MAXWELL-STEFAN DIFFUSION ASYMPTOTIC FOR GAS MIXTURES
IN NON-ISOTHERMAL SETTING
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ABSTRACT. A mathematical model is proposed where the classical Maxwell-Stefan diffusion model
for gas mixtures is coupled to an advection-type equation for the temperature of the physical
system. This coupled system is derived from first principles in the sense that the starting point of
our analysis is a system of Boltzmann equations for gaseous mixtures. We perform an asymptotic
analysis on the Boltzmann model under diffuse scaling to arrive at the proposed coupled system.

1. INTRODUCTION

The Maxwell-Stefan theory [23, 26| has been the most successful approach for describing diffusive
phenomena in gaseous mixtures, and it is now the reference model for studying multicomponent
diffusion. The Maxwell-Stefan system is a coupled system of cross-diffusion equations and it is
commonly used in many scientific fields, for e.g., in engineering [22] and in medical sciences |7, 27].

Despite its current utility, the mathematical studies on the subject are however quite recent
(see [17, 15, 16, 18]). In particular, existence and uniqueness issues, as well as the long-time
behaviour, have been considered in [6, 10, 21, 13|, whereas [24] deals with the numerical study of
the Maxwell-Stefan equations.

In [11], the authors provide the formal derivation of the Maxwell-Stefan diffusion equations
starting from the non-reactive elastic Boltzmann system for monatomic gaseous mixtures [12, 14, 9].
They show that the zeroth and first order moments of appropriate solutions of the Boltzmann
system, in the diffusive scaling and for vanishing Mach and Knudsen numbers limit, formally
converge to the solution of the Maxwell-Stefan equations. This result, which lies in the research
line introduced by Bardos, Golse and Levermore in [1, 2, 3], has been obtained in the framework of
Maxwellian cross sections. Subsequently, the approach of [11] has been generalized in [8], where the
Maxwell-Stefan diffusion coefficients have been written in terms of explicit formulas with respect to
the cross-sections, and in [20] where the explicit dependence of the Maxwell-Stefan binary diffusion
coefficients with respect to the temperature of the mixture has been obtained for general analytical
cross sections satisfying Grad’s cutoff assumption [19].

All the previous results have been obtained in the isothermal case. However, as pointed out by
Krishna and Wesselingh, “perfectly isothermal systems are rare in chemical engineering practice
and many processes such as distillation, absorption, condensation, evaporation and drying involve
the simultaneous transfer of mass and energy across phase interfaces” [22, p.876]. For this reason,
it is natural to extend the strategy of [11] to the non-isothermal case, and this is the purpose of the
present article: we provide here the asymptotics of the Boltzmann system for monatomic mixtures
that leads to the non-isothermal Maxwell-Stefan system, and thus we can take into account the
thermal diffusion contribution to the molar fluxes (thermophoresis).

A major question is posed by the closure relationship. As it is well known, the Maxwell-Stefan
system is linearly dependent, and an additional equation between the unknowns is necessary in
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order to close it. In the isothermal case, the closure relationship consists in supposing that the sum
of all molar fluxes J; is locally identically zero. This supplementary equation is however not adapted
to the non-isothermal setting, because it would result in, as a by product, an uniform and constant
temperature of the system. Moreover, it is incompatible with some experimental behaviours: as
pointed out in [22], indeed, in chemical vapour deposition (CVD) processes, thermal diffusion causes
large, heavy gas molecules (for example WFg) to concentrate in cold regions whereas small, light
molecules (such as Hy) to concentrate in hot regions. Hence, non-isothermal systems require new
closure relationships which, of course, relax to the isothermal one.

In this paper, the closure relation that we suggest is the following: sum of the molar fluxes J; is
locally proportional to the gradient of the total molar concentration, i.e.

n
g J; = —aVciet.
i=1

With respect to the above mentioned closure relation, we characterize the total molar concentration
ctot and the temperature field T'(¢,x) as solutions to a coupled system of evolution equations.
Furthermore, the temperature-dependent flux-gradient relations derived in this paper — see second
line of (24) — implies that the product cy o7 is space-independent. Hence the above mentioned
closure relation postulated in this paper recovers the standard closure relation — sum of the molar
fluxes J; being locally identically zero — in the isothermal case.

The outline of the paper is as follows: In Subsection 2.1, we introduce the kinetic model — system
of Boltzmann equations for gas mixtures — and present the assumptions made on the Boltzmann
collision kernels (Maxwellian molecules). Subsection 2.2 deals with the scaling considered in this
work and the main assumption made on the solutions to the scaled mesoscopic kinetic model. In
Subsection 2.3 we derive the balance laws (mass, momentum and energy) — see Proposition 1.
Emphasis is given on computing the coefficients in the balance laws — given in terms of the velocity
averages of certain statistical quantities. A formal asymptotic analysis (in the mean free path going
to zero limit) is performed in Subsection 2.4 which culminates in Theorem 2. Subsection 2.5 deals
with the closure relation. Finally, in Subsection 2.6, we derive some qualitative properties on the
total concentration ciot(t, ) and the temperature field T'(¢, x).

2. KINETIC MODEL AND ASYMPTOTICS

2.1. Kinetic model. The starting point of our analysis is a system of Boltzmann-type equations
that models the evolution of a mixture of ideal monatomic inert gases A;, ¢ = 1,...,n with
n > 2, subject to elastic mechanical collisions between each other. More precisely, for the unknown
probability density functions f;(¢,z,v) > 0, we consider the Cauchy problem

(1) Ocfi+v-Vafi=>_ Qi(fi,f;) for (t,x,v) € (0,00) x R? x R?,
j=1
(2) fi(0,2,0) = fi"(z,v) for (z,v) € R® x R3,
for each @ = 1,...,n where Q;;(-,-) denotes the bilinear integral operator describing the collisions

of molecules of species A; with molecules of species A;. In the above model, we have supposed that
there are no external forces acting on the gas mixture. Hence any given particle travels in a straight
line (ballistic motion) until it encounters another particle resulting in a mechanical collision which
is assumed here to be elastic. To facilitate the definition of the collision operator Q;;(-,-), consider
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two particles belonging to the species A; and A;, 1 < 4,5 < n, with masses m;, m;, and pre-
collisional velocities v’, v/,. A microscopic collision is an instantaneous phenomenon which modifies
the velocities of the particles, which become v and wv,, obtained by imposing the conservation of
both momentum and kinetic energy:

1 1 1 1
(3) miv’ + mjv, = miv + mjvs, oM W2 + 3™ [vl|? = oM lv|® + 3™ |v4)2.
The previous equations allow us to write v’ and v/, in terms of v and wv,:
1
(4) v = m(mzv + mjv. + mjlv — vy o), vl = m(miv + mjv, —m;lv — vi| o),

where o € S? describes the two degrees of freedom in (3).
If f and g are nonnegative functions, the operator describing the collisions between molecules of
species A; and molecules of species A; is defined by

) (.90 = [[ Biy(w.0n0)[10)900) = F(0)g(w.)] do do.

R3xS2

where v and v}, are given by the relation (4), and the cross sections B;; satisfy the microreversibility
assumptions: B;j(v, vy, 0) = Bji(vs,v,0) and B;j(v, vy, 0) = B;;(v', v), 0).

The operators @;; can be written in weak form. For example, by using the changes of variables
(v,04) = (Vi,v) and (v, v,) = (V/,0)), we have

/ Qii(f, 9)() (v) dv
Rg

_ 7% / / / Bij(v,00,0) [£(0)g(01) — F@)g(w2)]| [0(0') = $(0)] do dv dv.

R6 xS2
_ / / / Bij(v,0.,0) f(0)g(v.) [$(0)) = $(v)] do dvdo,,

R6 xS2

/wa, dv+/Qﬂgf v) 6(v) dv

Y // Bij(v,vs,0 f(U Ng(vl) — f(v)g(v*)} [w(v’) + (V) — ¥(v) — ¢(vi) | do dv dux,
R6 xS?
for any 1, ¢ : R® — R such that the integrals on the left hand sides of (6) and (7) are well defined.

The collision kernels B;; only depend on the modulus of the relative velocity and on the cosine
of the deviation angle, i.e.

V — Uy

Bi;j(v,vs,0) = Bj; (Jv — vs|,cos6)  with cosf = | |
v — Uy

In order to ease the presentation and also to ensure that the resulting mathematical model for the
molar concentrations be simple, throughout this work we stick to the case of Maxwellian molecules.
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More specifically, we shall work with collision kernels that are independent of the relative velocity,
i.e. they are of the form

(8) Bij(v,vs,0) = bij(cosb),

where we assume that the angular collision kernels b;; € L'(—1,+1) and are even. Observe that,
because of the microreversibility assumption on the collision kernels, we have
U — Uy Uy — U
B;j(v,vs,0) = Bjij(vs,v,0) = bijj | ——— 0| =bji | ——— 0|,
O e (R R (=l

and that, by parity, b;j(cos @) = bj;(cosf).
Remark 1. Taking 1(v) = 1 in the weak form (6), yields

9) /Qij(f,g)(v)dvzo foralli,j=1,...,n
R3

which helps us deduce the conservation of the total number of molecules of species A;. Moreover
in (7), if Y(v) = miv and ¢(vi) = mjvs, and then if Y(v) = m; [v]?/2 and Gp(v) = m; |v.]?/2, we
recover the conservation of the total momentum and of the total kinetic energy during the collision
between a particle of species A; and a particle of species Aj;:

R[Qij(f,g)(v) < m;ﬁj,gm > dv+R[jS(g,f)(v) ( m%!gﬂ > dv = 0.

2.2. Diffuse scaling and main assumptions. In order to arrive at the diffusive limit, we intro-
duce a scaling parameter 0 < € < 1 which represents the mean free path. The space-time variables
are scaled as (t,x) — (¢2t,ex). Note that the velocity variable is not scaled. The unknown dis-
tribution functions in the transformed variables are denoted by f;. Each distribution function f;
solves the following scaled version of (1)-(2):

(10)  eOff +v-Vaoff = %ZQM( < 1) for (£,2,v) € (0, 00) x B3 x R,
j=1
(11) ££00,z,0) = (£")° (2,v) for (z,v) € R? x R3.

The initial data are assumed to be such that the associated local macroscopic velocities are of O(¢),
ie.

[o () @) do = e @l @)
R3
for some ¢ : R? — [0,00) and ui™ : R? — R3.

The main assumption in our work is that the evolution following (10) keeps the distribution
functions f7 (¢, z,v) in local Maxwellian states. We hence suppose that there exist the local densities
¢ 1 [0,00) x R® — [0,00), the local macroscopic velocities uf : [0,00) x R® — R? and the local
temperatures T¢ : [0, 00) x R® — [0, 00) such that the solution to the scaled Boltzmann system (10)
has the following Maxwellian structure:

3/2
m; € 2 e
19 € _ £ v —my|lv—eus (t,x)|*/2kTE (t,x)
( ) f’L (t? 'r’v) CZ (t7x) <27rk1-;g(t’ x)) €
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where £ is the Boltzmann constant. We record the zeroth, first and second moments for the above
Maxwellian states:

1 ¢ (t, x)
(13) e v | do= e i (t, 2)ui (t, )
[ol® 3k 2 (4, ) TE (1, @) + e2¢5 (1, ) [us (¢, ) 2

NOTATION: For £ € {1,2,3}, we denote by w() the ¢-th component of any vector w € R3.

Note that we postulate the ansatz (12) for the distribution functions. This line of attack to address
diffusion limit procedures in the context of Boltzmann models is borrowed from [11, 20]. Also, note
that the choice of O(e) local macroscopic velocities in the ansatz (12) results in the first moment
of the distribution functions to be of ¢ since we are only interested in the pure diffuse dynamics.

2.3. Balance laws. To derive a macroscopic description out of the mesoscopic dynamics of the
Boltzmann-type equations such as (10), we need to arrive at balance equations obtained by in-
tegrating the transport model (10) with respect to the velocity variable v only. The next result
records various macroscopic equations associated with the scaled Boltzmann-like system (10)-(11).

Proposition 1. Suppose that the evolution according to (10) keeps the distribution functions
fe(t,z,v) in the local Mazwellian states (12) for all time t > 0. Then, the local macroscopic
observables (¢5,u5,T¢) solve the following equations. We have the mass balance equations:

(14) 0ic; + V- (c5ui) =0 for (t,x) € (0,00) x R3,

for each 1 < i <n. We further have the momentum balance:

k
(15) (0 (cuf) + Vo (cfuf ) ) + — Vi (GT5) = O for (t,2) € (0,00) x R,
for each 1 <i < n, where the right hand side of (15) reads
(16) O (1) = Y 21 ( s - deiuf) + 0(e).

JF#i

Furthermore, the energy balance reads

3k ere 5k ere, € el € 3k el & - e

7 7

for (t,z) € (0,00) x R3 and for each 1 < i < n, where the right hand side of (17) reads

= 23 Wbl il (75 - 75)

J#z
(mjus + mius) - (u5 — uf)
2||bijl| 15 csmy / : ).

e Syl eim, (T
JF#i

(18)
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Proof. To arrive at the balance equations (14)-(15)-(17), multiply the scaled equation (10) by
(1, v, |v|?) and integrate over all possible velocities in R? yielding

(19)

1 1 1
e0, / fzs(ta Zz, ’U) Ve dv+ Vg - /’Uff(t, T, U) V(e Z QZ] fz 7f ) U(E% dv.
. ), |

[l [l

The assumption of Maxwellian structure (12) on the solution ff(¢,x,v) helps us compute the
divergence term in the second line on the left hand side of the above equation:

/ S(t,x,v)vdo

e Gl tx)+6228x (€ (t.2) () g (1.2) () (1))

Next, we have for the divergence term in the third line on the left hand side of (19):

Voo | [lPosie g o [ v P+ oo ) v 20
R3

3
— 9 € 2 € 2 € 2
- Z D 1 (|U(1) +e(ui)y "+ lve) +e(uf) ) |7+ lve) + e (ui) g | ) X

2
—m;|v]|

s 3/2 —myv?
; . oy 2KTE (t.x)
(U(k) +¢€ (uz)(k)) ¢ (t,z) (277/{Tf(i, .T)) ‘ v

Therefore, we have:

5k 3k
(21) Voo | [loPosi)dv | =200 (61700 + 82V (6T i)

i

Obersvation (9) in Remark 1 implies that the first line on the right hand side of (19) vanishes.
Under the Maxwellian molecules assumption (8) and under the local Maxwellian states assumption
(12) on the solution f7(t,z,v), the second line on the right hand side of (19) has already been
computed by L. Boudin, B. Grec and F. Salvarani [11, Section 4|. We shall simply be borrowing
the end result of their computation below:

n

1 2 biillr1
@) I3 [wQuUn @ ar =3 T (s () - it g ) + O

" —  m; +m;
leRB J#i ¢ J
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On the other hand to arrive at the expression (18), let us consider the right hand side of the third
line in (19):

Y [yt s ae =25 [[[ Buteveo @) (WP - oP) dodode,

j;ﬁle ]#lRSXSQ
= 2
IS ] Bt )28 (1~ ) o,
371 =1 goyse

where we have used the weak form (6) with 1 (v) = |v|?. Next, using the relation (4), the above
expression can be further simplified as

L3 [ Pau SN (—1) / 205 (02 oo [ dv o

J?é'LRB j#i =1
+2 ZZH%HU / S (0) 15 (02) sy [2 do o,
j;ﬁzé 1
2mzm .
+ - ZZII%HU( 2 / fi(v f (V4 )V () V() dv s
j#£1 =1
1 3
22 G [ B i@ 00
i J
j7i =1 R6 xS2

(mimj|v — i |v(g) + mz\v — Vs|vy(e)) o) do dov du,

3
ZZ m1+m /// i (0, Vs, 0) f7 (v )fE(U*)\U—U*! o ]2d0dvdv*

R6 xS2
2111 +IQ + I3+ 1y + Is.

Substituting the local Maxwellian structure (12) for the distribution function f; (¢, z,v) in the above
integrals and computing the thus obtained Gaussian integrals yield

2 2
3kT? ms
_ - bz -1 £ £ i 2 b 7 -1 €12
1, = E (H ]HL1 ( j)Q )C’LC] ; € H ”L]”Ll (( : j)2 ) ”U, ’ >

J?él
3KTS m2
To = — €t J 2 b 73 €12
2 ; (’ ZJHL +m) 5CiCj m; te H UHL1 (mz+ ])2 ¢ j‘u ‘
2mimj
-1 ; (2l o (i -45) ).

Now, to treat the integral Zy, let us introduce the polar variable ¢ € [0, 27| so that we can find the
relationships between the Euclidean coordinates of ¢ and the spherical ones, namely

oy =sinfcosp, o) =sinfsing, o) = cosb.
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In the integral Zy, note that the terms for £ = 1 or 2 in the sum are zero because

2m 2m
/Singpdgoz/cosgodcpzo,
0 0

and for £ = 3, because b;; is even, one has

.

T 1
/bij (H : 0> o3 do = 27T/sin00089bij(cos 0)do = zw/nbij(n) dn = 0.
S2 0 —1

Hence the integral 7, vanishes. Next, we get to the computation of the integral Zs. Before we go
further, we make the following observation:

Z/ i (v, v, 0 ]a(g| da—/Bw v, Uy, 0) do = ||| 12

(=1gy

because |o|?> = 1. Hence the integral Zs reduces to
Z ol ot / S @)l — 0P dvdo,

Substituting the local Maxwellian structures (12) for the distribution functions f; and performing
the change of variables: (v, vs) — (v + euf, vi + €u$) yields

3/2
ZHb | 1 2 e | v e, / X
L +m])2 %\ 2nk T 2k Te

¢

6
e N2 [\ PP
-3 bl i (oo ]~
—l—m])2 T\ 2mkTE 2mkTs

J#Z

3 T (1ol + 21w P+ 26000 ()i + 1o P+ 221 (15) ) + 2200 (1),
=1 6

—my;|v|? s —mjl|vg|? <
— 21}(4)1)*(4) — 28’1)(@) (ui)(é) — 26’1}*(4) (uf)(é) — 262 (uf)(z) (uj)w) )6 mi|v|?/2kT; e jlvsl /QkTJ dv dU*.



MAXWELL-STEFAN MODEL IN NON-ISOTHERMAL SETTING 9

Note that some of the Gaussian integrals in the above sum vanish. Thus, the integral Zs simplifies
as follows:

me N2 e \ V23
- £ e i j 2 2
Is = - E I 7J]HL o mj) ci ¢ (27rk:Tf> <27TijE> ;_1 // (”U(z)‘ + V(o)

1751

+e? e 222 (1) 2 = 26 () gy (1) o )€ o
55<3/~cT5 BKTY

Cc

21512 4+ 22[S 12 — 262
r +e%ui |7 + e7|u5|” — 2e7u; - u]>

== libi HLl c
L e g

Summing all the above integral computations together, i.e. Z; through 75, we have

Z/|U| Qz] ZHbU”Ll —i—m])Q Zacj (T Ts)

m; m;

JFiRs J#l
(23) (mjus +mgus) - (us — us)
+e 2||bijl| prcicsmy 1 L J___7).
S 2lbylccim, (e
Finally, using the moments’ computations (13), the divergence terms (20)-(21) and the right hand
side terms (22)-(23) in the balance equation (19), we have arrived at the result. O

The authors considered in [20] non-Maxwellian cross sections. Loosely speaking, we considered
the collision kernels of the form

Bij(v,vs,0) = bjj (cos(0)) P(|v — vy])
with the kinetic collision kernel having the structure (see [20, section 4] for precise details)
v —vd) = 3 anfo =l
neN*

It is interesting to consider such cross sections in the computations for =; in the manuscript —
see (18). But, the authors have not explored this possibility. Note that an inspection of the
computations in the proof of Proposition 1 suggest that any such consideration of a general cross
section would complicate the computations.

2.4. Asymptotic analysis. We are now ready to consider, at the formal level the € — 0 limit of
the system (14)-(15)-(17).
In the following, let us set the fluxes for i =1,...,n:
1
Ji(t,x) = — /vff(t,:c,v) dv = ¢S (t,2)us(t,z) for (t,x) € (0,00) x R3,
€
R3

and denote, for any t > 0 and z € R?,

ci(t,z) == lim (¢, z); Ji(t,x) :== lim J;(t,x);
e—07T e—0t
T;(t,x) := lim T} (t,x); Crot(t, ) := lim ¢, (t, x),

e—0t e—0t
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where
n

Cfot(t’ I) = Z C‘z?(tu [L‘)
i=1
We first note that, at the leading order, all the kinetic temperatures of the components of the
mixture converge to the same limit.

Lemma 1. Suppose that the distribution functions ff(t,z,v) preserve the local Mazwellian structure
(12) for all time t > 0. Then, we have

T (t, o) = T5(t,r) = O(e?) for (t,z) € (0,00) xR3, i,j=1,...,n.
Consequently,
glg(l)l+ T (t,x) =T(t,x)
foralli=1,...,n
Proof. By considering the leading order terms in the energy balance (17)-(18) we have:
> ||bz]\|L [ ¢S5 (IF —T5) = O(e?)  foreachi=1,...,n.
J#i

In the limit, the above relations are linearly dependent. Hence we deduce that
Ti(t,x) =Tj(t,z) = T(t,x) for (t,z) € (0,00) x R?

foreachi,7=1,...,n.

Then, the following theorem holds.

Theorem 2. Let (¢;, J;, T) be the limit, as € — 0T of the quantities (¢5, J¢,TF). Then the macro-
scopic observables (c;, J;, T') solve the system

((0ici +Vy-Ji =0 on (0,00) x R3, i=1,...,n
Vx(CiT>:_ZCjz]9# on (0,00) x R3, i=1,...,n
(24) j#i K

O (ctotT') + V (TZJ)—O on (0,00) x R3,

n
where ciot(t, ) 1= Z ci(t, x) is the total concentration and the binary diffusion coefficients D;; are
=1
given by
k (m; + mj)
27||bijllzr mim;

D =

©j 7’7&.77 iu.jzlv"'an

n
Furthermore, the sum Zci(t,a;)T(t,x) 18 space-independent.
i=1
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Proof. The first equation of (24) can be straightforwardly obtained by performing the formal limit,
as ¢ — 0, of Equation (14). Deducing the flux-gradient relations is straightforward: equate the
O(1) terms in the momentum balance equations (15)-(16) and pass to the limit as e — 0. Observe
that the binary diffusion coefficients D;; = Dj;, thanks to our earlier observation that b;; = bj;
for 4,7 = 1,...,n on the angular collision kernels. To show that the sum ) !, ¢T is space-
independent, consider the flux-gradient relations on the second line of Equation (24), sum over the
index 1 < i <n and pass to the limit. The result is

(25) v (zn: ciT> = V(ctotT) =0

i=1
which in turn implies that
n
> it )Tt z) = g(t) for (t,x) € (0,00) x R?,
i=1
for some function g(t). At the next order in the energy balance, by summing Equations (17)-(18)

over the index 1 < i < n, we have that the right-hand side is identically zero by symmetry and
hence, at the leading order in €, we obtain the transport equation:

5 n
8t (CtOtT) + gvx . (Tgl Jz> = O

O

Remark 2. [t is indeed interesting to consider limit procedures leading to multi-temperature macro-
scopic models. This topic has been addressed in |4, 5|. Loosely speaking, the multi-species Boltzmann-
like equations considered in |4, 5] are

1
Oufi +v- VI = -Qu(fi, fr) +) QiS5 1)
J#i
forie{1,...,n}. The above model can be interpreted to be under hyperbolic time-space scaling, i.e.,
(t,z) — (et,ex) but also under an additional assumption that the elastic collisions between different
species do not contribute to equilibration at the same scale as those between the same species. In

this setting, the authors of |4, 5| derive multi-temperature and multi-velocity fluid-dynamic models
(see also the PhD thesis of Pavié [25]).

2.5. Closure relation. Note that the flux-gradient relations, i.e. the second line of equations in
(24) are linearly dependent. So, we have 2n independent equations for 2n + 1 unknowns (¢;, J;, T).
This necessitates an additional equation — a closure relation. Of course, the correct closure depends
on the physical setting and on the observed physical phenomena. We propose here, as an example,
a possible closure relation, which basically imposes that, as a whole, the total concentration follows
a Fickian behaviour, and analyse its consequences.

We hence suppose that the sum of the molar fluxes is locally proportional to the gradient of the
total molar concentration, i.e.

vT

(26) z; JZ = —aVctOt = actot?
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for some proportionality constant o > 0, where the last equality comes from Equation (25). The
negative sign guarantees that the mass flows locally in the opposite direction of the total concen-
tration gradient. We name this closure the decoupling closure relation, as this leads to decoupled
equations for the total concentration ciot and the temperature field 7.

Remark 3. In (25), if we take the temperature field to be constant (i.e. isothermal case), then
Verot = 0. Hence the closure relation (26) would yield in this scenario:

n
S 5=0
i=1
i.e. the sum of the molar fluzes is locally identically zero. This is indeed the classical closure

equation for the Maxwell-Stefan diffusion model in the isothermal setting.

2.6. Qualitative properties of the coupled systems for ci,; and T. Associated with the
closure relation (26), we shall derive a system of equations for the total molar concentration and
for the temperature field.

Lemma 2. Under the closure relation (26), the unknowns (cot, T) satisfy the equations:

(27) 8tctot — OéACtOt =0

2 5
(28) atT — <38t log Ct0t> T — <;Vlog Ctot) -VT =0

Proof. Sum the mass balance equations in (24) over the index i = 1,...,n yielding

8tctot + V- (Z Jz) =0.
i=1

Substituting the closure relation (26) in the above equation yields the parabolic equation (27).
Next we substitute the closure relation (26) in the energy balance equation in (24) which yields

) )
CtotatT + T@tctot - chmt VT — ?aTACtOt =0.

Substituting for Acie using (27) in the above equation yields the advection equation (28) for the
temperature field T'(¢, z). O

Note that the system of equations (27)-(28) are decoupled. One can solve the heat equation (27)
for the total concentration ¢t and treat it as a known coefficient in the advection problem (28)
for T'(t, ).

For system (27)-(28), we record a maximum principle.

Proposition 3. Suppose the initial data (i, T™) to the evolution equations (27)-(28) are non-
negative and satisfy

0 < Cmin < cégt(m) < Cmaz < 00; 0 < Thgn < Tm(:n) < Thaw < 00.
Then

Cmin < Ctot(tvx) < Cmax fO’I” (t, :IZ) € [07 OO) X Rg‘
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Furthermore
t
2
. 2 [ 94(log crot) (5, X (sit,2)) ds ‘
(29) T(t, ) = T™(x(0;t,x))e’0 for (t,x) € [0,00) x R,
where X(s;t,x) is the flow associated with the vector field V(t, ) := —%‘“Vlog Ctot -

Proof. Standard maximum principles on the heat equation implies that the solution to (27) stays
non-negative and is bounded both from above and below, the same as the initial data.

To solve for the temperature field T'(¢,x) in the evolution equation (28), consider the solution
X(s;t,x) to the differential equation

dx

3 (sitw) = V(s x(s3t,2))
x(t;t.x) = x.
Equipped with the flow x(s;t.x), the solution T'(¢,z) as given by (29) follows. O

This article concerns a formal derivation of the diffusion limit for the gas mixtures in a non-
isothermal setting. Proving an existence-uniqueness result for the proposed system is out of the
scope of this present article. The authors are currently working on this problem and expect to have
a publication in the near future.
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