Journal of Statistical Physics (2020) 178:1076-1095
https://doi.org/10.1007/510955-020-02490-7

®

Check for
updates

BGK and Fokker-Planck Models of the Boltzmann Equation
for Gases with Discrete Levels of Vibrational Energy

J. Mathiaud'2 . L. Mieussens?

Received: 27 May 2019 / Accepted: 14 January 2020 / Published online: 21 January 2020
© Springer Science+Business Media, LLC, part of Springer Nature 2020

Abstract

We propose two models of the Boltzmann equation (BGK and Fokker-Planck models) for rar-
efied flows of diatomic gases in vibrational non-equilibrium. These models take into account
the discrete repartition of vibration energy modes, which is required for high temperature
flows, like for atmospheric re-entry problems. We prove that these models satisfy conser-
vation and entropy properties (H-theorem), and we derive their corresponding compressible
Navier—Stokes asymptotics.

Keywords Fokker-Planck model - BGK model - H-theorem - Rarefied Gas Dynamics -
vibrational molecules

1 Introduction

Numerical simulation of atmospheric reentry flows requires to solve the Boltzmann equation
of Rarefied Gas Dynamics. The standard method to do so is the Direct Simulation Monte
Carlo (DSMC) method [1,2], which is a particle stochastic method. However, it is sometimes
interesting to have alternative numerical methods, like, for instance, methods based on a
direct discretization of the Boltzmann equation (see [3]). This is hardly possible for the
full Boltzmann equation (except for monatomic gases, see [4]), since this is still much too
computationally expensive for real gases. But BGK like model equations [5] are very well
suited for such deterministic codes: indeed, their complexity can be reduced by the well
known reduced distribution technique [6], which leads to intermediate models between the
full Boltzmann equation and moment models [7]. The Fokker-Planck model [8] is another
model Boltzmann equation that can give very efficient stochastic particle methods, see [9].
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These model equations have already been extended to polyatomic gases, so that they can
take into account the internal energy of rotation of gas molecules. They contains correction
terms that lead to correct transport coefficients: the ESBGK or Shakhov’s models [10-12],
and the cubic Fokker-Planck and ES-Fokker-Planck [9,13-15].

For high temperature flows, like in space reentry problems, the vibrational energy of
molecules is activated, and has a significant influence on energy transfers in the gas flow.
It is therefore interesting to extend the model equations to take this vibrational modes into
account. Several extended BGK models have been recently proposed to do so, for instance
[16-19], and a recent Fokker-Planck model has been proposed earlier in [13].

All these models assume a continuous vibrational energy repartition. However, while
transitional and rotational energies in air can be considered as continuous for temperature
larger than 1K and 10K, respectively, vibrational energy can be considered as continuous
only for much larger temperatures (2000K for oxygen and 3300K for nitrogen). For flows
up to 3000K around reentry vehicles, the discrete levels of vibrational energy must be used
[20]. It seems that that the only BGK model that allows for this discrete repartition is the
model of Morse [21].

In this paper, we consider a simpler version of this Morse BGK model for vibrating
gases that allows for a discrete vibrational energy. We show that the complexity of this
model can be reduced with the reduced distribution technique so that the discrete vibrational
energy is eliminated. What is new here is that this construction allows us to prove that the
corresponding reduced model satisfies the H-theorem. Moreover, the model is shown to
give macroscopic Euler and Navier—Stokes equations in the dense regime, with temperature
dependent heat capacities, as expected. This means that the reduced model is a good candidate
for its implementation in a deterministic simulation code. Note that with this reduction, only
higher order moments with respect to the vibration energy variable are lost: the macroscopic
quantities of interest like pressure, temperature, and heat flux, are the same as in the non-
reduced model. Moreover, since the reduced variable is not the velocity, this reduction does
not require any assumption or special geometries.

An equivalent reduced Fokker-Planck model is also proposed, that has the same properties.
However, this model is not based on a non-reduced model, since we are not able so far to
define diffusion process for the discrete vibrational energy. Up to our knowledge, this is the
first time such a Fokker-Planck model for vibration energy is proposed.

Our paper is organized as follows. In section 2, we present the kinetic description of a
gas with vibrating molecules, and we discuss the mathematical properties of the reduced
distributions that will be used for our models. Our BGK and Fokker-Planck models are
presented in sections 3 and 4, respectively. In section 5, the hydrodynamic limits of our
models, obtained by a Chapman-Enskog procedure, are discussed. Section 6 gives some
perspectives of this work.

2 Kinetic Description of a Vibrating Diatomic Gas
2.1 Distribution Function and Local Equilibrium

We consider a diatomic gas. We define f (¢, x, v, €, i) the mass density of molecules with
position x, velocity v, internal energy ¢, and in the ith vibrational energy level, such that the
corresponding vibrational energy is i RTp, where Tp = hv/k is a characteristic vibrational
temperature of the molecule (4 and k are the Planck and Boltzmann constant, while v is the
fundamental vibrational frequency of the molecule).
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1078 J. Mathiaud, L. Mieussens

The corresponding local equilibrium distribution is defined by (see [1])

, o 1—e /T Yu—v?+e+iRTy
Myip f1(v, e,1) = 3 exp [ —2 . (1)
A7 RT RT RT

Here, p is the mass density of the gas, T its temperature of equilibrium and u its mean
velocity, defined below.

2.2 Moments and Entropy

The macroscopic quantities are defined by moments of f as follows:

1
pz(f)v,s,i’ pu:<vf>v,8,i’ ,0€:<(§|U—Ll|2+8+iRT()> f> s (2)

v,8,1

where we use the notation (¢), . ; = Y i [/ ¢ (1, x, v, &, i) dvde for any function ¢.
With standard Gaussian integrals and summation formula, it is easy to find that the
moments of the equilibrium M,;,[ f] satisfy:

(Myipl fDyei =0, (OMyipl [y = pu.

At equilibrium, we can define the following energies of translation, rotation, and vibration

1 3
penr(T) = <<§(v - u)2> Mvib[f]> = 3PRT. 3)
peror(T) = (eMyip[ f1)y c; = PRT, 4
. RTy 3(T) 5
pevin(T) = ((IRTO)Mvib[va,g,i = Pm = TPRT’ (5)

where the number of degrees of freedom of vibrations is

2Ty)T

M) = —

(6)
which is a non integer and temperature dependent number, while the number of degrees of
freedom is 3 for translation and 2 for rotation.

The temperature 7 is defined so that M,;[ f] has the same energy as f:

1
<<5(U —u)’ e +iRTo> Mvib[f]> = pe,

which gives the non linear implicit definition of T':

54 6(T
e:+7()RT.

> (N

Since the function 7 — e is monotonic, 7 is uniquely defined by (7). Moreover, note that
8(T) is necessarily between 0 and 2, which means that vibrations add at most two degrees
of freedom.

Finally, the entropy H(f) of f is defined by H(f) = (f log f), .; -
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2.3 Reduced Distributions

For computational efficiency, it is interesting to define marginal, or reduced, distributions F
and G by

F(t.x,v.8) =Y f(t.x,v.e.i), and G(t,x,v,8)=Y iRTf(t,x,v,¢,0).
i i
The macroscopic variables defined by f can be obtained through F and G only, as it is shown

in the following proposition by integrating with respect to v and ¢ and using the definition (2)
of the moments.

Proposition 2.1 (Moments of the reduced distributions) The macroscopic variables p, u, and
e, of f, defined by (2), satisfy

p=(F)ye. pu=(QF),,, pe=<<%<v—u>2+s)F> +(Gye. (8

where we use the notation (Vr f f Y (t, x, v, &) dvde for any function .

This reduction procedure can be extended to the entropy functional as follows. First, to
simplify the following relations, we use the notation f; (v, ¢) for f (v, €, i). Then, we define
the reduced entropy by

H(F,G) = (H(F, G)),,, where

H(F,G):)icrlfO{Zﬁlogfi suchthat Y fi =F, ZiRToﬁ:G}. ©

In other words, for a given couple of reduced distributions (F', G), we define the (non reduced)
distribution that minimizes the marginal entropy » _; f; log f; among all the distributions that
have the same marginal distributions F and G. Then the reduced entropy is the integral with
respect to v and ¢ of the corresponding marginal entropy.

Now it is possible to represent this reduced entropy as a function of F and G only, as it is
shown in the following proposition.

Proposition 2.2 (Entropy) The reduced entropy H(F, G) defined by (9) is

H(F,G) = (Flog(F) + F1 RLE \ G | G (10)
,G)=(Flo og| ———— oo [ — )
g S\knrF+6) "Ry *\RF+G)/,.

Proof The set {f >Osuchthat ), fi=F, Y ,iRTofi = G} is clearly convex, so that
we can use a Lagrangian multiplier approach by finding if there exists a minimum of the
function £ defined through :

z(f,a,ﬁ>=2ﬁlogfi—a<2ﬁ—F> —ﬁ(ZiRToﬁ—G>,

where o and 8 are real numbers and ) ; f; log f; is a convex function of f . The functional
L is convex but no longer strictly convex. A minimum of H(F, G) necessarily satisfies
af = 0, and it is easy to deduce that f can be written f; (v, &) = Aexp (—i BRTp), where
A := A(v, ¢) and B := B(v, ¢) are functions that are still to be determined.
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The linear constraints give:
A
F = e E———
Zl_:f' 1 —exp (—BRTy)
ARTyexp (—BRTy)
(1 — exp (=BRTp))*’

G=) iRTyfi =
i

where we have used the property i RTy f; = —% that comes from f; = Aexp (—i BRTp).
Solving this linear system gives

RT F? 1 RTyF
A=———  B=—1log(1+ :

RTOF + G RTy G

so that
H(F,G) = Flog(F) + F1 RToF ), G | G (11)
s = (6] 0 _— — 1o [EE—

& S\RnF+G) Ry S\RTLF+G

A final integration with respect to v and ¢ gives the final result. O

The following proposition gives useful differential properties of the reduced entropy func-
tional.

Proposition 2.3 (Properties of H)

1. The partial derivatives of H computed at (F, G) are:

DIH(F,G)=1+1 RToF? DyH(F.G) = —— 1 G
s = O _— ], , = —— 10 pee—
! E\RT,F+ G 2 RTy, P\ RT,F+G

12)

2. We denote by H = ( giizgg; gzzg?g; ) the Hessian matrix of H. The second order

derivatives are:

2 RTy 1
DyH(F,G)= - — —7—, DpH(F,G) = ———F—,
F RTHLF + G RTLWF + G

F
Dy H(F,G)=D;,H(F, G), DyoH(F,G) = ————,
21 H ( ) 12H( ) 2o H( ) GRToF G

and we have
FD H(F,G)+GDyH(F,G) =1,

13
FD,H(F,G)+ GDyH(F,G)=0. (13)

3. The function (F, G) — H(F, G) is convex.

Proof Points 1 and 2 are given by direct calculations. For point 3, note that the determinant of
the Hessian matrix H, which is det H = m is positive. Moreover, its trace is positive
too, so that the Hessian matrix is positive definite, and hence the function H is convex. 0O

Now, we want to use this reduced entropy to define the corresponding reduced equilibrium.
This is done by computing the minimum of the reduced entropy among all the reduced
distributions (F;, G) that have the same moments as (F, G), as it is stated in the following
proposition.
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Proposition 2.4 (Reduced equilibrium) Let (F, G) be a couple of reduced distributions and
p, pu, and pe its moments as defined by (8). Let S be the convex set defined by

1
S = 1 (F1, Gy) such that (F1), , = p, (vF1),, = pu, <<§IUIZ+S)F1+01> =/0€}-
v,€

1. The minimum of H on S is obtained for the couple (My;p[F, G, eyin(T)Myip[F, G])
with

P v —ul? 1 £
MyiplF.G] = - —exp (—— 14
wnl P, G1 =~ ——3 exP( 2RT )RTeXp< RT) (14)

where ey, (T) is the equilibrium vibrational energy defined by (5) and p,u, T depend
on F and G through the definition of the moments.
2. Forevery (F1, G1) in S, we have

D1H(Fy, G1))(Myip[F, G] — F1) + DoH(F1, G)(evwin(T)Myip[F, G] — G1)
< H(Myip[F, G], evin(T)Myip[ F, G]) — H(F1,G1) < 0.

Proof First, the set S is clearly convex, and it is non empty, since it is easy to see that
(Myip], eviv(T)M,;p) realizes the moments p, pu, and pe, and hence belongs to S. Now, we
define the following Lagrangian

L(F1,Gi,a,B,y) =(H(F1,G1))ye —a((Fi)ye — p)

1
—B-((vF1)y e —pu)—y (<<2|v|2 + e) Fi + G1> - pe)

for every positive (F1, G1), « € R, B € R3, y € R. The reduced entropy can reach a
minimum of S when £ has its first derivatives equal to zero: it is a minimum if it is unique .
Such a point, denoted by (Fi, G, «, B, y) for the moment, is characterised by the fact that
the partial derivatives of £ vanish at (F1, G, «, §, ). This gives the following relations
(using the cancellation of the £ derivatives in Fi, G1, «, B, y respectively)

1
DiH(Fy, Gy) =a+ﬂ~v+y§|v|2, (15)
DyH(F1,Gy) =y, (16)
(Fi)ye—p =0, (17)
(vFl)v,s —pu= 0, (18)
1
<<f|v|2+s> F1+Gl> — pe =0, (19)
2 v, &

where D1 H and D, H are defined in (12). For instance first relation comes from the fact that
the derivative with respect to F; satisfies for every 6 F;

op L(F1, Gy, a, B, y)(0F)

= <<DIH<F1,GI) - <a+ﬂ vty <%|v|2+s>)>m> ,

It is true for all § F leading to the relation 15.
Now Combining equations (15) and (16), one gets that there exists four real numbers A,
B, C, D and one vector E € R3, independent of v and ¢, such that:
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1082 J. Mathiaud, L. Mieussens

Fi = Aexp(E~v+B|v|2+C8),
Gy =DF,
where B and C are necessarily non positive to ensure the integrability of F; and G. Itis then
standard to use equations (17)—(19) to get F1 = My;p(F, G) and G| = eyip(T)Myip(F, G).
Finally point 2 is a direct consequence of the convexity of H and of the minimization
property. O

3 A BGK Model with Vibrations

With the local equilibrium My;[ f] defined in (1), it is easy to derive the following BGK
model:

1
f+v-Vf= ;(Mvib[f] - . (20)

The macroscopic parameters p, u, and 7" are defined through the moments p, pu and pe of
S (see (2)).

Like in the BGK model for monoatomic gases, it will be shown that the relaxation time
of this BGK model is T = u/p, where p = pRT is the pressure and p the viscosity, that
can be temperature dependent.

Now we have the following properties.

Property 3.1 e Conservation: for BGK model (20) the mass, momentum and total energy

are conserved.:
1 1
a,< . f> +vx.<v . f> _o.
3lol? - 2ol L

v,8,i L&,

o H-theorem: for the entropy H(f) = (flog f), ,;, we have

HH) + Vi - (uflog fly i = = (Muin f1 = f)log f)y e < 0.

1
T
The proof relies on standard arguments (definition of M,;;[ f] and convexity of x log x) and
is left to the reader.

3.1 A Reduced BGK Model with Vibrations

For computational reasons, it is interesting to reduce the complexity of model (20) by using
the usual reduced distribution technique [22]. We define the reduced distributions

F=Y f(t.x,v.e.i), and G=Y iRTof(t,x,v,e, i),
- :

1

and by summation of (20) on i we get the following closed system of two reduced equations:
1
8,F+v-VxF:;(Mm'h[F, Gl-F), 2n

1 /8(T)
3G +v-ViG = — (= “RTMuip[F.G1 =G ) . 22)
T
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where the reduced Maxwellian is

P lv — ul? 1 &
MuslF, Gl = —L— exp  ~ ——exp (== ).
P RT 2RT ) RT RT

and the macroscopic quantities are defined by

P = <F>v,£ > pu = <UF>U,8 ’ pe = <(%(U - u)2 + 8) F> + <G>v,£ , (23)
v,
and T is still defined by (7) which implies that 7 depends both on F and G: to avoid the
heavy notation T'[F, G], it will still be denoted by 7 in the following.

Note that this model can easily be reduced once again to eliminate the rotational energy
variable. This gives a reduced system of three BGK equations, with three distributions.

It is interesting to compare our new model to the work of [23] and [19]: in these recent
papers, the authors also proposed, independently, BGK and ES-BGK models for temperature
dependent §(T), like in the case of vibrational energy. However, they are not based on an
underlying discrete vibrational energy partition, and the authors are not able to prove any H-
theorem. Only a local entropy dissipation can be proved. The advantage of our new approach
is that the reduced model, which is continuous in energy too, inherits the entropy property
from the non-reduced model, and hence a H-theorem, as it is shown below.

3.2 Properties of the Reduced Model

System (21-22) naturally satisfies local conservation laws of mass, momentum, and energy.
Moreover, the H-theorem holds with the reduced entropy H (F, G) as defined in (9). Indeed,
we have the

Proposition 3.1 The reduced BGK system (21-22) satisfies the H-theorem
OH(F, G) + Vy - (vH(F, G)),, <0,
where H(F, G) is the reduced entropy defined in (9).

Proof By differentiation we get

WH(F,G) + V- (WVH(F, G))y ¢
(DIH(F,G)(0:F + vV F) + DaH(F, G)(8;G +vViG)), ¢

%<D1H(F, G)(MyipF,G] = F)+ D H(F, G) (MZQRTMU,-;,[F, G]— G)>

<0

where we have used (21-22) to replace the transport terms by relaxation ones, and point 5
of proposition 2.4 to obtain the inequality. O

4 A Fokker-Planck Model with Vibrations

It is difficult to derive a Fokker-Planck model for the distribution function f with discrete
energy levels. We find it easier to directly derive a reduced model, by analogy with the
reduced BGK model (21-22) and by using our previous work [15] on a Fokker-Planck model

@ Springer



1084 J. Mathiaud, L. Mieussens

for polyatomic gases. We remind that the original Fokker-Planck model for monoatomic gas
can be derived from the Boltzmann collision operator under the assumption of small velocity
changes through collisions and additional equilibrium assumptions (see [8]). In practice, the
agreement of this model with the Boltzmann equation is observed even when the gas is far
from equilibrium (see [9], for instance).

4.1 A Reduced Fokker-Planck Model with Vibrations

First, we remind the Fokker-Planck model for a diatomic gas (without vibrations) obtained
in [15]:

O f+v-Vif =D(f), 24)

where f = f(¢, x, v, &) and the collision operator is

DU =+ (V- (0w + RTVf) + 2006 + RTe0.)

where the macroscopic values are

1 5
P = (f)v,s ,  pU = (fv)v,s , pe= <f <§(U - u)Z + ‘9>> = EIORT-

The internal energy ¢ can be eliminated by the reduction technique (integration w.r.t de and
ede) to get

»F +v-V,F=Di(F,G),
;G +v-ViG = DyF,G),

with the collision operators

D.F(fa g) = %VU : ((U - u)f—‘f_ RTVUf)s
1 2
Ddfﬁ):;VW(@—mg+Rngy+;mTf—gy

Note that the two velocity drift-diffusion terms in the two previous equations have exactly
the same structure as the one in the non-reduced model (24). However, it is interesting to note
that the energy drift-diffusion term of (24) gives, after reduction, a relaxation operator in the
G equation. Moreover by reducing the model we lose some moments of initial distribution
functions (higher moments in internal energy notably) but we are still able to capture energies
and fluxes which are generally the main quantities of interest.

By analogy, now we propose the following reduced Fokker-Planck model for a diatomic
gas with vibrations. Note that now, the model is still with variables x, v, and ¢: only the
discrete energy levels i are eliminated. This model is

a[F+U'VXF:DF(F7G)a (25)
3G +v-V,G = Dg(F,G), (26)
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with

Dp(F,G) == (Vy- ((v—u)F 4+ RTVyF) +20:(¢F + RT¢d,F)),

Q==

DG(F,G) = —(Vy- ((v —u)G + RTV,G) + 20:(¢G + RT£0;G)) (27)

2
* - (CinMF =G,

where the macroscopic values are defined as in (23) and (7). Again, note that the temperature
T depends on F and G.

Note that we do not derive this reduced Fokker-Planck model directly from a model with
discrete vibrational energy as for the BGK model, since we are not able so far to define
a discrete diffusion operator. As mentioned above, this model is obtained by analogy with
the Fokker-Plank model proposed for polyatomic gases. Its derivation from reduction of a
discrete in energy Fokker-Plank model will be studied in a future work.

4.2 Properties of the Reduced Model

Using direct calculations and dissipation properties as in [15] we can prove the following
proposition.

Proposition 4.1 The collision operator conserves the mass, momentum, and energy:
1
(A, v)Dp(F,G))y =0 and <(5|v|2 + 8) Dp(F,G) + Dg(F, G)> =0,
v,e

the reduced entropy H(F, G) satisfies the H-theorem:
8I‘H(Fa G) + VX : <UH(F, G))v,g = D(F7 G) < 07
and we have the equilibrium property

(DF(F,G) =0and Dg(F,G) =0) < (F = MyjpF, Gland G = eyipryMuip[F, G]).

Proof The conservation property is the consequence of direct integration of (27). The equi-
librium property can be proved as follows. First, note that the Maxwellian My;,[F, G] can
be written as

_ 0 1 (v—u\" _1f{v—u
Mvib[F,G]—WeXF’(_z( 2¢ > & ( 2e ))

with Q = ROT 28% T>' To shorten the notations, M,;,[F, G] will be simply denoted by
M,;p below, and e, (T') will be simply denoted by e, as well. Then the collision operators

can be written in the compact form

1 F
DF(F7 G) = *Vv,a . <QMviva,£7> s
T Myip

1 G
DG(Fv G) = 7vv,£ . <QMviva,£
T M

2
) + = (evinF — G).
vib T
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1086 J. Mathiaud, L. Mieussens

Then an integration by part gives the following identity for Dr(F, G):

<D (F.G)—~ > ! (V F )TQM v,. &
F(F, =—= e ib Ve —— .
Myip [, ¢ T " My TN Moy e

Consequently, if Dp(F, G) = 0, since the integrand in the previous relation is a definite
positive form, the gradient is necessarily zero, and hence F = M,;;. For the equilibrium
property of G, the proof is a bit more complicated. First, we have

G 1 G\’ G
<DG(F, G)i) = - (vv,ei) QMyipVye——
evibMyip v.e Téeyib Myip Myip e

2
+<; (evinF — G)

evibMyip >Uyg

Consequently, if Dg(F, G) = 0, and since F' = M,;;, we have

1 G\’ G 2 G
<<Vu,£> QMvibvv,£> = <(evibMvib -G) 7>
. v,e

€vib Myip Myip T evibMyip

e —or o)
—Z{(epipMyip — -
T v evibMyip v.e

2
+ ; (evibMUib - G)u,g

IA

2
; (evib Myip — G)v,e

2
= Z(pevip — (G)y,e) =0,

which comes from (8) and F = M,;;. Therefore, we obtain

1 G\’ G
(Vv,si) QMvibvv,ai <0,
€vib Myip Myip .

and again this gives G = e,;, M,;p, which concludes the proof of the equilibrium property.
The proof of the H-theorem is much longer. First, by differentiation one gets that the
quantity D(F, G) = &, H(F, G) + Vi - (vH(F, G)), , satisfies:

D(F,G) = (DiH(F,G)(&F +v-VyF)+ DyH(F, G)(3;G +v-ViG))y e
= (DiH(F,G)Dp(F,G)+ D2H(F,G)Dg(F, G))y ¢, (28)
from (21-22). Then the proof is based on the convexity of H(F, G): while for the BGK

model we only used the first derivatives of H, we now use the positive-definiteness of the
Hessian matrix of H. To do so we integrate by parts D(F, G) and multiply by 7 so that:

3
tD(F,G) ==Y (3, (F)D1H(F, G) (F(vi —u;) + RT3, F)), ,
i=1
—2(3:(F)D11 H(F, G) (Fe + RT&0: F)),
3
— > (0, (G) D2 H(F, G) (F(v; —ui) + RT3, F)),,

i=1
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~2(3:(G)D21 H(F, G) (Fe + RTd; F)),
3

Z 3y, (F)Di2H (F, G) (G(vi — u;) + RT9,,G)),
{

aa(F)DIZH(F, G) (Ge + RT£9.G)),

v,&

3
= (8, (G)DnH(F., G) (G(v; — u;) + RTd,,G))
i=1
(8:(G)Dy H(F, G) (Ge + RT3:G)),

1
+ <(€vlb( ) )RTO 8 (RToF + G>>U,£

To use the positive definiteness of the Hessian matrix H of H, we introduce the following
vectors:

Vi = (F(vi —u;) + RTd,, F. G(v; — u;) + RT,,G)
= (Fe+ RTeo.F,Ge + RTed.G),

and we decompose the partial derivatives of F and G in factor of D1 F, D F, D> F as
follows:

1 Vi — 1w U —
(Bvi(F),avi(G)):ﬁVi_(F Ui U ,)
0 (F), 9:(G)) = ~E — (F—=, G =
e T e RT’
This gives

’;
tD(F,G) = Z (F

12 << )DUH(F, G) (F£+RT88£F)>
3

)D11H(F G) (F(vi —u;) + RTd,, F)>

v,&

v,&

+

(o5

>D21H(F G) (F(vi —u;) + RTaviF)>

i=1 v,&

+

2 (G >D21H(F G) (F8+RT835F)>

v,e

+Y((r

1

>D12H(F G) (G(vi —u;) + RTav,.G)>

3
3
= v,€

—_

+2 (f )Dle(F G)(g8+RT888G)>

v, &

>D22H(F G) (Gi —u;) + RTavl.G)>

i=1 v,&

+Z<<G
+2<(G o ) Dy H(F,G) (Ge + RT¢d: G)>

v,e
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j( Vi) 2<ETHE>U’E

i=1

G
+2<(€mb(T)F G) log <m>>

Now this expression can be considerably simplified by using property (13), and we get

3
D(F, G) = Z<<vi1;Tui> (F(vi —ui) + RTd,, F)>

i=1

v,e

1
2(— (Fe + RT&d; F
+<RT(8+ £0g )>U7€
3
—ZV}HV,»—E’HE
i=1

—2<(€mb(T)F G) log <m>>

Then the first two terms are simplified by using an integration by parts and relations (8)
and (7) to get
2
tD(F,G) = ﬁ(pemh(T) —(Gye)
3

- V/HV; - 2E'HE
i=1

1
2{(evin(TYF = G)o—log | ————
+ <(evlb( ) )RT() 0g<RTOF+G>>v,S

The terms with the Hessian are clearly negative, since H is positive definite. Then we have
2
tD(F,G) = ﬁ(peuib(T) —(Gye)

1
2{(evin(T)F — G)——log | =7
+ <(ev1h( ) )RTo Og(RToF+G>>u,8

Note that from (8) the first term can be written as

2 in(T 2 TYF — G
ﬁ(pevtb( ) — (G )vs) (evzb( ) >vaa

and can be factorized with the second term to find

1 G 1
tD(F, G) < 2<(€vzb(T)F G) <RT log <m> + ﬁ>> '

We can now prove that the integrand of the right-hand side is non-positive. Indeed, assume
for instance that the first factor is non-positive, that is to say e, (T)F — G < 0. By using
evin(T) = % (see definition (5)), it is now very easy to prove the following relations

(TVF—G <0< 1 G . _R
. _ Lo —C V. _R
Cuib =V ¥\ RnoF+6) =TT
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that is to say the second factor of the integrand is non-negative.
Consequently, we have proved tD(F, G) < 0, which concludes the proof. O

5 Hydrodynamic Limits for Reduced Models

With a convenient nondimensionalization, the relaxation time 7 of the reduced BGK
model (21)—(22) and the Fokker-Planck model (25)—(26) is replaced by Kn 7, where Kn
is the Knudsen number, which can be defined as a ratio between the mean free path and a
macroscopic length scale. It is then possible to look for macroscopic models derived from
BGK and Fokker-Planck reduced models, in the asymptotic limit of small Knudsen numbers.

For convenience, these models are re-written below in non-dimensional form. The BGK
model is

1
&F +v-VyF = —— (Myp[F,G]1—F) , (29)
Knt
;G +v-V,G = : S(T)TM-[F Gl-G (30)
t v =T 5 vibl L', ,

where M,;p[F, G] can be defined by (14) with R = 1. Similarly, the relations (3)—(7)
between the translational, internal, and total energies and the temperature, have to be read
with R = 1 in non-dimensional variables. We remind that 7 is still a function of F and G.
The Fokker-Planck model is

F+v- -V F =Dp(F,G), (31)
G +v-VyG = Dg(F,G), (32)
with
Dr(F,G) = 37— (Vo (v —u)F + TVyF) +20:(¢F + Ted. F)),
nt
1
DG(F,G)= —(Vy - ((v—u)G + TV,G) (33)
Knrt
2
+20,(eG + Td,G)) + (evin(T)F = G).
Knrt

5.1 Euler Limit
In this section, we prove the following proposition:

Proposition 5.1 The mass, momentum, and energy densities (p, pu, E = %,ou2 + pe) of the
solutions of the reduced BGK and the Fokker-Planck models satisfy the equations

0p+ V, - pu =0,
dpu+ Vi (pu®u)+Vp=0(Kn), (34)
0 E+V,-(E+ pu=0(Kn),

which are the Euler equations, up to O (Kn ). The non-conservative form of these equations
is
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00+ Vy-pu=0,

p@u + (u-Vyu) +Vp = O(Kn), (35)

T
/T +u-ViT + ——V,-u=0(Kn),
cy(T)

where ¢y (T) = %e(T) is the specific heat capacity at constant volume.

Proof The reduced BGK model (21)—(22) is multiplied by 1, v, and % |v |2 + ¢ and integrated
with respect to v and &, which gives the following conservation laws:

0o+ Vy - pu =0,
Orpu + Vy - (pu @u) + Vyo (F) =0, (36)
OE+Vy -Eu+Vy -0c(F)u+Vy,-q(F,G) =0,

where o(F) = ((v—u)® (v —u)F),, is the stress tensor, and q(F,G) =
(=Gl —ul> +&)F), , + (W —u)G),, is the heat flux.

When Kn is very small, if all the time and space derivatives of F' and G are O(1l)
with respect to Kn, then (29)-(30) imply F = Myjp[F,G] + O(Kn) and G =
evin(T)Myip[F, G]+0O (Kn). Thenitis easy to find thato (F) = o (Myip[F, G])+0(Kn) =
pI+0O(Kn),where [ istheunittensor,and g (F, G) = q(Myip[F, G, eyip(T)Myip[F, G])+
O(Kn) = O(Kn), since the heat flux is zero at equilibrium, which gives the Euler equa-
tions (35). The same analysis can be applied for the reduced Fokker-Planck model (31)—(33).

Finally, the non conservative form is readily obtained from the conservative form. Note
another formulation of the energy equation that will be useful below:

Te,,(T)

drevip(T) +u - Vyeyip(T) + oo (1)

Vi -u= O(Kn), (37)
where ¢/, (T) = ey (T). O

5.2 Compressible Navier-Stokes Limit

In this section, we shall prove the following proposition:

Proposition 5.2 The moments of the solution of the BGK and Fokker-Planck kinetic mod-
els (21)-(22) and (25)—(26) satisfy, up to O (Kn 2, the Navier—Stokes equations
0p+V-pu=0,
opu+V-(pu®u)+Vp=-V-o, (38)
E+V - (E+pu=-V-q—V-(ou),

where the shear stress tensor and the heat flux are given by
o=—u(Vu+Vu) —aV-u), and ¢q=-«V-T, (39)

and where the following values of the viscosity and heat transfer coefficients (in dimensional
variables) are

w=7tp, and k = uc,(T) for BGK,
(40)

1 2
w==tp, and Kk = gl/«Cp(T) for Fokker-Planck,

2
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while the volumic viscosity coefficient is @ = i’: g)) — 1 for both models, and c,(T) =

%(e(T) + p/p) = cy(T) + R is the specific heat capacity at constant pressure. Moreover,
the corresponding Prandtl number is

_ pnep(T)
a K

3
Pr =1 for BGK, and 3 for Fokker-Planck. (41)

Note that both models do not provide a correct Prandtl number, which can lead to errors
for the computation of fluxes in numerical simulations. This is a usual problem with single
parameter models like BGK or Fokker-Planck: this can be corrected by a modification of the
models like with the ES-BGK or ES-FP approaches, as it has been done for polyatomic gases
(see [11,15] for instance).

5.2.1 Proof for the BGK Model
The usual Chapman-Enskog method is applied as follows. We decompose F and G as F =
Myip[F, G] +Kn F1 and G = eyip(T)M,ip[ F, G] + Kn G, which gives

o(F)=pl +Kno(F), and g(F,G)=Kng(F, G).

Then we have to approximate o (1) and ¢ (F1, G1) up to O(Kn). This is done by using the
previous expansions and (21) and (22) to get

Fy = —t(@Myip[F, G1+v - ViMyip[F, G]) + O(Kn),
G = —1(Bevin(T)Myip[F, Gl + v - Vyeyip(T)Myip[F, G]) + O(Kn).
This gives the following approximations
o(F1) =—t((v—u)® (v —u)(0;Myip|F, Gl + v - Vi My;p[F, G]))y  + O(Kn),
(42)

and

q(F1,G) =—1 <(v —u) <1|v —ul* + e) (0 Myip F, Gl +v - Vi My F, G])>
2 ve (43)

— T {(v — u)(@revin(T)Myip F, Gl + v - Vieyin(T)Myip[F, G1))ye + O(Kn).

Now it is standard to write d; My;p[F, G] and V M,;p[ F, G] as functions of derivatives
of p, u, and T, and then to use Euler equations (34) to write time derivatives as functions of
the space derivatives only. After some algebra, we get

0 (Myip(F, G)) +v - Vi (Myip(F, G))

P _J vT
= L My(V)e A-—+B:Vu )+ O(Kn), (44)
T3 JT
where
v—u e 1 \45
V= , J==, MyV)=——=exp(——F)
JT T @n)? 2
V|2 7 /1, e, (T)
=—+J—-=|V, B=VV-(—|(=|V J — |1
<2+ 2 © cv2||+ +cU(T)
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Then we introduce (44) into (42) to get
01 (F1) = =tpT ViV BuMoe™) o+ O(Kn),

where we have used the change of variables (v, €) +— (V, J) in the integral (the term with A
vanishes due to the parity of My). Then standard Gaussian integrals (see appendix A) give

o(F) = —u (Vu +vi)T —aV.u 1) + O(Kn),
with u = tpT and a = f—‘u’ — 1, which is the announced result, in a non-dimensional form.
For the heat flux, we use the same technique. First for e,;, (T) My;p[ F, G] we obtain
0r (evibMyip(F, G)) + v - Vi (evin Myin (F, G))

pM(V)(A VT B v>+0(Kn) (45)
= — C— : Vu ,
PER JT

where

:<|V|z 7 Tl

€vib

_ 11, €ip(T) Te;ib(T))
svev- < ( vl +1)+ o) " enTyews )’

Then g (F1, G1) as given in (43) can be reduced to

1
gi(F1, G1) = —tpT (<2|V|2ViAjMo€_J> + (Vi A Moe™) ]> 0, T

v.J
A —J
_ rp(VlA]Moe >v,1 0y, T.
Using again Gaussian integrals , we get
q(F1,G1) = —« VT,

where k = e, (T) with ¢,(T) = dir(e(T) + %) = % +e,,,(T) = 1+ ¢,(T) in a non-
dimensional form.

5.2.2 Proof for the Fokker-Planck Model

Here, we rather use the decomposition F' = M,;;(1+Kn F) and G = e,ip Myip(1+Kn G1),
which gives

o(F)=pl +Kno(MypF1) and q(F,G) = Knq(MyipF1, evinMyipG1),

in which, for clarity, the dependence of M,;; on F and G has been omitted, and the dependence
of eyip on T as well. Finding F; and G is less simple than for the BGK model: however,
the computations are very close to what is done in the standard monatomic Fokker-Planck
model (see [14] for instance), so that we only give the main steps here (see appendix A for
details).
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First, the decomposition is injected into (33) to get
1
Dp(F,G) = ;MvibLF(Fl) + O(Kn),
1
Dg(F,G) = ;evibMvibLG(Fla G1) + O(Kn),

where L and L are linear operators defined by

1
Lp(F1) = 7

vib

(Vo (TMuisVuF) + 0 QTeMuinde F1) ).

46)
Lg(F1,Gy) = Vo - (Teyip Myip Vo G1) + 20: (Teeyip Myipd:G1) + 2(F — GI)S-

evib Myip (

Then the Fokker-Planck equations (31)-(32) suggest to look for an approximation of Fj
and G up to O(Kn) as solutions of

1
0 Myip +v - ViMyip, = ;Mvib(F7 G)LFp(Fy)
1
OrevipMyip + v - VyeyipMyip = ;evibMvib(F» G)Lg(F1, Gy).

By using (44)-(45), these relations are equivalent, up to another O (Kn ) approximation, to
vT

JT

vT

Lrp(F)) = A -
F(F1) T( JT

+B:w>, and LG(FI,GI):r(A- +1§:w),
(47)

where A, B, A, and B are the same as for the BGK equation in the previous section.
Now, werewrite L p(F1) and L (F1, G1), defined in (46), by using the change of variables
V= ”;\/TL‘andG: 7 to get
Lp(F1) ==V -VyF +Vy - (VyF))+2((1 =J)d; F1 + Jd;  F1),
LG(F1,G1) = Lr(Gy) +2(F1 — GY).
Then simple calculation of derivatives show that A, B, A, and B satisfy the following prop-
erties

Lr(A) = —-3A, Lp(B)=-2B,
Lg(A, A)=—-3A, Lg(B,B)=—2B.

Therefore, we look for F; and G as solution of (47) under the following form

vT _~ VT ..
Fi=aA-—+bB:Vu and Gy =aA-—+bB :Vu,

VT VT

andwe findd =a =—1/3andb =b = 1/2.
Finally, using these relations into o and ¢ and using some Gaussian integrals (see
appendix A) give

o(MyipF1) = —p (Vu + (V)" —aV - ul) and g (MyipF1, evipMyipG1) = —k Vi T,

where o = 2—" —1Lu= %pT, and k = %uc,,(T), which is the announced result, in a

v
non-dimensional form.
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6 Conclusion

In this paper, we have proposed to different models (BGK and Fokker-Planck) of the Boltz-
mann equation that allow for vibrational energy discrete modes. These models satisfy the
conservation and entropy property (H-theorem), and the vibration energy variable can be
eliminated by the usual reduced distribution function. The low complexity of the reduced
BGK model can make it attractive to be implemented in a deterministic code, while the
Fokker-Planck model can be easily simulated with a stochastic method.

Of course, since these models are based on a single time relaxation, they cannot allow
for multiple relaxation times scales. This is not physically correct, since it is known that
the relaxation times for translational, rotational, and vibrational energies are very different.
However, standard procedures can be used to extend our model, like the ellipsoidal-statistical
approach, already used to correct the Prandtl number of the BGK model [11] and Fokker-
Plank models [14,15].

A Gaussian Integrals and Other Summation Formulas

In this section, we give some integrals and summation formula that are used in the paper

vV
12 exp(_\ | )
2m)2

We denote by (¢) = fR; ¢ (V) dV for any function ¢. It is standard to derive the following
integral relations (see [24], for instance), written with the Einstein notation:

First, we remind the definition of the absolute Maxwellian My(V) =

(Mo)v =1,

(ViViMo)y = 8. (ViMo)v =1, (IVI’Mo)y =3,

(ViViViViMo)v = 8ij8k + 8ikdji + 8udje.  (VEVIMo)y = 1428
(ViViIVI*Mo)y =585, (IVI*Mo)y = 15,

(ViViIVI*Mo)y = 358;.  (IVI°Mo) = 105,

while all the integrals of odd power of V are zero. Note that the first relation of each line
implies the other relations of the same line: these relations are given here to improve the
readability of the paper. From the previous Gaussian integrals, it can be shown that for any
3 x 3 matrix C, we have

(ViViCuViViMo)y = Cij + Cji + Ciiéij.

Finally, we have also used the following relations:

+o00 +00
/ Je=ldJ = / eldJ =1,
0 0

and also
+o00 +o00 —To/T
. 1 . e 0
—iTo/T _ io—iTo/T _
Ze 0= | — o—To/T and ;’e = (1= e To/Ty2"
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