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Abstract: Polyatomic gases may be characterized by internal molecular degrees of freedom. As a
consequence, at a macroscopic level, dynamic pressure appears, which may be related to the bulk
viscosity of the gas. Inspired by the models of a single polyatomic gas with six fields, developed
within rational extended thermodynamics (RET) and the kinetic theory of gases, this paper presents
a six-field theory for the mixture of polyatomic gases. First, the macroscopic mixture model is
developed within the framework of RET. Second, the mixture of gases with six fields is analyzed
in the context of the kinetic theory of gases, and corresponding moment equations are derived.
Finally, complete closure of the RET model, i.e., computation of the phenomenological coefficients, is
achieved by means of a combined macroscopic/kinetic closure procedure.

Keywords: mixture; polyatomic gases; dynamic pressure; six-field model; extended thermodynamics;
kinetic theory

1. Introduction

Mixtures are media that consist of several identifiable constituents. Vast amounts of
materials occurring in nature, engineering, and technological processes may be regarded as
mixtures. Therefore, mixture modeling is an important and demanding task.

The modeling of gaseous mixtures may follow different paths. The macroscopic or
continuum approach is based upon the balance laws of continuum mechanics and may be
different depending on the choice of field variables used to describe the state of the mixture.
A coherent macroscopic description of mixtures compatible with fundamental physical
principles is presented in [1]. It is a classical model which relies on generalized Fick’s law
of diffusion. A comprehensive account of multicomponent mixtures may be found in [2,3].
However, within the framework of rational extended thermodynamics (RET), [4] a model
is developed which goes beyond the classical approach and aims to remove the paradox
of infinite speed of wave propagation. On one hand, it resonates with the principles of
rational thermodynamics [5], while on the other hand, extends the list of field variables by
introducing the velocities of constituents. This model was further extended to a so-called
multi-temperature mixture [6,7]. It was then analyzed for its comparison with the classical
approach [8-10] and applied to non-equilibrium processes in mixtures [11-13].

Mixtures of gases can be studied equally well starting from the kinetic theory of
gases. In this (mesoscopic) approach, one firstly relies on the system of Boltzmann equa-
tions for mixture and the choice of the model of interaction between the particles. In the
next step, corresponding macroscopic equations for the chosen set of field variables are
derived as moment equations using the standard moment method [14]. This procedure
requires the approximation of a distribution function that is compatible with the choice
of field variables, which can be done in several ways—classical Grad’s method [15] and
the maximum entropy principle [16-18] are examples of this procedure. It is remarkable
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that under certain assumptions about the interaction of the species one may derive the
moment equations of the multi-temperature model, which are compatible with the model
of extended thermodynamics [19].

Although macroscopic and kinetic approaches to gaseous mixtures seem to converge
in a certain way, there are some open problems that are the subject of analysis in either
context. First, the modeling of polyatomic gases became a topic of intensive research in RET
and kinetic theory in the last decade. Major achievements of extended thermodynamics in
this problem were summarized in [20,21], whereas certain results about kinetic modeling
of polyatomic gases may be found in [22,23]. On the other hand, the description of dissi-
pation in polyatomic gases is a delicate problem, both in RET and in kinetic theory, and
strongly depends on the level of approximation. Apart from the 14-moment description
of polyatomic gases [24-28] and recently 17-moment [29,30], there appeared a simplified
6-moment model, the simplest model which captures the non-equilibrium effects through a
single field variable—dynamic pressure [31]. This model is particularly interesting because
it allows an exact closure, both in macroscopic and kinetic framework [27,32-34]. Moreover,
it is relevant in applications for describing non-equilibrium gas flows with large bulk
viscosity. For instance, it is observed that CO, has a relaxation time for dynamical pressure
much larger than relaxation times for stress tensor and heat flux [35-37]. The aim of this
study is to use this model as a starting point and build up a model of gaseous mixtures in
which each constituent is described by the six fields.

In this paper, we shall develop a six-field theory for polyatomic gases, both in macro-
scopic and kinetic contexts. In the macroscopic description, we shall rely on the methods
of RET, postulate the structure of field equations, use the objectivity principle to give an
insight into the basic ingredients of equations, and apply the entropy principle to choose the
admissible set of constitutive relations. In the kinetic description, we shall apply the maxi-
mum entropy principle to derive the approximate form of distribution function compatible
with macroscopic field variables, and derive the field equations as moment equations for
the system of Boltzmann equations for a polyatomic gas mixture. In particular, for the
computation of source terms, the collision kernel satisfying assumptions from the rigorous
mathematical analysis established in [38,39] is used. These two approaches do not match
completely since the source terms do not have the same form. Moreover, RET source terms
are not entirely determined since they comprise phenomenological coefficients whose form
is not prescribed. To that end, we shall apply the recently introduced macroscopic/kinetic
closure procedure [40,41] to determine the phenomenological coefficients of RET by match-
ing the macroscopic and the kinetic source terms in the neighborhood of local equilibrium
manifold, i.e., in their linearized version.

The rest of the paper is organized as follows. In Section 2, we present the macroscopic
approach to mixture modeling within the framework of RET. In Section 3, the kinetic model
of mixtures is presented and corresponding moment equations are derived. Section 4
contains a combined macroscopic/kinetic closure of governing equations and provides the
structure of phenomenological coefficients of RET. The paper is concluded with a review of
results and further outlook.

2. Macroscopic Model of the Mixture with Dynamic Pressure

In this section, we shall first give a brief recap of the single-component polyatomic
gas model with dynamic pressure, usually denoted as the ET6 model [20,21]. After that, an
analysis of macroscopic equations for the mixture of polyatomic gases will be provided.
Finally, an analysis of constitutive relations through the application of objectivity and
entropy principles will be given.

2.1. Macroscopic Model of a Single-Component Polyatomic Gas

Let us first emphasize that Latin indices denote Cartesian components of vectors
and tensors and the summation convention is assumed, that is, when exactly two Latin
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indices are repeated in the expression, it means that we take the sum over that index. The
governing equations of the ET6 model for polyatomic gases read:

0 0 .

g(Pvi) + aTCk(PUz'Uk —ty) =0, (i=1,23)

0 /1

at(2P|V|2+P5>f (1)

—i—i 1||2+£v—t-v‘—i— =0
oxy 2PV o k kiVi mqk ¢ = Y,

) 0
SELPIVP+3(p T |+ 5 F = P,

where p is the mass density, v}, is the velocity, ¢ is the specific internal energy, t; is the stress
tensor, gy is the heat flux, and the flux Fj is determined by:
Fye = [P|V|2+5(P+H)]Uk/ @

while the following constitutive assumptions are taken for the non-convective fluxes:

tix = —(p+10)ox, qr =0, 3)

where p(p, €) is the hydrostatic pressure, and I1 is the dynamic pressure. In (1)4 P is the
source term of relaxation type.
The entropy density of the gas described with six fields has the form:

h = ps + pk, 4)

where s = s(p,¢) is the equilibrium-specific entropy, while k = k(p, ¢, I1) is the non-
equilibrium specific entropy, which satisfies the equilibrium condition k(p, ¢,0) = 0. Appli-
cation of the entropy principle yields the residual inequality

1 ok
Y= _-p—=P
sfarr 0 ©)
which is satisfied, for example, when the source term is expressed in terms of non-

equilibrium specific entropy as follows

ok
P= Tt (6)
where & > 0 is the function of objective quantities. Additionally, k must satisfy the following
PDE:
ok ok d 5 19 ok II
2% i %P 2_ IO\ Lok L
pap+(P+H)a£+p{ pap+(p+H)<3 pas)}8H+T 0. @)

It was shown that there exists a general solution of this equation that satisfies the
equilibrium condition, and that in the case of polytropic gases it is expressed in terms of a
single variable, I1/p,

_ ks 3/2 ya+1). _ .. a _ 3 I
k—alog{X % } X=1+h Y=losemgss

®)
where kg is the Boltzmann constant and m the molecular mass. Parameter a > —1 can be
related to the number of molecular degrees of freedom D, a = (D —5)/2.

These results were confirmed for a single-component polyatomic gas starting from
the kinetic theory and the Boltzmann equation. Namely, on one side, the non-equilibrium
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specific entropy k is constructed as a moment of the distribution function and is shown
that PDE (7) is satisfied [33]. Moreover, the dynamic pressure source term P is explicitly
calculated and the residual inequality (5) is recovered [27].

2.2. Governing Equations for the Mixture of Polyatomic Gases

A macroscopic approach to mixture modeling is based on Truesdell’s metaphysical
principles. In the framework of RET, their application has to be adapted to the mixture
of polyatomic gases, in which only the dynamic pressures are taken as non-equilibrium
variables. Therefore, the behavior of the constituents is governed by the same equations
as for the single fluid, taking into account the mutual interaction with other constituents
through the source terms:

) )
% + aTck(szUak) = Ta,
2 (000a8) + o (e Ouiak — i) = Mais (i =1,2,3)
ot PaUyi axk Pa0yiVnk aik) = Myi, 1=1,z,
2 /1
at(zpa|va|2+Ptx€zx>, )
) 1 2
+BTCk EPa\Va| + Paa | Vak — takiVai + Juk ¢ = €a,

d
E{Pﬂva‘z +3(pa + ch)}

d
+ aTck{ [Pa|"tx|2 +5(pa + Ha)}vak} = Py + My

In Equation (9), Greek index « =1, ..., n stands for the constituent; T, m,;, ¢, and
M, are the interaction source terms, whereas P, is the internal dissipative source term for
dynamic pressure of the constituent a. Let us highlight that the summation convention
does not apply to Greek letters. For instance,

3
takiOui stands for Z takiOuis (10)
i=1

i.e., the summation is assumed only over exactly two repeated Latin indices i and not over «.
In this model, field variables that describe the state of the mixture are:

ﬁ = (vaa/gm Hlx) (11)

Following the principles of RET, all the constitutive functions have to be locally
expressed in terms of variables 1, i.e., they should depend on their local values in point,
but not on the values of their derivatives.

Truesdell’s principles also state that governing equations for the whole mixture have
the same form as equations for the single fluid, where macroscopic densities and fluxes for
the mixture have to be properly defined in terms of densities and fluxes of the constituents.
To that end, the interaction source terms must satisfy the conservation axioms:

n

n n n
Y om=0; Y my=0 Y ea=0 Y My=0. (12)
a=1 a=1 a=1

However, the sum of internal dissipative source terms P, does not disappear but
represents the dissipative source term for the dynamic pressure of the mixture:

Y Py=:P. (13)
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Summation of the corresponding balance laws (9) for the constituents lead to the
governing equations for the mixture in the form (1), where the mixture densities and fluxes
are defined as:

n

n
p= Z Pa; PO = Z PaOui;  Uni = Ui — Vi;
a=1

a=1
n 1 )
pe = Z{Paea + 5Puc|utx| }}
a=1
n n 1 )
p= Z pa; 1= (Huc + gptx|uzx| )? (14)
a=1 a=1

n
tij = ) {taij — Putlaillej };
a=1

n

1
qi = Z {%z‘ — taijlyj + <2plx|ulx|2 +pa€a>“ai};

a=1

Fuk = plv[*or +5(p + I o + 20,0 ey + Fiik,

where:

N 1 1
Uy =) {Pa (uleutxk - 3|ua|251k) }; (15)
a=1

Fi=Y, {Ptx|utx|2uak +5(pa + Ha)uak}-

a=1

In (14), u,; is the diffusion velocity, and the following identity holds, Y} _; patty; = 0.
Since our analysis is restricted to the polyatomic gases with dynamic pressure, we introduce
the following constitutive assumptions for partial stress tensors and partial heat fluxes:

tuij = —(pa + Ha)5ij; Gui = 0, (16)

where p, (o, €4) are the partial thermodynamic pressures, and I1, are the partial dynamic
pressures. As a consequence, the stress tensor ¢;; and the internal energy flux g; of the
mixture reduce to:

n
ti = — Y { (Pa + T1a)0jj + Pattaitia; }; (17)
a=1
n 1 ,
qi = Z{(p“ +H0¢)urxi + <2pﬂé|utx| +p,;¢8,x)um~}.
a=1

In the mixture theory, it is usual to construct the system of governing equations by
replacing the balance laws for one constituent, say &« = n, with the governing equations for
the whole mixture. Therefore, we list the system of governing equations that will be used
in the sequel, which consists of a mixture governing of equations:

] ] .
g(Pvi) + aTCk(Pvivk —tg) =0, (i=123)

J/1 d 1
5 (2p|v|2 +pe) + axk{ (2pv|2 +p€) Ok — trivi + Qk} =0, (18)

0 0
SPIVE+3(p+ T |+ 5 Fe =P,
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and the balance laws for n — 1 constituents:
dp , 0 _
oF + aTCk(Pb(Uk +upk)) = T,
J d .
57 (0o (0i + up;)) + aTck(Pb(Ui + upi) (O + upk) — tyik) = my;,  (i=1,2,3)
J/1
at<2Pb|V+ub|2+Pb£b)r (19)

9 ((1 )
+37k pr|v+uh| + 0pep | (U + Upk) — toki (V% + Upk) + Gk ¢ = €p,

0
s {polv sl +3(p +11) }

d
+ aTck{ [Pb|v+ub\2+5(pb +Hb)} (Uk+ubk)} — P, + M,

forb =1,...,n — 1. With this choice of governing equations, the vector of field variables becomes:
u= (p,v,&11,pp upepITp). (20)

2.3. Galilean Invariance

Rational extended thermodynamics postulates that the governing equations of the
thermodynamic process have to be invariant with respect to Galilean transformation [42].
This condition is usually called the objectivity principle. To that end, we shall write the
governing equations in a generic form:

0 0

5 Fi(u) = f(u); Fr(u) = F(u)v; + @y (u), (21)

where F(u) is the vector of densities, ®;(u) is the vector of non-convective fluxes, and
f(u) is the vector of source (production) terms. If we represent the vector of field variables
as u = (v,w), where w is the vector of objective field variables, then Galilean invariance
restricts the velocity dependence of densities, fluxes, and sources through the matrix X(v):

F(v,w) = X(v)F(w); ®p(v,w) = X(v)d(w); f(v,w)=X(v)f(w), (22)
where the hat denotes velocity-independent functions determined in the following way:

F(w) =F(0,w); & (w)=®(0,w); f(w)=£0w),
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and X(0) = I. From the governing Equations (18) and (19) one may deduce:
P
P;
30lv[2 + pe
F(v,w) = p|V|2+3(p—|—H) ;
Ob
05 (Vi + up;)
305 |V + w2 + ppey
| oolv+up+3(py +11,) |

- 0 _
—tik
—tkivi + gk .
2(p + D) vy + 20Uy + Fuig
(v, w) = ot ;@

05 (v; + up)upe + (pp + ITp) i
(%Pb|v + wp|? + Pbgb) upr + (pp + ) (v + upg)
[06]V + up|* + 3(pp + TTp) Jupe + 2(pp + TTy) (0 + upr)

1
oL o

The velocity transformation matrix then reads:

[ 1 0 0 0 0 0 0 0]
v bk 0; 0;  0;  Ox 0; O
%\vzz o 1 0 0 0 0 0
vZ 200 001 0 0 0 0

X(v) = |J 0: 00 1 oi 0 0 (24)

0; Ok 0; 0; v G 0; 0
0 0 0 0 Zv2 o 1 0

| 0 0 0 0 |v* 2 0 1 |

Equation (22); , is identically satisfied by (23); » and (24), but (22)3 restricts the velocity
dependence of the source terms:

P= 15;
Ty = T
my; = Tyo; + 1y;; (25)
1

A

ey = ET |V|2 + 111p;0; + €y;
P, + M, = Ish + fb|v|2 + 211;0; + Mb-

2.4. Entropy Principle

The entropy inequality is a supplementary balance law in the form:

oh  ohy
D T, G
m+a@ >0, (26)
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where h, hy, and X are the entropy density, the entropy flux, and the entropy produc-
tion rate, respectively. These quantities may be expressed either in terms of @t = (v, W)
(Equation (11)), or in terms of u = (v, w) (Equation (20)). In either case, (26) must be
invariant with respect to Galilean transformations, which yields:

h=h(W), hy = y(W), T=S(%) < h=h(w), I =h(w), = =(w).

Although both representations will be used in the sequel, we shall express the general
results in terms of variables without a tilde, assuming that they are equally valid for the
ones with a tilde.

The entropy principle, as formulated by Liu [43] and exploited in that way in ET,
states that the entropy balance law (26) must be satisfied for any thermodynamic process
governed by the balance laws (21). In this formulation governing equations are treated
as constraints. Since governing equations and entropy balance law are both quasi-linear
first-order partial differential equations, there exists a privileged (main) field u’(u) that acts
as a vector of Lagrange multipliers, and secures compatibility between the master (entropy)
equation and the constraints:

oh o o . (31: 9F, >

ot T ax ot Tom |

As a consequence, the following relations hold:
dh=v'-dF, dh=u -dF,, Z=u-f>0. (27)

The systems of Equation (27); , serve to determine the main field and the entropy flux,
which is a constitutive quantity. On the other hand, the residual inequality (27)3 imposes
restrictions on the structure of source terms.

The role of the main field is not exhausted with compatibility relations (27). In fact, if
the entropy density # is a convex function of F, then by means of Legendre transformation
one may introduce the four potentials:

Wi.=u F—h h:=u" F—h, (28)

and transform the original system of balance laws (21) into symmetric hyperbolic form:

o (on o (oh o’ ou'  9h ou’
() tan(ow) = © swsw o townwig =t @

Our aim is to apply these presented steps and apply the entropy principle to the
mixture of polyatomic gases with dynamic pressure.

In particular, the entropy density of the mixture is defined as a sum of the entropy
densities of the constituents:

Z Ptxsrx + pak uc (30)

where s, (0a, €x) is the partial equilibrium specific entropy, and ky (o, €4, 11y ) is the partial
non-equilibrium specific entropy. This assumption restricts our study to the so-called
simple mixtures. Denoting the main field components as:

(/\Dér air VIX/ ga) (31)
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the compatibility condition (27); may be expanded:

n n
dh = Y d(pasa + paka) = Y_ {Aadpa + Agid(0avsi) (32)

a=1 a=1

1 -
+ilad <2Pa|Voc2 + Pacfrx) + gvcd(Pa|Voc|2 +3(pa + Ha)) }

In the case of simple mixtures, (32) can be split into equations for the constituents, and
straightforward calculation leads to the following main field:

s 1 1 2\ 1 2\ [(Oka  Oky Ipa
Ay = Ta(g,x E‘V—Fua‘ > (&x E|V+llac| )(aglx o1l e,

oky (Opa 1 2 oky
PudtL, (apa 31V ) Rt PG
X Uity aka_ Oky Opx 2 Oky ' '
Nyi = T, (aslx oI, o¢, gprxﬁ (Vi + i), (33)
1 0ky Oky Opq
Fe = T, e AL, 0k
7, = 1 dky
© = 3o,
Furthermore, it may be shown that dual entropy density has the form:
n N 2 N
W=-% (ﬁa +2€a) (pa +11) = 1. (34)
=1

Finally, using (28); in the form /i = - -1, partial differential equations for non-
equilibrium specific entropies are obtained:

oy
dey

ok
P+ (pa +11a) (35)

aapa

Ipu 5 10dpa\)| ke Il

— L) = - — == =0.

+p“{ P“apaHp” “)(3 P 04 BH,X—FT,,‘ 0
It is obvious that Equation (35) for partial non-equilibrium specific entropies are not
coupled, and have the same form (7) as the one in a single-component gas. Therefore, we

may use the solution obtained in the ET6 case, and adapt it to the multi-component case:
k

ke = - 2 log{ X3/2 vt} (36)

My
where m, are the molecular masses of the constituents and

I, 3 Il
X 1+Pa' Y, =1 ot D) e (37)

The parameter a, > —1 can be related to the number of molecular degrees of freedom
D, of the constituent [20], 4, = (Dy — 5)/2, or to the specific heat [28].

Once the main field (33) and the non-equilibrium specific entropy are determined,
the residual inequality may be exploited to determine the restrictions on the source terms.
To that end, one has first to calculate the main field components with respect to u field
variables (20). Denoting the main field components as:

u' = (A/ Ai/ H, g/ )\b/ Abir Kb, gb)/ (38)
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and using the density vector (23);, the compatibility condition (27); becomes:
1
dh = Adp+ A;d(pv) + p d(2p|v|2 + pe) +d(plv/2+3(p+11))
n—1
+ Y {Apdpp + Apid(ppvp:) (39)
b=1

1
+ipd (ZPbe|2 + Pb€b> + Cpd (Pb|Vb|2 +3(pp + Hb)) }
Since dh must have the same form in (32) and (39), the following relations must hold:

A=Kn, Ay =R — A,
Ai = Api, Api = Api — Ay, (40)
W=fn, o= — fin,
gzgn/ gh:gb_gn-
The explicit form of the main field is provided in Appendix A.
The residual inequality (27)3 may be reduced to a velocity independent form:

T=u-f=4d-f>0,
which can be expanded to:

n—1
L =P+ Y {Apty + Ayt + fipéy + Cp (D + My) } > 0. (41)
b=1

Taking into account identities {=Cnand {, + = {p, as well as definition (13) of the
source term in dynamic pressure balance laws for the mixture, (41) can be transformed into
a linear combination of the source terms:

n n—1
L=) CuPu+ Y {Apty + Apitiiy; + by + (oM} > 0. (42)
a=1 b=1

This equation imposes restrictions on the structure of source terms since the residual
inequality (42) must be satisfied for any thermodynamic process.

The simplest possible way to secure the non-negativity of the entropy production rate (42) is
to choose the source terms such that they become a positive semi-definite quadratic form. First,
note that the internal dissipation terms P, are separated from the interaction terms. Taking into
account that they are mutually independent functions of partial (constituent-related) objective
quantities, one may choose them in the following form:

A ~

Py =wy(Wy)ls, a=1,...,n, (43)
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where w, (w,) > 0, and w, denote the partial objective quantities. The remaining source
terms may be constructed in the following way:

n—1
& = 3 (9h(W)Ae + gf(w)e + ol (w)Le),

IS o
|
_

~

(W)Aci/

3
T
I
[
=
g

_ =

(44)

N
<
|
:| [

(BF(w)Ae + 85 (e + 61 (W) ),

S o
|
—_ =

Wy = X (g (w)Ae + 5 (W)t + (W) Ee ).

o
—_

Note that we took into account the cross-effects by expressing the source terms of the
same tensorial order, here 1, é,, and Mb, in terms of the main field components of the same
order, i.e., Xb, fip, and é p- This will be crucial for further matching of the macroscopic and
the kinetic source terms, and explicit computation of the phenomenological coefficients,
ie., @s, s, Us, and xs. Furthermore, the phenomenological coefficients are matrix functions
whose form must be such that quadratic form (42) is positive semi-definite.

In the sequel, we shall restrict the attention to chemically inert, i.e., non-reacting
mixtures, which means that 7, = 0 by assumption. As a consequence, ¢f, = ¢¢ = ¢M =0,
and 6, = xf, =

2.5. Principal Subsystems of Non-Reacting Mixtures

The construction and properties of principal subsystems are exposed in detail in [44].
For their proper recognition, one has to analyze the system described by the main field
u’. Assume that the main field is split into two parts, u’ = (v/,w’). Then, balance laws in
symmetric form (29) may be written as:

9 (N (v, w) o (o (v, W)\
at(av’ ) + axk<8v’ ) =p(v,w),
a (N (v, w) o (o (v, w)\ .,
at<aw’ ) + axk(aw’ ) = (v, w).

The principal subsystem is the system obtained from the complete one when constant
value w/, is assigned to w':

a (oK (v, w.) 0 ahfc(vl,w;) - .,
Bt(av’ >+E)xk<8v’ >—P<V'W*)'

Such a subsystem is accompanied by a sub-entropy law for a properly defined sub-
entropy, and its characteristic speeds satisfy the sub-characteristic condition—they are
bounded by the characteristic speeds of the complete system restricted to the state space of
the subsystem.

Restriction to the subsystem in terms of the main field amounts to discarding the
balance laws in the original system to which w’ corresponds. In most physically interesting
cases, w, = 0, since this part of the main field is usually related to non-equilibrium
variables. In the sequel, we shall present the most important subsystems in the mixture of
non-reacting polyatomic gases.

Case 1: Multi-temperature mixture of Euler fluids. First, the subsystem is obtained if
we assume {; = {; — {n = 0, which immediately implies {; = ... = {,, or explicitly:

ok; ok,

Pgm, T P,

= C = const. (45)
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Constant C is common for all main fields since every k, depends on the state variables
of o constituent only. Although (45) indicates that every k, is linear in I, it is clear
from (36) that conditions (45) cannot be satisfied unless 11, /p, = 0, i.e., Il = 0 for all
a=1,...,n Insuchaway C = 0and k, is independent of I'l,, which implies that k (0, €x)
becomes redundant and can be absorbed into s, (o, €« ). Therefore, we may take k, = 0, for
alla =1,...,n, without the loss of generality.

A consequence of the result obtained under the assumption {; = 0 is that partial
dynamic pressures vanish, and {, = 0 and { = 0. Therefore, in this subsystem, we may
discard the balance laws (19)4 for the dynamic pressure of the constituents, and the balance
law (18)4 for dynamic pressure of the mixture. Thus, we end up with the system (18);_3
and (19)1_3, that is with the multi-temperature model for the mixture of Euler fluids, whose
primal field variable vector is u = (p, v, €, pp, Uy, €p).

Case 2: Single-temperature mixture of Euler fluids. Next, a subsystem is obtained
if, along with {, = 0, we assume y;, = 0. From the analysis of Case 1 we have k, = 0,
so that condition yj, = fi, — fiy, = O reduces to Ty = ... = T;, = T. Therefore, we may
discard the balance laws (19)3 for the energy of the constituents, and we end up with a
single-temperature model for the mixture of Euler fluids (18);_3 and (19);_,, whose primal
field variable vector is u = (p, v, ¢, pp, up).

Case 3: Equilibrium subsystem. Among all principal subsystems, the equilibrium
subsystem has a special status. It is the system for which the entropy production rate
vanishes for all thermodynamic processes, g = 0. In the case of a non-reacting mixture,
this condition will be satisfied if and only if:

éb =0, Ca=0, iy =0, Abi =0.

In Case 1 we saw that the first condition implies the second one; they imply I, = 0 and
ky = 0. Case 2, which corresponds to the third condition, imposed further restriction T, = T
for all the constituents. The last condition introduces the final restriction u,; = vy; — v; =0,
ie., v,; = v;, which means that motion of all the constituents is described by the common
velocity field. In that case, we may discard the balance laws (19), for the momenta of
constituents. The governing equations consist solely of balance laws (18);_3 and (19),
and the primal field variable vector is u = (p, v, ¢, pp). To avoid ambiguity, we note that
“equilibrium” does not mean that field variables are constant and uniform. The equilibrium
subsystem rather defines an equilibrium manifold of the complete system on which the
entropy production rate vanishes.

2.6. Linearized Source Terms in Non-Reacting Mixtures

Source terms (43) and (44) are expressed in terms of main field components and
phenomenological coefficients. The macroscopic theory does not have means for the
complete determination of the coefficients. However, they may be evaluated if the source
terms obtained using the entropy principle are matched with the source terms obtained by
the methods of kinetic theory. This matching cannot be performed in a general case, i.e., far
from equilibrium, but only in the small neighborhood of the equilibrium manifold. To that
end, we shall derive the linearized form of the source terms and use it in the sequel.

The equilibrium manifold, as determined in Case 3 of the previous Section, reads
ug = (p,v,¢0,0p,0,T,0). The linearized form of the source terms (43) and (44) should be
linear in u — ug. For P, we obtain from (36) and (43):

A 1k 3
lin _ "B Pua
Pt = 2 m, (1 + 72( )>wtx (WqE) P2 g, (46)
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where w,g are partial objective quantities evaluated on the equilibrium manifold. For #;,
¢, and My, from (36), (44), and (A3) we obtain:

Uy

n—1 Ui —
- Z Ype(WE) = T (47)

R 0.—0
hn Zebc WE{ CTZ n (48)

+3k3(1+ 3 )HC —3k3(1+ 3 )Hn}
2 me 2(ac+1) ) pegece 2 my 2(ay +1) ) pugene

— 1k 3
M 1 hB Pc
L <WE>{ 2mc (1 " 2a +1)) 2

c=1
1 kg 3 On
o1+ ——x | 51, p,
Zmn< 2(an+1)>pglE ”}
o 0, -0
Mp" = bec WE{ — (49)

+3k3(1+ & )HC —31"3(1+ > )H”}
2 me 2(ac+1) ) pegece 2 my 2(an+1) ) pugene

n_l 1 kg 3
et~ (1 g ) A

=1 ¢

1 kg 3 On
trs—(1+57——=% I, ,,
Zmn< 2(an—|—1)>an "
where u,; = v,; — v; and ®, = T, — T. All the quantities with subscript E are evaluated on
the equilibrium manifold. Although the coefficients are restricted to their values on the

equilibrium manifold, it will turn out in the matching procedure that this is sufficient for
the complete closure of the source terms and governing equations.

3. Kinetic Approach to the Mixture with Dynamic Pressure

A kinetic approach to the modeling of a polyatomic gas mixture will be based on the
system of Boltzmann-like equations for a polyatomic gas mixture written in the so-called
continuous internal energy setting. The model is introduced in [22,23] and assumes that
the constituent « is described by a distribution function f, = fx(t,x, £, I), which depends
on macroscopic variables time f > 0 and space position x, and on variables of microscopic
nature, namely molecular velocity & € R? and molecular continuous internal energy

€ [0,00). If the distribution function changes due to transport and collisions between
molecules, then its evolution can be modeled by the Boltzmann-like equation

O t & Vufu = Y Quslfur f3) (& 1. (50)
p=1

The collision operator Qu(fa, fg) encodes the influence of the constituent « on the
constituent 5 due to molecular collisions, here assumed to be binary,

Qup(far fp) (S, 1)
ap
/ (fafﬁ*l I,aﬁ fafﬁ*>Baﬁ%ﬁ(r,R)derdtde*dg‘*, (51)
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for any a,, a g > —1, with the region of integration
A:=R3x[0,40), K:=10,1]* x S?
and standard abbreviations for a distribution function g,

¢:=9(t,x,&1), g :=g(t,x, &, L), § =gt,x,&, 1), ¢ =glt,x&,IL).

The primed quantities corresponding to post-collisional velocity—internal energy pairs
(&,1') and (&, I.) are obtained from the pre-collisional ones using transformations

C’:G—F& 2RE0_/ f,‘;:G—& 2RE0_/
my + mg Hap My + mg Hap (52)

I'=r(1-R)E, IL=(1-r)(1-R)E,

where the center-of-mass reference frame is introduced with the reduced mass ji,, velocity
of the center of mass G, and molecular relative velocity g,

Mym M6 + mgé,
Pap = b G=— P g_gog, (53)

My +mg’ My +mg
and the total energy of the molecular pair is

Hap
2

%|g|2+1+1* =g P+ + I = E (54)

Note that Equation (52) is a parametrization of the conservation laws at the collisional
level

Mg +mpl, = mag’ + mﬂdﬁ

Z z My 112 | B2 2 (55)
S+ L I Lo= B e

with the angular parameter ¢ € S? (unit sphere in R%) and parameters of the Borgnakke—
Larsen procedure 7, R € [0,1].

The collision kernels B,z := By (¢&,¢,,1,1,R,r,0) > 0are assumed to be invariant
with respect to collision transformations corresponding to the interchange of pre-post
variables and the interchange of molecules, namely are assumed to satisfy the following
two micro-reversibility assumptions

Bug = Bup(&, 8., 1,1, R,1,0) = Byg(&, ., I, I, R, 1, o)
= B (64, 8, L, LR, 1 —1,—0).

The function ¢, is defined by
Yap(r,R) = r"(1—7)"% (1 — R)™T%FIRY2, (56)

It incorporates the Jacobian of the pre-post collision transformation [23,39] and its
shape is a consequence of the choice of the gain term weight factor, both securing the
well-defined collision operator weak form,

/A Qup(far o) (& Dx (& T)dI dE

_ 1<<X/ — X) fu fp« Bap PapdRdrdo dl,. dg, dIdE, (57)

AZx
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for any suitable test function x(¢, I). Note immediately that for the choice x(¢&,I) = my,
the conservation property holds,

[ e Qup U f3) (&, D1 & = 0. (58)

Another form can be obtained by taking test function ¢(&, I) and considering operators
Qup and Qp, simultaneously,

[ (Qupla £5) @ D X(E 1) + Qe £) (€ 1) 9(2, 1)) AL 2

= K(x’ +¢L — X — ¢s) fu fpr Bup ap dR dr dodI. dE, dI dE.

AZx

It allows us to conclude that the conservation property for the test function corre-
sponding to the molecule’s momentum and energy is valid only for the same-species
operator,

/A (ﬂ; (gr&i I) Qua(fa, fu)(§,1)dIdE = 0.

Otherwise, interactions with different constituents induce non-vanishing collision op-
erators and production terms for the right-hand side of (50) when appropriately integrated.
Conservation property holds only for the whole mixture, i.e.,

5 [ (s ) Qe D drdg =0,
b RN N[ R
B
Furthermore, for models (50) and (51), the H-theorem is proved in [22,23] with the
entropy production D defined as
n
D= Y [ Quplfu f)(&1) loglfu(, 1)1 ™) dI dg, 59)

a,p=1

and the equilibrium distribution function

3
Pa [t Mo \? —gpr (%10 f+1)
1) = T2
fﬁ((gl ) My (kBT)ﬂ"‘Jrlr(ﬂa + 1) (27{k3T> e "B 7 (60)

with p,, T >0and v € R3, where T represents the Gamma function.

3.1. Macroscopic Densities as Moments of the Distribution Function

The six-moment macroscopic model (9) can be obtained starting from the Boltzmann
Equation (50) by integration against the suitable test functions over the space of microscopic
variables (&, 1) € A = R3 x [0,00). Test functions that correspond to the six-moment models
are m

My, g, ST malgl. (61)

In order to define each macroscopic density appearing in (9) as the moment of the
distribution function f, we first introduce the peculiar velocity c, as the relative velocity of
the molecule with respect to the macroscopic velocity v, of the constituent «,

Cy =¢C — Uy (62)
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Then, the macroscopic densities are defined as follows

Pa My

Pu¥a :/ Mk tx,& 1) dld 63

ppggtx A %lcldz_'_l fﬂ((/x/g/ ) gi ( )
3(pa+nﬂ) mtx|Ctx|2

corresponding to the mass, momentum, and total energy density and the trace of the mo-
mentum flux for a-th component of the gas. Moreover, entropy densities of the constituents (30)
can be defined as the moment of the distribution function as well,

he = —kg /A fu log(ful ™) d1de. (64)

Since in this paper we restrict attention to polyatomic ideal gases with constant specific
heats, we use the following relations throughout the paper,

_ Pa — 5\ P
Pa = "y, kpTy, En (atx + 2) Poc’ (65)

for any constituenta =1, ..., n.

3.2. Macroscopic Equations as Moments of the Boltzmann Equation

The governing equations for densities (63) can be derived from the kinetic theory by
means of the integration of the Boltzmann equation (50) against the six test functions (61).
These evolution equations correspond to the ones from extended thermodynamics (9) after
we define the non-convective fluxes,

Eik —MuCpiCuk
e | = / (% leal +1)cwr | fultx,& 1) dI1dE, (66)
Foox M |Ca|® Cak

as much as the production terms corresponding to the momentum and energy density and
trace of the momentum flux equation, respectively,

my . MeG
o | =X [ | w1 | Qulh fp) @ Ddde 7)
mzx B m,x|§|2

We immediately realize
1
= 5%+ &, where & = 1 [ 1Qup(fu ) (& 1) dldE, (68)
B

Note that for the production term T, from (9) it holds 7, = 0 in this model, because of
the weak form conservative property (58).

3.3. Maximum Entropy Principle for the Six-Field Mixture Model

The aim of this section is to formulate the maximum entropy principle (MEP) with
the constraints corresponding to the macroscopic densities (63). The outcome of this
principle is the distribution function whose dependence on the variables ¢, x is through the
densities (63). We will show in the upcoming Section 3.4 that such a distribution function
yields the closure of fluxes (66) since it enables expressing these fluxes in terms of densities,
as much as the computation of the production terms (67), for the specific choice of the
collision kernel.
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Lemma 1 (Six-field distribution function). Solution of the maximum entropy principle

n
max(g, ) h=—kp})_ /Afa log(fol ™) dIdg
a=1

Pa M
0 My Cy
s.t. = dIdé. 69
(a0 +3) pa /A Moy 1 | e 19 ©
3(Pa+nrx) mzx|czx|2
foranya =1,...,nis given with
6 P (U R (Un|g—0a 2+ Vi)
A:I”ai - e o (U |6—0a "+ Ve 7
fa ma(rc) I‘(anrl)e ’ 70)
U= Mex-1 oy = Ly (71)
fokT, CTkT, Y

with X, and Y, from (37), that provides convergent moments if X, > 0and Y, > 0.

We refer to (70) as the six-field distribution function.

Proof. The extended functional for this variational problem with constraints is

£:h—;\a/Am,xfadIdg—i—[\M/Amacaif,xdldg

"‘ﬁvz/A(%kﬂz"‘I)fadld§+§~a/Ama"‘-a|2fwd1d§/ (72)

where Ay, Ay, fla, and Cy are multipliers that coincide with the ones from (32), and we have
used the summation convention (10). The Euler-Lagrange equation reduces to 0L/5f, = 0,
whose solution is

f _ Iaae_l_%}\d_%/xaicai_éﬂﬂ(%‘Cﬂ‘2+l)_%ga|cﬂ‘2
n = .

We plug this distribution function into constraints of the problem (69), which allows
expressing multipliers in terms of macroscopic densities, which yields the final expression
féasin (70). O

The six-field distribution function (70) yields the closure of the six-field model for a
polyatomic gas mixture (9), as shown in the upcoming Section 3.4.

3.4. Closure of the 6-Moment Mixture Model

In this section, we start with the six-field distribution function (70) and plug it into the
definition of the unknown non-convective fluxes (66) and the production terms (67) for a
specific choice of the collision kernel, that will allow the closure of the system (9).

Taking f = f¢ in (66), by exploiting parity arguments we obtain the following expres-
sions for the non-convective fluxes,

tik = (pa +T1a)dix, Gak = 0, Fooor = 0.

Therefore, we conclude that the approach from the kinetic theory yields the same left-hand
side expressions as the model issuing from the extended thermodynamics described in (9).

Next, our aim is to compute production terms my, ¢, and 3, that correspond to the balance
law of momentum and energy density and momentum flux for each species «, « = 1,...,n, as
defined in (67). Production terms can be determined only for a specific choice of the collision
kernel. In this manuscript, we take the collision kernel model recently proposed in the study
of the well-posedness of the space homogeneous system of Boltzmann equations describing a
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mixture of monatomic and polyatomic gases [39]. The same form in the case of single polyatomic
gas with frozen collisions was already shown to be consistent with the experimental data and
DSMC method in the series of papers [28-30]. Moreover, in the case of the six-moment model
for a single polyatomic gas in [27], it is shown that such a collision kernel model provides
complete agreement with extended thermodynamics models of six fields [32], as it satisfies the
entropy residual inequality on the whole range of model validity.

Thus, we take the following collision kernel model

Baﬁ(§/ g*/ I/ I*/ R/ T, 0’)

o r(1 - R)I ¥ (1-7)(1-R)L s
“sph | (RE-2F) " a(p) (R TE) ) o

where K,p = Kg, > 0 is the dimensional constant, the constant k,z serves to achieve
consistency with the monatomic case [29],

2 F(aa+aﬁ+ %)

kap = VA T(as + 1)L (ag + 1)’ (74)

Yap = Ypa = 01is the potential rate and 1 > 0 controls the influence of the internal energy.
Production terms are computed in the Appendix C, here we only summarize the final
result. Let us introduce constants

1

T(ay+ag+3)
ICOL‘B — K(Xﬂ mamﬁS\/E

RN
T(aq +ap + 25

2 (75)
T(a,+1+ % ~Yap/2
C, = ( i) ﬁ(ZmO f , fori=ua,pB,
[a, +1) 2 \3
and terms involving regularized hypergeometric functions defined in (A6),
2
1 _ o fap|0a— Y/ 2r(y43\ g (y+3 3 2
Fy = etlnla 052 ) B4 3 aulen - o), (76)
2
2 —aup|va— —y/2 +5 = (y+5 5 2
Fy= el o r(yT) 1F1(ny§f“aﬁ\”a — v )
for some y > 0, with
g = 77)
ulx + U‘B

for Uy and Up defined in (71), and the term

_ ™ Pap  (Us Up Top+7
Dyp = ma+mﬁ(a“+aﬁ+2)+2(ua+uﬁ)(m,x o (0 + a5+ 257).

The source term corresponding to the momentum of the constituent « is
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n
My = ) pupp Kap Map
p=1
B
n
7
= = ) pupp Kop (00— 05) prap (s + ap + 57 ) 78)
=1

B=
BFa

3+'ch,8 2 sz C,B
X (r( 2 )‘Fry"‘ﬁ—i_r](v"/aﬁ/z—i_v"m;‘i/z))'
a B

with V, and Vj defined in (71).
The source term 3, in the equation for dynamical pressure of the constituent a has a
part related to the source term m, and the internal part P,

- . Uyv, + Ugo
PBa = Pa + Zﬁ; W ) (papﬁlcfxﬁm“ﬁ)

n ~ ul)‘va + uIB'UIB
= /;Papﬁ’caﬁ <q3a/3 +2 Uy + Ug " Map (79)
n
= 2 PaP/SICa/szxﬁ/
p=1

where the internal part ‘:B,Xﬁ reads
& Yapt+3
Pop = HapDapT (15 ) Fhioy
2mg oyt (an+1  ap+1Y
+ ma+mﬁr< 2 ) Va + Vs '7:7“5

o mg Y Ca Cp 1
11 Hap (D“ﬁ My +mg 2 ) (Nw/z + N7 72 (80)
B

14

+31 % Ty Yap /2
My + Mg a B v

n aﬁ+1+72iﬁ+ﬂ,x+1 C,g
Vﬁ VtX V’Ya‘B/z ’

B

Note that the part containing m,s vanishes when summed over a because it changes
the sign when a is interchanged with g, i.e.,, myg = —mg,, implying

non UD(U“—FUﬁTJ‘[g)
2 PaPp Kup| ——— | -mup =0,
L L pep ”"3< U, + Up P
£

=™
R

Thus, this part can be included in the interaction source term M, from (9) obtained
within extended thermodynamics modeling.
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Finally, the production term in the balance law for the total energy of the constituent «
is determined by (68)

n

1 _ PBap |
ey = Ema + e = Z PaPp K;xﬁ( 2“/3 + ea‘B>/
p=1
pFu
with &, given by

< wp T3
fp = (00 + 1)r(%)
Hap 1 i_i _T—'_% 1
X{ 5 f2+vag+<(aﬂ+l)<vﬁ A A }—va,s}

1 Yap
+17sz/3(11“+ + Ca+aa+1cﬁ)]_.21

2\ ye” vee? (81)
5
75\ Ca [@p+1 ag+3
+ n\an + 1 + - ( -
( ) V[Q’aﬁ/z V‘5 Vi
(ot ) Co (ap+1+5L ap+5+7%E
71 o V‘gu‘ﬁ/2 Vﬂ Va .

3.5. Linearized Source Terms in the Kinetic Approach

We introduce the following shorthand notation,
w = (va, v, Tu, Tg, T, Tg), w° = (v,9,T,T,0,0).

For a production term A = A(w), which in general depends on the vector of variables
w, the linearization is obtained via

A(w) ~ Aw®) + VA®@) - (w - wO) =: Alin,

In the present paper, we consider production terms m,, 3, and e, corresponding to
the momentum, non-equilibrium pressure, and internal energy production terms that are
computed in (78), (80) with (79), and (81) with (68), respectively. First, we observe that all
of them vanish at the equilibrium state,

my(w?) =0, Pp(w®) =0 and ey(w?) =0.

Then it is needed to compute gradients. Computations are performed in Appendix D,
here we only list the final results.
The production term m, is approximated as follows

. 1 Yap
mll;n = — Z szpﬁ Mtxﬂ T2 (v,x — Uﬂ), (82)
B=1
B#

where the constant Mg > 0 is symmetric in (a, B), whose form is detailed in (A23).
The production term ‘B, given in (79) is linearized as follows
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where 77 g > 0, Pﬂi > 0 and 7501?5 are constants listed in (A25) that do not experience any
symmetry in («, B).
The production term ¢, is linearized as follows

elin — 3 . mlin

e T1
= Z Papp (%T T (Ta—Tp) = Ep T2 ——

b

an

Tap Ilg
+5/5,XT —P ), )
kg n B

where the term mli" is from (82), £ leﬁ > 0 and 5025 are explicitly given in (A31). Let us

emphasize that £ p Is positive and symmetric in («, B).

4. Macroscopic/Kinetic Closure

It is shown in previous sections that the macroscopic approach of extended thermo-
dynamics and kinetic approach based upon moment equations lead to almost equivalent
models of gaseous mixtures with dynamic pressure. In fact, the differential part of RET gov-
erning Equation (9) is the same as the differential part of the moment equations derived in
the kinetic approach (see Section 3.2). The difference lies in the functional form of the source
terms. Although the RET source terms have a form that nicely reflects their interaction
character, they have one shortcoming—phenomenological coefficients cannot be completely
determined within this framework. On the other, within the chosen level of approximation
(determined by MEP), the kinetic source terms can be explicitly computed and expressed
in terms of macroscopic field variables and properties of the constituents. However, their
functional form is less appreciable than the one of extended thermodynamics.

To keep the advantages of both approaches we propose a combined
macroscopic/kinetic closure. It is based upon the fact that either source terms have the same
form of linear approximation in the neighborhood of the equilibrium manifold. Therefore,
we may use the kinetic source terms in the linearized form to determine the phenomeno-
logical coefficients of the macroscopic source terms. This method has already been applied
to a multi-temperature mixture of Euler fluids [40]. Although these coefficients will be
computed on an equilibrium manifold, they present a first approximation of the general
phenomenological coefficients. Thus, they can be plugged back into nonlinear source terms
of extended thermodynamics. In such a way, the nonlinear part of the source terms will
still bring the desired information about the non-equilibrium behavior of the system. This
was recently used in the analysis of shock structure in multi-component mixtures [13,41].

In the sequel, the phenomenological coefficients will be computed for each group of
balance laws.

4.1. Momentum Balance Laws

The source term r1;; computed in (47) from an extended thermodynamics point of
view can be rewritten

Upi

n—1 Ui —
- Z lphc(WE)%

n—1 w
(-t >)<ud—ubi>+<2“’bf§”><um i)

M |

c=1
c#b
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Transforming (82) in a similar way, taking into account v, — Ug = uy —up, one obtains

. n T
m,lj}“ = — Z Papp Mapg T2 (04 — vﬁ)
p=1
#
. » (85)
4P Jan
= — Z PaPp Maﬁ T2 (ulX - uﬁ) — PaPn My T2 (ulX - un)
p=1
B
Using the equality ﬁli‘l“ = ml", after straightforward computation the following form
of phenomenological coefficients is obtained

—PbPc th T%+1r c 7é b,

n
lpbc(wE> - Z PdeMdeY%+1, c=", (86)
iZb
forb,c € {1,...,n — 1}, where the constant M. > 0 is from (A23). It is symmetric with
respect to (b, c), which implies that matrix [p.]1<p c<,—1 is symmetric as well.

4.2. Energy Balance Laws

First, we rewrite the linearized form of energy production term (48) of extended
thermodynamics, by exploiting the relation (65) between specific internal energy density
and pressure, i.e.,

ks pe _me 1 kg 1 _ 2 m 1
me ng kg PCTZ’ Me PeEECE 2a. +5 kg PCT2

implying

-l (wg) - mc 11 - my, 11
slin bc\"WE clle niln
é —_E -0, +0 +AA}
’ c=1 z { ‘ ! CkB Pc nkB On

N O We) [y me ey o T Y,
T2 kg POc kg On

c=1

with notation 28 +5 3
ac ~
Ac= —-—~, A= ———. 87
7 4(ac+1) 7 2(ac+1) ®7)
slin

Adding and subtracting suitable terms, ;" can be transformed to

4 ”195(w){ - my 11 ( ~mH>}
Alin bc E bllp cllc
em = Op,—Ay——— O — Ar——
b C; T2 "k R

c#b

—1gM
+"219bC(WE){A my 11, Amch}

T2 bgﬁ— CkBE

) (88)

”16€(w) -~ my I1 ~ My, 11
be E b1lb n tin
— Y e )30y - At - (@, - A
<c_1 T2 >{ ’ ka Pb < ! nkB Pn)}

n=1 oM (wr) [ [
be (WE my 1T, my I,
<§ s {AbA }

c=1 ks pp " kg PT
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On the other side, the linearized energy production term (84), computed by evaluating
the Boltzmann collision operator, can be presented as ¢i™ = v - mi" 4 ¢lin and the velocity
independent part can be written as

i -y I1 i mg I1
= - ZP“Pﬁngzxﬁ{(a“ Ak be (Gﬁ_ ﬁkBﬁP[f)}

5#
o
. my 11, . mﬂnﬁ
— Y pap T 2 A 5 - £ A 5 - £
ﬁz " {( ' ""S)kB P - (4 ﬁ"‘)kB P8 (89)
BFa
_ mor [ g Malle (o g omally
Pupn T2 5“{@« Ax kg o« (G)n An kg Prt)}
T _em\Malla (g o7 o) mally
pﬂép" {(A szn gan) kB Ptx (Ai’lgzxn gmx) kB Pn }

From (88) and (89), equality &i" = &li" yields explicit form of phenomenological
coefficients. Firstly the expression for off—dlagonal terms of 0} ,

e (WE) = —pppc EbTC T%J’z, forb,ce {1,...,n—1}and b # c. (90)

Off-diagonal terms of 6} are obtained from the system

The [~ oM (W)
popc T ¥ (AL - &) =~

The [~ o0 (wg)
PbPCT 2 (Acgbc gcb) = bCTAC’

Since these two equations have to be compatible, one obtains

oM (w E)_PbP e EppAc — Sg{u,
T2 e ApA. — AA,°

or explicitly
e 1 28y +1)E5] — 2(ac +1)E]
ap — ac ’

©1)

Ope (WE) = pppcT 2

forb,c € {1,...,n—1} and b # c. Exploiting further comparison of (88) and (89), diagonal
terms are obtained, forany b € {1,...,n — 1},

Vpn
05, (WE) = ppon £, T2 T2 — Z Opa(WE),
d;éb
or explicitly
w Vpd
O (We) =0y ) paEpg T2 2, (92)
o)

and similarly

2(ap +1)E —2(ag + 1)EL
a —ay '

v
O (WE) = —py 2 pa T 52 (93)

d;«éb
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4.3. Dynamic Pressure Balance Laws

In the same fashion as in the case of energy balance laws, the source term ]\7[?“ from
(46) can be transformed into

. n—=1,e - ~
M%}ln — Z Xbc(WE){®C+®n+ACYnCI_ICAnWrIn}

&5 12 ks pc k pn o
_’f%%(wﬂ{A melle mnﬂn}
=1 T2 CkB Oc ! kg On ’
with notation (87), while (46) becomes
plin _ _ Wa(WaE) , M Iy
PN = 2 Ay ks o (95)
Therefore, we may write
n—1 e
slin | ofli Xy (WE) z my I  me Il
Plln+Mlln: be {@ A0 (. —A. L€
c#b
n—1,M
XhC(WE){ my 1T, me Hc}
+ = LA —— —A——
c:Z‘i T2 ka Pb CkB Pc
c#b (96)
n—1,e
Xpe(WE) { ;1 I, ( + My Hn)}
— Op—Ap—— -0, —Ay——
((:_Zl Tz b ka pb n i’lkB pn
B ’EX%(WE) {Abmbe_A mnnn} _wp(Wig) 4 mp 1Ty
n .
=1 T2 kB Op kB On T2 kB Op
On the other side, (83) can be recast as ‘B}Xin =2v- m},f“ + fi?},}n where ff3},}“ reads
~ls n=1 Tap ~ m., 11 . mgll
lin —=pT a - BB
= - T2 POy —Ay——— | Og — Ag——
g ﬁ;""“’ﬁ “ﬁ{ "% pa ( PP ke p;s)}
B
—Epap,gT”zﬁ{(AaPT +PH)@&— (457, +75“)mﬁnﬁ}
5;1 ap ) kg 0n ap B ) kg 0p 97)
o
Yan ~ my 11 ~ my T1
— Pafn T2 PucTn{@a—Aah:p:— <®n —Ank]:p:>}
— Pup T”’J‘{(A Pr +PH)@&— (4.7} +75“)m”n”}.
afn alan an kB Ou n’ an an kB On

From (96) and (97), and equality péin + M%}n = ‘i?lbin we may compute the phenomeno-
logical coefficients. A straightforward application of the same procedure as in energy
balance laws yields the following form of the coefficients x{_.(Wg)

—oupe PLTH2, 41,
Xbe(WE) = i popa PLTH 42, ¢ =1, (98)

=1
d#b
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for b,c € {1,...,n—1}. For computation the off-diagonal terms xé\f(wE) we obtain
two equations:

M
T [ Xpe (WE)
—popcTH (APl + PYE) = oA,
M
Te (5 . Xpe (WE)
—popcT ¥ (AcPp + PlE) = HEgA.

As a consequence of their compatibility, we obtain
I 4 ST A

%4’2 pbcAC — Pbchb
ApAc — AcAy

_ Jbe 4o T ch(1+ab)(1+ac) X
= 2t 2l B

Xor(Wg) = —pppc T
99)

where the last expression is obtained thanks to computation performed in (A26) with
P > 0 symmetric in (b, ¢) and given in (A27).
Further comparison leads us to the following system of equations

Ton [ ~ n—1 Xec w wn (W
ovonT 2 (AyPp, + Pht) = {(Z h1(~2 E)) N b(szE)}Ab,
c=1

n—1 e
ovpuT 2 (AnPf, + Plt) = (Z Xbc:(erVE))Aw
c=1

By first eliminating x} (wg) one obtains

The - - .
wp(WpE) = %T £ [(AhAn — AnAp) Py, + PoyAn — PﬁAb}

§ (100)
Ton
= oponT 2 2m,PE,
after involving (A28) with P > 0 given in (A29). Note that coefficients wy,(wyg) given
in (100) formally depend on constituent-related objective quantities in equilibrium, since
the properties of component n do not enter into the description of the mixture and can be
treated as parameters.

With this result at hand, compatibility of the equations leads to diagonal phenomeno-
logical coefficients

n PILA, — P A
Xop(wg) =Y PdeTW%”M - wh(WbE)%
= ApAy — AgAy ApAy — Any,
d£b
& Tpd 2mg(1+ap)(14ay)
B T%i+2 <7>T 4 2Ma i (101)
d;Pde bd 3(ap — ag) bd
d#b
ay + 5 Ton
— T2 0, T 2, PR,
ap —dy

with constants defined in (A25), (A27), and (A29).

5. Conclusions

In this paper, we studied the mixture of polyatomic gases with dynamic pressure. It
was assumed that a macroscopic set of field variables consists of mass densities, velocities,
temperatures, and dynamic pressures of the constituents. This enabled a complete compar-
ison of two different approaches to mixture modeling—a macroscopic approach within the
framework of extended thermodynamics, and a mesoscopic approach based on the kinetic
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theory of mixtures of polyatomic gases. First, the model was developed using the methods
of extended thermodynamics and closed using the entropy principle. Second, the kinetic
model is established starting from the maximum entropy principle, which facilitated the
construction of approximate distribution functions compatible with macroscopic field vari-
ables. After that, equivalent macroscopic equations were derived as moment equations of
the system of Boltzmann equations. Finally, a novel macroscopic/kinetic method, recently
established by the authors, was applied to achieve complete closure of the macroscopic
equations derived in extended thermodynamics.

The results of this study are new in several aspects. In the context of rational thermo-
dynamics, Truesdell’s metaphysical principles are for the first time extended to dissipative
systems of hyperbolic (relaxation) type. In the context of kinetic theory, the model of polyatomic
gases with a single scalar variable describing internal molecular energy was systematically
applied to mixtures and yielded the exact closure in the desired approximation. Promising
recent results in transport coefficient modeling based on the evaluation of the single polyatomic
Boltzmann collision operator are extended in this paper to the case of a polyatomic gas mixture.
Finally, the combination of these two approaches leads to a procedure for the complete closure
of macroscopic equations derived in the framework of extended thermodynamics. This is an
important result since one cannot rely on other approaches (e.g. experimental evidence) to
obtain an explicit form of the phenomenological coefficients.

It has to be noted that the computation of the phenomenological coefficients in this study is
of a formal kind. There remains to prove the positive semi-definiteness of the coefficient matrices,
which is a subject of ongoing study. Furthermore, the closed form of governing equations now
provides the possibility for numerical simulation of different processes in mixtures, which
take into account cross-diffusion, multi-temperature effects, and internal dissipation described
through the presence of dynamic pressure and bulk viscosity.
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Appendix A. Main Feld

From the structure of main field (33) and relations (40), the following form of the main
field of the system (18) and (19) is obtained:

11 2\ (.1 2\ (ks ku Apn
A= Tn<g” 2|v+un|) <en 2|V+u"|)<8sn 3L, 3¢,

ok, (0 1 ok
_Pnanz<azz _3|V+un|2)+k”+p"apz/
o vituy  (Oky OkyOpn 2 Oy,
A= T, <a£n oIl,, ¢, + 3Pn o1, (UZ +um), (A1)
— i+% _ ok apn
Tn asn aHn aen/
(1 ok
- 3pnal—[nl
and
__1 _1 2\ _1 5 akb_akbaph
Ap = Th<gb 2|v+ub|) <8b 2|v+ub|><asb 3L 3o
dky (0 1 ok
—Pharf},<a55—3v+ubl2) +kb+PbaT)Z
! ! 2 1 2 akn akn apn
+Tn(8n - §|v+un\ ) + (sn - §|v+un\ ) (agn ~ 3T 36
dk, (0 1 ok
+p”annn<az: _3|"+“"|2) _k"_Pna?Z/
_ _vitwy (Oky Ok Opy 2 Oky ), o
foi = Ty (asb oI, dgy, 3Pb8Hb (Vi + 1p;) (A2)
U + Uy ok,  Okn dpn 2 Okn ' A
T, (Bs 3, 26, 3P 3, ) (¥ T i)
_ 1 ok Okydpy 1 Ok Okn Op
o= Tb + aﬁb BH;, aeb T, aen + ann aen’
[ =Ly ok 1 ok
b — 3pbaHb 3pnann

In the derivation of linearized source terms for a non-reacting mixture, we need
the components of the main field linearized in the neighborhood of equilibrium state
ug = (p,v,¢,0,0p,0,T,0). Taking into account (A2) and (36), we obtain:

Ay ~ _w
 ©,-©
iy = (A3)
3k 3 I, 3k 3 11
+B(1+ ) b B(1+ ) L,
2 my 2(ap+1) ) peeepe 2 mn 2(an +1) ) pueene

5 1kB 3 Op 1kB< 3 )pn
PORNi .y ( TR S o I8 PR 2 ( VI S N §
< Zmb< +2(ab+1))p§E "2 my, +2(a,1+1) P2 "

where u,; = v, —v;and O, =T, — T.
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Appendix B. Hypergeometric Functions

Following [45], p. 505, relation 13.2.1, we define the Kummer confluent hypergeometric
function, denoted by 1F;(a, b, z), with its integral representation

I'(b—a)T(a)

1
_ ztia—1¢1 _ p\b—a—-1
) 1F1(a,b,z)—/0 FHa1(1 — br gy, (A4)

for b > a > 0. Next, we introduce the following function

1

Oﬁl(brz) = F[b]

e 2VZ R (b — 1,20 1,4\/2). (A5)

The two hypergeometric functions are connected through the integral representation

1

1151((1,17,2) = m

/ et 191 O F (b, 28)dt, (A6)
0

fora > 0.

Appendix C. Calculation of the Production Terms

For the sake of simplicity, we introduce the following positive constants

1 -1
M I, 1 3 I, )

U, = 1+=2) ,  Vu= -2 —= ),

* ZkBT,x( p,,() “ kBT,X( 2 (ag + 1)pa

W _ &Ug/z Vofla"rl
Y my m3/2T(ag +1)°

(A7)

that allows to rewrite (70) as
7o = W, [0 g~ Ual—0a*~Val

The aim of this section is to calculate the production terms (67) for the choice of this
distribution function and the collision kernel (73), namely to compute

my mtx(g;_g)
( P ) :gwaw/s 2%k ma(’§/| _|§|2>
I'—1

2
x o~ UnlZ—val*~Up|Z.~0p|" fau 1?6 Vi = V1. By PopdR drdo dl. dZ, dI dg,

We will work in the center-of-mass reference frame. To that end, we introduce variables
g and G as in (53). We first rewrite the exponent of exponentials,

Un|& = 0al” + Up|Z, — vp|” = aup|g + up|* + cup| G + dupg + eap|”,

for the following choice of the coefficients

1
11
ﬂaﬁ_<ua+uﬁ> ; bap =0 =0, Cop = Un+ Up,

daﬁ - ,utx‘B (ulx + uﬁ)71 ( - ), eaﬁ = —(u,x + u’g)il (Uav,x + U‘B’U‘B> (AS)
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Using the collisional rules (52), the test functions become

r _ _ 2RE
my (&' —¢) ﬂaﬁ( g+ Wﬁ(f),

112 2\ _ o )
ma([¢[* ~ 8) = 2\/21pREG - ¢ — 210G - g A9)

42— R(I+1L) - jag—P—(1-R)|gl?,

@r

I'—1=
2

(1-R)|g*—(1—r(1=R))I +r(1—R)L.
Since the collision kernel (73) can be expressed as
Bug(&, &, 1,1, R,1,0) = KygkapBap(|gl, L I, R, 7), (A10)

where

. Tup
Bup(Igl L I+, R,r) = R72"[g[ 7

Tap
2

Tup
I 2 L
szmtx> +77<(1—1’)(1—R)2am“> ’

it is possible to pass to the center-of-mass reference frame with the unit Jacobian

+n(ra-r)

my My (6; - g)
Bo | = ¥ WaWsKopkos /2 ma (18] - 12
¢ p ATk _
o I'—1
« o~ p |g+ba5|2€7cw‘G+dwg+ewﬁ |21u,x IZﬁermlfvﬁl*

X Byp Yap dR drde dI. dgdI dG,

where the test functions are expressed as in (A9). It is straightforward to perform the
integration with respect to the angular variable ¢ € S? by exploiting parity arguments.
Additionally, it is easy to compute integral with respect to the velocity of the center of mass
G, yielding

my 3/2
( Bu ) = Y W WK gkos (477) (”)
B

Ea Cap
/ e*ﬂaﬂ|g+buﬁ|21u“ IZB67V“17VﬁI*
Ax[0,00)x[0,1]2
—Hap8
m 2 m
pap (— (1= R) + 2dp ) g2 + 25 5 R+ L) + 2ftapens - 5

r(1-R) (" gP + L) = (1= (1= R)I
X Byg pupdRdrdl. dgdl. (A11)

Denoting

3/2
7T

2
X ~aup|g+ap| a0 96 o~ Val Vgl 3 dRdrdL dgdl, (A2
/AX [0,00) x[0,1]2 8¢ ¢ wp Pap r 8 (A12)
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the following relations hold,

my =) map, Po=Bu—2) ewp-mup,
P B

where B, will be introduced below. Therefore, instead of computing (A11), we calculate

my - 3/2
( q:sa ) ZWaWﬁKaﬁkMg(ZLn)(C ﬁ)

€
x /Ax[Ooo)x[(] 1]2e—uw|g+ba,;|21a”j:ﬁe—va1—v,;1*
—Hap8
X Wﬁ(*mmfﬁmg(l HZdaﬁ)lgI + 25 +,,ZISR(IJFLF)
r(1-R) (”%f‘lg\ + I*) —(1-r(1-R))I
X Bug Pup(R) dRdrdl. dgdl. (A13)

It is then possible to pass to the spherical coordinates for the relative velocity g,
with zenith direction

B | and azimuthal angle 6 as the angle between g and v, — vg.
U

Recalling the notation b, «p = Up — Uy and denoting Ayp = 2a,p |v,x —

integrals Z; (|g|) and Z»(|g|),

, we firstly define

T oA |g|cosf _: 2
Il(|g‘):/0 oAusle s1n9d9—Aﬁ| |smh( 5l8l),

7T
Tr(Igl) =/0 cos 0 ¢Aep181 <058 gin g4

2 .
= A2 2(Aa/5|g|COSh(Aa/S|g|) *Smh(Aa,B|gD)

2lel )

aﬁ\/»\g| 0 1(

where the regularized hypergeometric function (F; defined in (A5) is used. This allows
us to pass to the spherical coordinates for g and rewrite integrals appearing in (A13) in a
suitable form involving the notation (76), for some y > 0,

(A14)

2 2 2
Jop e rolebol gl ag = 2memewlenal” [ ool 27, Ig) g

3/2
2 y+3
—ay - -5 3 7 2 T
= /2ol T r@% ) 1Fl( 7031 ap|ve — vp] ) - (w) Fy- (Al5)

Note that for y = 2 and y = 0 this integral simplifies to

3 2
Fr =50 +|oa—vgl", Fo=1 (A16)
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On the other side, for the term involving 7, parity arguments imply

2
/R3 g |g|eels busl dg

B e il

2
e apl8l” | VT3 d
ox — 5] Jom) gl" " I2(|g|)d]g]

2 y+3 _
= /el il oy o) a7 T(42 ) 1R 5 auplon — o)
3/2
= (ve—vp)| =) P2, (A17)
14 :3 alxﬁ yr

where the hypergeometric function 1F} is defined in (A6). Note ]-'g =1
Therefore, using angular integrals (A14), production terms (A13) can be simplified to

my - 3/2 ,
Pa ZWaWﬁKaﬁ(Sn)<cﬁ> ¢~ g 20|

Cn
/ g% o ap|8I% [au [ o= Vel V5L
[0,00)3%[0,1]2

Va—0g
|ve—g]

—taplglZ2(lgl)
x| (ap (=i (1= R) + 2 ) g + 25755 R (I + 1) ) Tag])
(ra=R)(*1gf +1.) — (1 = r(1 = R)I)T1(Ig])

X Byp hapdRdrdl.dId|g|. (A18)

Further computations can be done only by specifying B, from (A10) and expanding
all terms. Then, it will be possible to specify y in (76) from integration with respect to |g|
and perform integration with respect to I and I, using

ﬂﬁ +1
VDiIaJrl Vﬂ

Iaﬁulzﬁb “Val-VeL g1 4]
I(ay+1) T(ag+1) /[ ) ‘

_yoay sl tat Dl(ag +b+1)

B T(ag +1)T(ag+1) 7

Bap) =
(A19)

as much as the integration with respect to the variables 7, R € [0, 1] introducing

C(abcd zxﬁ/ 012 (1-R)" Rb# C(l—i’) lpﬂtﬁ(r R)drdR

T(ay+ag+a+2)T(b+3)T(an+c+ 1) (ag+d+1)
F(aa+a/5+a+b+%)F(aa+aﬂ+c+d+2)

= kg , (A20)

Therefore, in what follows, we consider each production term separately.
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Appendix C.1. Production Term my
Using the notations (A19) and (A20), the production term m, becomes

0 ) Lo\ Y2 .
N T 9B Pa B “p — | va—vg]|
e Ewr%wmfww<%> e ot

3_’szﬁ|g|2 Yap
% [y T8N IBLE 8 C s 18

')/a‘B/z
+ W(Zma) ( (73,5,0)(?(70(7;3/0’7“%,0) + B(O,Mzﬁ)c<%2“ﬂ,0,0,%‘z‘ﬁ)> }d|g|.

Using (A17) and Uauﬁ(aaﬁcaﬁ)—l =1,
e = = Y00 — 25) 25 P2 kg g {C g ) P2
0 g 052.00) 7

—Yap/2
r(Tm) " (a0 o))

Expanding constants (A19) and (A20) and simplifying expressions involving Gamma
functions yield the final expression (78).

Appendix C.2. Production Term R,
Using the notation for constants (A19) and (A20), the production term 3, becomes

ulx Uﬁ
Cap

/2
2 2
L pﬁK”’;(M% ) S T

% [ 1812 P ttap [ ——L—C/ s\ +2dpCy
& Hap g + mg (155£.00) ap (o,%ﬁ,o,o)

2m
+|g|’7aﬁﬁ(t<o 14T 00) (B(1,0) + B(O,l))

1 Hapl8l
o (L OO L B L
(S ans) ) o)
+ zm T] - (C Tap %4; (B Tap +B Tap )
my + mg (5, ma) Tsp (7,1 ) (Tﬂ,o) (Tl)

) () o)) )8

Involving (A15), integration with respect to |g| yields
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0 P
Z Pu LP g p(4r)

My m,g

2 g
X <‘7:2+%43y“5 <— mc(l,%ﬁﬁﬁ) + Zd“ﬁc@,%;ﬁ,o,()))

271’1[3
T+ my (014 75.00) (Bao +Boa)

777/‘&/3]:22 mg
*kzumf¥<< m«+mﬁ<H@ﬂf¢m*4%“%“ﬂfwm>36¥w
o 24,5C B
_m,x—l-m,g <1+%2q5007;ﬁ>+ ap (’Yaﬁ007aﬁ) (OMT}S>
I 2171‘5 n <C v 7, <B 7 + B,y >
My +mg (¥, m )WTﬁ (%'31 ap 0) (%ﬁﬂ,o) (%ﬁ 1)

a0 (P + ) ) )

The expansion of coefficients B and C using their definitions (A19) and (A20) yields
the final expression (80).

Appendix C.3. Production Term &,

In the similar fashion, the production term &, becomes

4 P/3 Hap
b = Z mo; mﬁ )( > J:H%ﬁ (15 Tup 10)
+]:%aﬂ <B(0r1)c(1,”§ﬁ,1,0> ~ B (C(o,”‘zf‘,o,@ - C(l,”‘Tﬁ,l,o) >)

_ Hep 1( >
+ F B 3 C w « —|—B » C . .
B0 a2 T ) S )

+ Top {B(”‘zﬁ,l)C(lﬁ“ﬁ 01+7320) + B(o 1+”"3)C(1+”’/S 01,%2)

7B(1+W"‘Tﬁ,0) (C(“'Z‘ﬁ,o,%‘f,o) - C(l+%‘ﬁ 0,142, ))
“30,1) (Cnoe) ~Cltanse)) )
After expanding constants, we get the final expression (81).

Appendix D. Linearization of Source Terms

We first introduce the following notation, common to all production terms,

h = ir<7aﬁ+3)r<7aﬁ+5> kg <2kB>%xﬁ/2
. \F ? (mzx‘l-mﬁ) .uzxﬁ ’

1+74p/2

_ kB
bZ _U(ma'f'mﬁ)’

(A21)
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Appendix D.1. Production Term m,

In order to linearize the production term m,, we compute the gradient. In this case, the
only term that does not vanish in the equilibrium state w? for equal velocities, temperatures,
and vanishing dynamic pressure is the term related to velocities, i.e., forany i,j = 1,...,3,

am,x Bi, 0 am“/gi

w’) = — w’
av,xj ) avrlzj ; ) 2 . a2
= —3j ZTﬁ (aa +ap+ Wz”) <3b1 + b2 (Ca + Cﬁ)) T2
Therefore, the production term m,, can be approximated as stated in (82),
Tap
— Y Mappupy (00— o) T2,
=
where the constant M, 5, non-negative and symmetric in («, B), is given by
Mep = Icaﬁm;i:lﬁ(awraﬁqL 2 ) (;hl +b2(c,,¢+cﬁ)), (A23)

with notation (A21).

Appendix D.2. Production Term B,

From the expression for the production term 3, given in (79), we can compute its
gradient,

VP (w Z Pupp Kap (V‘Baﬁ( %)+ ZUiVmaﬁi(w0)> ,

Then we compute derivatives of B, p and evaluate at the equilibrium state w®,

of K
a7 () = =7, () = mp (G 3002 ) TF,
[
Fap, oy _ M
— A24
orT, W . ((m =y 6163+317264)T 2, (A24)
3‘43“/5 mg Tup

IR (W) = = nﬂ((m”mﬁ th5+3f)2C6) =,

where the constants are
1 = 2(my (an +2ag + 6 4 vap) + (ag +1)mg) >0,

1 Yap _
m(% +Cp) + m(mﬁcﬁ meCu) >0,

c3=c1+ m,x—i-mﬁ )(2a, +5) >0,

s o) () es) o

(5 =C1 — (m,,ﬁrmﬁ (2 ‘3+5

Ce = Cp — alg ‘|‘ (Clx + ( a’;le_ 1) > Cﬁ)/

Cr =
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where the involved constants are given in (75). Therefore, taking into account (A22) and
(A24), the production term B3, can be approximated as

n
P ~ Z PapPp ]szﬁ
p=1

nﬁme w7\ (2
x(—v( —vp)T kaBﬁ(aa+aﬁ+7ﬁ;)(361+hz(ca+cﬁ))

7m/3<(m +m hlcl+3h2C2)T 2 ( DL*T/g)

IT np Ilg
_mﬁ((m =y ‘“C3+3h2c4)T ’ k32a+mﬁ(W51C5+3"266> ’ anl;)’

which is exactly (83) with notation (A23) and

Pap = mp Kap ((miim)fllcl + 3sz2) >0,
7)‘5!15 = mg }Caﬁ((m g) leCa + 3b2€4> >0, (A25)
ﬁﬂl?ﬁ = mp Kap (mhl% +3 [72%).

The following combination of the aforementioned constants is used

PllA. - PIIA,  (Ac— Ay)PL+mcPL

AgA. — AA, ApA — A A,
2me(1+ap)(1+ac)

— T c b c) pX

— 2<7)bc + 3(ab — ac) PbC 7

(A26)

where P{ is positive and symmetric in (b, ¢) and is given by

2ap,+5 2a.+5
X _ 3 b c
Pbczlcbc<b1<ac+1 +‘1b+1>

o (25) (4 o)
(e e

1 ~
m[(AbA — AnAp) Py + PoaAn — PhiAy| = miPi, (A28)

with Py > 0 given by

as much as

P = Kpn(4(2 + ap + an)b1 +3(vpn +2(2+ ap + a)) (Cp + Cn)b2), (A29)
where b and b are to be understood as (A21) for &« = band = n.

Appendix D.3. Production Term e,

Taking into account (68), the gradient of ¢, at the equilibrium state w° can be computed as

VB g (W
VE,X Z PapPp IC:X,S <§B§(w) + Véaﬁ(w°)> .

a
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Derivatives of &, evaluated at wV are given as follows

Rup 0%p a1 g A <\ o leB
T, (w”) = - 3T, (w”) = (%ﬁ+3 b1y + hzcz)T 2,
aE“ﬁ 0y TMT'B aEalg 0y TMT/S

ag+1 = = a,+1 ~ ~
ar1, _ana(m+3hlc3“’2C‘*>’ a1 _kgnﬂ<m+3h165+52cﬁ)’

where the involved terms are defined as

&1 = —ma(yap +2ap +5) —2(ag + 1)mpg,
Cagt+ 1 Yap
T2 (Cl[(”z(aa+1>)““c4

T N\
(14 gy mﬁCﬂD'

=38 4 mg(vap +3) (200 +5))

13

o
C3’2(aa+1)(

o 3 . 3 (24 + Yap +2)
S ITES A <z<+1>c v

) ((a,; +1) (20 + Yap +2)Ca
+ (aa +1) (ap + 205 +2)Cp )

Therefore, &,5 can be linearized as follows

- - 2\ e
cap = (s 1ad1 + 062 ) T (T = Tp)
I, e

Tap . N Hp Tap . .
Tl («ffﬁfs b163 + b204) s ﬁﬁT ’ (A?::Srls b1C5 + bz%)- (A30)
o

Combining the last expression with (83), ¢, can be approximated as

n
e X ) Pupp Kap
p=1
B#

Jap Mo
2

2
X (—’Z)-(’U,X—”()/g)T #(ﬂa+aﬁ+7a,32+7> <3[11+h2(crx+cﬁ)>

- (f)l[@l(“/ﬁ) +&1(B, )] + b2 [E2 (e, B) + @([%M})Tﬂ%ﬁ (T —Tp)

+ (13, B) + b &a(a, B) T E 108

- (blé3(,B' “) + bZ 64(,8/ “))T’MT}S Hﬁ )/
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with constants

. _ ma(za/g+7,,¢5+5) mg

¢ (a, B) = ('thﬁ 3 (e + mﬁ) (ma(a,x +1)+ 7(211“ T Yap T 5)) >0,
X _ Ca 2

&, B) = E(ig + mp) (ma (2ag 4 5) (2an + Yap +2)

+ 2mqamg(2ap 4 5) (245 + vap +5) + Zm% (ap+1) (2an + vap + 5)) >0,
1
2(7ap +3) (o +mp)

o+ Mot (Yap (20a + 27 + 4ag + 15) + 60 +15) )
4w ) = —5rrgy (— eaw )
(2a, +5)m5 Cy
4(mq +mp)
(ax +1)my Cp
B 2(my +mp)

& (e, B) = — (—3m§(2a5+'yaﬁ+5) +2m/25'ya,3(a/g+1)

(14 (2(a0 +2ap 4 6) + vap) +2(ag +1)mp)
(ma(vap +2ag +5) — (200 + 5)11’1/3)>.

The final form (84) is obtained by denoting

é’,xT;; = Kap (51[61(01,[5) +é1(B,a)] + baléa(a, B) + @2(ﬁ,1x)]),

H (A31)
e = icaﬁ(hlca(«x,ﬁ) +b2 54(%5))-
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