Taylor unstable eigenmode, as discussed in Sec. III C. In addition to this central assumption, the
anisotropy constants d.. and d;; and the dynamic estimate y;, are also assumed to reach a constant
value at large times. Using the definition oy = (L)?/(8A,gL) along with Egs. (36), (45), and (50)
and the relation that links the turbulent kinetic energy and concentration variance exposed in [12],
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one arrives at

B = ! L (B10)

K 48dj;d.GO) 1 — ©°

1+ (1 — ©)d,, L?
140 - 0)dGn) B

96d2G(n)?  (1— Oy

As for the dissipation, it is deduced from Eqgs. (B10) and (B11) due to the global energy budget

[Eq. (B2)]:

_ djj + (0 = ©)decG(yu)(djj —2) L?
966[(,']'01369(%)2 (1-0)*

Overall Egs. (B10), (B11), and (B12) involve ® and y1,, two quantities measuring the mixing level.

Since our attention is focused on the dependency of Ex, Ep, and Dk on y1, we account for the
persistent influence of ® by introducing the following dimensionless version of Ex, Ep, and Dg:

Dy (B12)

. Ex

Ep=(1-0)7. (B13)
E

Ep=(1— @)ZL.—’Z’, (B14)
D

Dy=(- @)ZL.—’;. (B15)

Note that there remains an influence of ® through higher order terms in Ej, D}. Even so, the main
advantage of introducing Ex, Ep, and Dy is that to the main order, they are given by
1
Ef=——-—— (B16)
K™ 48d,;d..G ()
* AU 1 + dccg(VL)
P 96d2.G ()
L dijtdecG(n)dj; —2)
K 96d;;d2.G (1)

B17)

(B18)

As can be seen, the prediction of Eg, Ef, and Dy involves only yr. This makes it easier to check
the consistency of Egs. (B10), Egs. (B11), and Eqgs. (B12) with simulations. Figure 14 illustrates
the evolution of Eg, Ej, and Dy with y;, during the “self-similar” interval of time mentioned
in Sec. IVD2. The black curves in Figs. 14(a), 14(b), and 14(c) correspond, respectively, to
the theoretical predictions Eqgs. (B16), (B17), and (B18). The curves are drawn for d.. = 0.55
and d;; = 0.52, which are the values found in simulations. Figure 14 shows that, for LES, the
trajectories followed by the simulation points are aligned with the theoretical curves. Note also that
the simulation points end up concentrating in a small area centered on the values

Ex ~02, Ep=~03, Dy~0.l (B19)

with 91, & 12 as previously noted. Concerning the DNS, the agreement between simulation points
and predictions can also be observed for the potential energy and total dissipation. Final values are
roughly the same. However, a discrepancy between the evolution of kinetic energy and prediction
can be noted for the cases D3 and D4. A statistical effect might be at the origin of this discrepancy,
but further investigation would be required to confirm this possible explanation. Note that, unlike
the cases D3 and D4, the case D2, shows a good agreement between the value of Ef computed
by Egs. (B13) and its prediction (B16). Overall, a reasonable agreement is observed between
Egs. (B16), (B17), and (B18) and the kinetic energy, potential energy and total dissipation observed
in simulations.
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FIG. 14. Variations of Eg, Dy, and E}, respectively defined by Eqs. (B13), (B15), and (B14), as a function
of y1.. Comparison between simulation results (colored points) and the theoretical predictions (B16), (B18),
and (B17) with d.. = 0.55 and d;; = 0.52 (black lines). The simulation points are plotted at different times
such that 0.3 < H/Lgom < 0.75 for DNS and 0.2 < H/Lg4om < 0.75 for LES. The timeline of the simulation is
indicated by the opacity of the symbols: the more opaque, the farther in time.

4. Flame speed

The flame speed associated with the displacement of the mixing zone center is defined by
se =X, (B20)

A turbulent velocity representative of the maximum value of the kinetic energy profile is

- H
u’=\/@= /ZEK' (B21)

Using Eqgs. (5), (52), and (B5), we then deduce that, at asymptotic times when ® can be neglected,
we have

;o djjdcc
se =Cpu" with Cy = Tyg(y). (B22)
Thus, the burning velocity s, scales linearly with the turbulent velocity v’ in the self-similar regime.
This is consistent with Damkohler’s theory [40].

As can be seen, in Fig. 15, the prefactor Cy of this proportionality law increases with y. Note

also that the prefactor Cy is bounded by

Cf < 4/ 12djjdcc- (B23)

With d.. ~ d;; ~ 0.55, this corresponds to a maximum value of approximately 2.
At intermediate times, when @ is not yet negligible, Eq. (B22) still holds but Cy is modified. The
dominant mode assumption [Eq. (40)] along with Egs. (13)—(50) leads to

(1 —0)djjd,.

Cr(t) = 3

G(). (B24)
The dependency of this expression on ® can be set apart by introducing a reduced version of the
turbulent flame speed:

S
Dl e — B25
¢ ) (B25)
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FIG. 15. Evolution of C; with y for d.. = 0.55 and d;; = 0.52.

This reduced flame speed s is predicted to be proportional to v’, with a constant C; that depends
on 1, but not on ®:

djjdcc
3

Figure 16 shows the evolution of C} extracted from simulations using Eq. (B25) with respect to
y. computed with Eq. (6). The black curve corresponds to the prediction Eq (B26). The latter is
plotted for d.. = 0.55 and d;; = 0.52. The comparison between simulations and prediction is done
for DNS, D2, D3, D4 and LES L2,1.3, L4. As can be seen, the simulation points of D2, L2, L3,

st =Cp' with Cf = nG(n). (B26)

1.81
1.6
1.41
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LES Dag = 2.6

1.0- L] S Dag 6
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YL

FIG. 16. Variations of C; = s7/v’, defined by Eq. (B25), as a function of y;. Comparison between sim-
ulation results (colored points) and the theoretical prediction (B26) with d.. = 0.55 and d;; = 0.52 (black
lines). The simulation points are plotted at different times such that 0.3 < H/Ly,,m < 0.75 for DNS and
0.2 < H/Lgom < 0.75 for LES. The timeline of the simulation is indicated by the opacity of the symbols:
the more opaque, the farther in time.
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L4 all tend to the black curve. On the contrary, there remains a small deviation for simulations D3
and D4. This deviation is less than 15% of the value that would be obtained with Eq. (B26). To
explain this deviation, there might be a statistical effect at play which is already manifest for the
kinetic energy (see Sec. B 3). Even so, Fig. 16 seems to indicate that the result of Eq. (B26) agrees
well with simulations. An another important remark that can be made is that the simulation points
accumulate on a small region where the prefactor C; takes the value

Ch = 1.35. (B27)

To conclude the discussion on this topic, we would like to point out that the turbulent flame speed
model determined for the self-similar regime Eq. (B22) can be recast in the form

. - decyG(y)
6T+ doG(y)

where the last approximation is obtained by replacing y and d.. with their asymptotic values
observed in simulations. This alternative formulation of Eq. (B22) is almost similar to the one
proposed in Refs. [27,32]. However, it should be noted that, in these references, the size Ly, of the
domain is used instead of the size L of the mixing zone. This is possible because the configuration
studied in these references is confined, as opposed to the one studied here.

V2A,gL ~ \/0.138 x 24, gL, (B28)

APPENDIX C: SOURCE TERM MODIFICATION

In this appendix, we assume that the c(1 — ¢) dependency of the F-KPP reactive source term is
replaced by a general function R(c) verifying

for c¢€]0,1[, R(c)>0, and R(0)=R(1)=0. (C1)

In system (1), the evolution (1a) of the concentration field would then be replaced by
1
dc + updpe = v + —R(c). (C2)
T

The core assumption of this appendix is that this substitution does not modify the main character-
istics of the flow in the self-similar regime. In particular, we assume that L and X, still grow as the
square of time and that a thickened-wrinkled flame regime is reached, such that the flow becomes
more and more segregated.

To extend the results of this work to this situation, the idea is to introduce another measure of the
mixing level. Instead of ®, we define

[ R(x3,1)dx;
Te(I = o)(xs. 1) dxs

This quantity is positive but has an upper bound which is not necessarily equal to 1, as opposed to ®.
Nonetheless, like ®, ®° tends to 0 when the mixture tends to a fully segregated state. In particular,
it should verify the same self-similar asymptotic scaling as ®, but with a different constant:

|°(t) = > 0. (C3)

T
self-similar regime: ©°(r) = y°7. (C4)
The interest of introducing ®° is that all the steps of the derivation detailed in the main text can be
repeated by simply replacing ® with ©®° and y with y°. Thus, the main predictions of this work,

Egs. (49) and (52), would become

[decG(y )] i ¥ 1deeG(y )P

R TR P = 14 dg) ©)
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Their dynamic versions, Egs. (50) and (54), would be transformed alike:

_ dee(1 = 0G5 g — 7e 1dee(1 = OGP
1+d.(1—0)G0x "2 14 d(1— ©0)G(r)

with 11°(1) = 20°(1) 2L,

The comparison with the main text results can be pushed further by introducing an additional
hypothesis. The probability density function (PDF) of a scalar bounded between 0 and 1 is usually
well described by a 8-PDF. We assume that this is the case for reactive RayleighTaylor turbulence,
that is to say, we assume that the PDF of c is

(Co)

arL

_ (1 = ¢)P! . . _c(l—c¢) _ _c(l—o)
fﬁ(c)—W with a=r¢ = b=(-7°) =
1
B(a,b):/ (1 =) de. (C7)
0

The function B(a, b) is the B-function and is equal to I'(a)I"(b)/T(a + b), with " the extension of
the factorial to positive reals. In the limit ® < 1 and with the assumption that c(1 — ¢) varies like
¢(1 —©), the two parameters a and b tend to

for ®© K1, a~c®, and b=~ (1 —70)6. (C8)

As a result, the average of R can be expressed as

— ! R(E, ®)
for ®© K1, R= R der~r ——-——— ith
or < /(; (c)fp(c)dc B0, (1 —0)0) wi
1
R, ©) = / R(c)c®'(1 — e~ de. (C9)
0
For small values of ®, the -function B(a, b) diverges as
for ® <1, B(a,b)=~[c(1-0)O]". (C10)

By contrast, with R(0) = R(1) = 0, the integral R(c, ®) tends to a finite value:
for ® <1, R(c,®)=R(,D0). (C11)
Therefore, injecting the above expression into the definition of ®°, one deduces that
for ® <1, R~ B¢l —-72)R(,0), (C12)
and that

Je(1 —o)R(€, 0)dxs

for ®© K1, O°~n°® with n° =
< e W Te(1 — ) dxs

(C13)

Thus, ® and ®° are proportional to one another, with a prefactor that depends on the shape R(c) of
the source term and that can be determined analytically or numerically depending on the complexity
of R(c). This proportionality relationship can be used to replace ®° and y° in Egs. (C5) and (C6).
One finds that

[deeG(°y)I? n°y decGn°y)I?
=< 7" and B=—L LT 14
“Eirdcory ™M P T T dGoryy (Cl4)
a0 o 2 o IS 3 2
o« — [dec(1 = n°@)G(n°wL)] and f, = n°v ldee(1 = n°@)G(n°y)] (C14b)

I +dec(1 = n°©)G(n° 1) 12 1+d.(1 = n°0)G(n°n)
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To illustrate how n° depends on the shape of R, we may look at the particular case where R varies
like

R(c) ="(1 — o). (C15)
Then, in the limit ® < 1, we have R = ¢(1 — ¢)®B(m, n) so that n° is equal to
n° = B(m, n). (C16)

With m and n decreasing below 1, the profile of R(c) becomes flatter than in the F-KPP case (m =
n = 1) (ultimately, it tends to a steplike profile when m and n tend to 0). In that case, Eq. (C16)
shows that n° becomes larger than 1 and increases as m and n decrease. For a given level of mixing
measured by y, « is then smaller than in the F-KPP case. By contrast, with m and » increasing above
1, the profile of R(c) becomes more peaked and n° decreases. For a given level of mixing measured
by y, « is then higher than in the F-KPP case.
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