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ABSTRACT. An asymptotics leading from the reactive Boltzmann equation to-
wards reaction—diffusion equations has been introduced in [1] (cf. also [10],
for an analogous scaling starting from reactive BGK equations). We propose
here a justification of this asymptotics, at the formal level, based on a non—
dimensional form of the original equations.

1. Introduction. Reaction—diffusion equations are widely used to describe the
evolution of species which undergo chemical reactions and which are dispersed in
an underlying fluid.

Those equations can be derived in some situations from a microscopic model
(cf. [5]), but it is also possible to obtain them when one starts with a system of
reactive Boltzmann equations (or from simpler kinetic models, like Fokker—Planck
equations, cf. [9], reactive BGK equations, cf. [10], discrete velocity models, cf. [11]).

This is done in [1] under the assumption that the molecules of the reacting species
collide between themselves, and also collide with the molecules of a “dominant”
species, that is a species whose density is much larger than the density of the reactive
species. As a consequence, it is assumed in this asymptotics that the density in the
phase space of the dominant species is an absolute (that is, not depending on time
and space) Maxwellian function of the velocity.

The whole procedure has then been extended to a more complicated physical
situation, involving chemical irreversible processes of dissociation/recombination
type, cf. [3], and mathematical properties of the final macroscopic reaction—diffusion
system have been investigated by means of entropy methods, cf. [2].

The objective of this short note is to show that the asymptotics proposed in [1]
can be obtained after putting the system of reactive Boltzmann equations in a non—
dimensional form. It includes a proof (at the formal level) of the assumption on the
density in the phase space of the “dominant” species described above.

In Section 2, notations are established, together with the system of reactive
Boltzmann equations under study. Section 3 is devoted to the establishment of the
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corresponding non—dimensional equations. Finally, Section 4 deals with the passage
from reactive Boltzmann equations to macroscopic reaction—diffusion systems.

2. Notations and exposition of the kinetic model. We consider a mixture

of an “inert” species M and of four reactive species (A;);=1, .4, their density in

the phase space being fM(E, X, V), (fAi (f,f(,ff)) . Here t, % and v denote
i=1,...,4

the time, space and velocity variables. We assume that the four gases Ay, ..., Ay,

besides all elastic collisions, are subject to the following bimolecular and reversible
chemical reaction:

A1—|—A2\:‘A3—|—A4,

and, in order to avoid unessential constants, we take all particle masses equal to 1.
Then, the distribution functions satisfy the following system of Boltzmann equa-
tions:

4
Oifu +¥-Vafu = Qp,,, (far fur) + ZQBZ\/IAj (fars fa,) s

Jj=1

4
Oifa, +V-Vsfa, = QBAI_M(JEA“JEM)+ZQBAiAj(fAi7JEAj)

T
+ Qghem(wafAzqusquzx)u

where @Qp denotes the elastic Boltzmann operator with cross section B: for f =

f(¥), g=9(¥),
B([v-v.],
meﬂ@/&:eS? <| |

‘7_{’* N

s W

Qu(1.9)) =

)[fw’)g(v;) - F()9(5.)] dv. do.

(2)
Here, (v, v.) stand for the pre—collision velocities, while (v/,v/,) stand for the post—
collision ones. Taking into account the conservations of momentum and of kinetic
energy, (V/,v.) can be expressed in terms of (v, Vv.) and of the unit vector & € S? as

=%l

¥ o= v+(a-(€f*—\7))w, N

¥ o= {z*—(a-(fz*—ff))a.

Moreover, Q'™ is the Boltzmann operator for reactive species, that we write here
in the form proposed in [3, 7]. We assume the direct reaction A; + Ag — A3z + Ay

0_{’* ~
w

to be endothermic, in the sense that, if F; denotes the chemical energy of species 1,
for gas A; takes the form:
QT (Far, Faas faas Fa,) (V) =
v-vl ) )
< [ FPEDFE) - @) dv.da,
where H denotes the unit step function, and represents a threshold for the en-

we suppose AF = Es+ Ey— FEy— F5 > 0. Under this assumption, chemical operator
:/ / H (v —v.|> —4AE) Bem (|v—€f*|,
V. ER3 JweS?
dothermic reaction, that may occur only if the ingoing relative speed overcomes the
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potential barrier 2¢/AF, and the velocities ¥33, v.53 are given by the formulas:

i VAT 1{~_~ _4AE} (‘7_7")
V12 2 +2 |V V*| |V_V*| ’
o 5)
. 1 1/2 — Vi (
2 2 |V_V*|

where
Toy=y-2(@ yo
Chemical operators for species 2, 3, 4 may be obtained from QS"™ by suitable

permutations of indices, bearing in mind that differential cross sections of direct and
reverse reactions are related by the so—called microreversibility condition, cf. [3].

3. Non—dimensional form of the equations. We now denote by 7', X, and V'

a typical time, space, and velocity of the problem under study, together with F' and

G a typical number density of the species M and (A;);=1,... 4 respectively. Finally,

we consider 3 and "™ a typical cross section for elastic and reactive collisions.
We introduce the rescaled densities

1 - - -
fM(taxvv):FfM(taxvv)a fAi(t7X)V):a Al(tvxav)v (6)
where
t=Tt, x=Xx, v=Vv, (7)
and
B9 =%l | ~=Y o) =8B (|v-vul,| =¥ . a|),
i Vo] .
Berem (19— 0, | ot | ) = e B (v — v | @)
[V — V. v — v
Equations (1) become in non-dimensional form
vT
3th+TV'foM = FBV T Qpy (fars frr)
4
+ ZGﬁngQBMAj(fM5fA]‘)7
j=1
VT 5 9)
O fa, +7V Vxfa, = FﬂV TQBA a (fags )

+ ZG5V3TQBA a, (fais fa;)

+ Gﬂ‘:hemvgTQChem(fAlv.fA27fA%7fA4)

The scaling that we propose can be understood in this way: first, 7', X, and V
are chosen in such a way that % = %, then F' and G are chosen in such a way
that FRV3T = %, GBV®T = % for some § €]0,1[ (this corresponds to the idea
that M is a dominant species in terms of concentration, i.e. F'>> G); finally phem
is chosen in such a way that GB"*™V3T = 1 (this corresponds to the fact that
chemically reactive collisions are much rarer than elastic collisions, i.e. ™ < 3).
Notice that in this scaling T coincides essentially with a typical chemical relaxation

time (GBhemV/3)~1 which turns out to be much larger than the macroscopic time %
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(O(%)), and quite large (O(Ei&)) also with respect to the elastic scattering relaxation
time (GBV?3)~!
All in all, we impose

vr o1 1 1

—==; FpVT=—=; GVT=—; GF"MVET=1. (10

X c ) 6 82 ) 6 85 9 ﬂ ( )
As a consequence, we end up with the following asymptotics (where fy; and fa,

are renamed f3, and f3 , and we recall that ¢ €]0,1]):

8tf16\4+év'vx][i4 = QBMM(vafM 5ZQBMA vafA)

5tffxi+§V'fofxi QBAM(fA?fM +—52QBAA fAqu)

+ Qghem(fAlafAzangafAJ-

(11)

4. From reactive Boltzmann equations to reaction—diffusion. In this sec-
tion, we do not try to deduce an expansion of fj, and f§ (with respect to ¢)
from (11), since this seems too ambitious. What we propose is rather to prove more
modestly that a certain expansion satisfies (11) up to order o(1).

In order to do so, we shall suppose that the operator

L; {f = f(v }’—){V’_’M ( )QBAiAI(fM7M)(V)}7 (12)
where
1 _vl?
M(v):We 2T (13)

for some constant Th; > 0, satisfies

Mv)g(v)dv=0 <= 3Jgq s.t. /qu(v)M(v)dv:O and Lig=g.
(14)

R3

We denote then g = L;lg.

Note that this property is satisfied for a large class of cross sections (including
hard potentials with angular cutoff) when suitable functional spaces are considered
(cf. [4]).

Then, we introduce the expansion:

fult,x,v) = pu M(v),
(15)
fa,(t,x,v) = [pi(t, x) +eqi(t,x,v) +e?ri(t, x, v)} M(v),
where pps > 0 is an absolute constant, and
x i tu
Qi(t,X,V) :Li_l(VHV) . L(X)’ (16)
PM
ri(t,x,v) = L;l( v = Opi(t,x) + v - Vxgi(t,x,V)
1
=M@ (pa(63)M, pa(tx)M, pa(tX)M, pa(t, M)
(17)

The fact that ¢; and r; are well-defined (that is, the Lh.s. of (14) is satisfied) is
discussed below.
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We first observe that
OS2 v VS~ 25 Quens i F31) ZQ (fir f5,) = O(=7). (18
t) M EV xJM ™ BMM( M> M 5 Bya;\JM> JA; ( . ( )

Then,

Ouf5, + 2V Vi, — 5 Qsaya(Fi T31) - JZQBAIA] (3 f5,)
—QE“E“‘(fAl Fas Fags fA4>

= (Oypi)M + O(e) + é(v Vxpi) M + (v Veqi) M + O(e) (19)

1 —
== QB (6M, purM) = Qi (riM, prrM) + O( )
_ch'hem(leu P2M7 p3M7 p4M) + O(E) .

Using the form (16) of ¢; (which is well defined since / v M(v)dv =0), we get
R3
for the right hand side of (19):
(Oup)M~+(v-Vgi)) M=Qp,y o (riM, prr M)=Q5™™ (p1 M, po M, ps M, psM)+0(' %),

which in turn gives

Ouf5, + 2V Vi, — 25 Qran (Fa fi1) - JZQBAIA] (i £5)

Jj=1
Q5™ (f5,, fa,s fa,s f3,) = O 79)

thanks to the form (17) of r;. This form exists when

/R3 (M(v){@tpi +v- qui} — them(le, pa M, p3 M, p4M)> dv=0, (21)

(20)

which is equivalent (cf. [1]) to the reaction—diffusion equation

Oipi — di Axpi = c A (”y p3 pa — pP1 pz), (22)

where A = (1,1, —1, —1) contains the stoichiometric coefficients, the (d;)i=1,...,
obtained by computing the solution of a linear Boltzmann equation (for the elastic
interspecies kernel):

1

—— M~)v - L7 v — v)dv,
5o [ MOV L v )

P =

v = exp(%), and

c:// H B*™ M(v) M(v,)dv dv, do,
R3 JR3 J 52

where H denotes a suitably scaled unit step function. The same computation can
be performed also for models taking into account the internal energy owned by the
gases, cf. [7, 6]. Note that chemical contributions vanish only if number densities
are related by the “mass action law” of chemical collision equilibrium, cf. [3].

Thanks to (18) and (20), we see that the expression (15)—(17), (22) satisfies the
rescaled equations (11) up to order O(c!~%). We have therefore established at the
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formal level the passage from a set of reactive Boltzmann equations to reaction
diffusion equations under a suitable scaling.

The case § = 1 is of special interest: it does not seem possible to treat it with the
method presented here, but it still leads to (the same) reaction-diffusion equations
when the dominant species has a fixed density (cf. [1]).
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