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Abstract

In this paper we review, and extend to the non-isothermal case, some results
concerning the application of the maximum entropy closure technique to the
derivation of hydrodynamic equations for particles with spin-orbit interaction and
Fermi-Dirac statistics. In the second part of the paper we treat in more details the case
of electrons on a graphene sheet and investigate various asymptotic regimes.
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1 Introduction

This paper is devoted to present some results on the derivation of hydrodynamic equa-
tions describing electrons subject to spin-orbit-like interactions. Systems of this kind, of
particular interest for applications to microelectronics, include electrons undergoing the
so-called Rashba effect [1], the Kane’s two-band K-P model [2] and electrons in single-
layer graphene [3]. The diffusive and hydrodynamic descriptions of such systems are ex-
tensively treated in Refs. [4—10]. Here, we summarize the results contained in Refs. [7-10],
concerning the hydrodynamic description, and extend them to the non-isothermal case.

In comparison with kinetic models, the advantages of fluid models for applications are
evident. In fact, from the numerical point of view, a system of PDEs for a set of macro-
scopic quantities is much more desirable than a single equation for a density in phase-
space, where also the components of momentum are independent variables. Moreover,
from the point of view of mathematical modeling, they offer more flexibility, as various
kind of boundary conditions and coupling terms (e.g. with a self-consistent potential or
with various types of scattering mechanisms) can be very naturally embodied in the math-
ematical model.

On the other hand, the derivation of fluid equations for the systems under considera-
tion, which possess spinorial degrees of freedom and non-parabolic dispersion relations
(energy bands), is far from being a trivial extension of the techniques employed for stan-
dard (i.e. scalar and parabolic) particles. The best strategy to obtain hydrodynamic (or,
more in general, fluid-dynamic) equations in this case, seems to be their systematic deriva-
tion from an underlying kinetic description by means of the Maximum Entropy Principle
(MEP) and its quantum extensions [11-14]. The MEP basically stipulates that the micro-
scopic (kinetic) state of the system is the most probable among all states sharing the same
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macroscopic moments of interest, providing therefore a formal closure of the system of
moment equations. This is a very general principle which finds a variety of applications
to different fields, ranging from statistical mechanics to signal theory [15]. For quantum
systems it can be used in combination with the quantum kinetic framework provided by
the phase-space formulation of quantum mechanics due to Wigner [16, 17].

In the present work the Wigner formalism is used ‘semiclassically, which means that
some quantum features are retained (namely, the peculiar energy-band dispersion rela-
tions and the Fermi-Dirac statistics) while others are neglected (namely, the quantum co-
herence between different bands). Consequently, the obtained hydrodynamic description
misses some interesting physics when quantum interference between bands becomes im-
portant (e.g. close to abrupt potential variations [18, 19]). Nevertheless, the derived equa-
tions possess an interesting mathematical structure and reveal some interesting physics,
still occurring in absence of such interference phenomena (see, in particular, Section 5).

The paper is organized as follows. In Section 2 the kinetic-level formalism, based on a
semiclassical Wigner description, is introduced for a fairly general spin-orbit Hamiltonian
that includes all cases of interest. In Section 3 we write the moment equations for density,
velocity and energy, and perform their formal closure by means of the MEP. Then, the sec-
ond part of the paper is focused on the case of graphene. In Section 4 the general theory
exposed in the first part is specialized for the Dirac-like Hamiltonian describing electrons
on a single-layer graphene sheet. In Section 5 we obtain the asymptotic form of the hy-
drodynamic equations derived in Section 4 in some physically relevant limits (namely, the
high temperature, zero temperature, collimation and diffusive limits). Finally, Section 6 is
devoted to conclusions and perspectives.

2 Phase-space description of spin-orbit particles
Let us consider a spin-orbit Hamiltonian of the form

H(x,p) = [o(p) + V(x)]oo + h(p) - o, o)

where x e R?, p e R?, ¢ = (01,09,03), h = (1, 13, h13) and

1 0 0 1 0 —i 1 0
0o = , o1 = , oy = , o3 = .
°“\o 1 ""\1 o “\i o *“\o -1

Moreover, the dot product is defined as h - o = 01 + hyoy + h303.

Hamiltonians of this kind describe various systems of great interest in solid-state
physics. The first example is a 2-dimensional electron gas confined in an asymmetric po-
tential well, which is subject to the Rashba spin-orbit interaction [1, 4]. In this case:

1
2m*

d=2,  h(p) = >, h(p)=ap xe,,

where p = (px, py), m* is the electron effective mass, e, is the normal direction to the well

and « is the Rashba constant.
Another example is the two-band K-P model [2, 9, 10, 20]; in this case:

1 h E
d=3, ho(p) = 2—|P|2, h(p) = (0’_K'P»_g)’
m m 2
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where m is the electron (bare) mass, E, is the band-gap and K is the matrix element of the
gradient operator between conduction and valence Bloch functions.
The last example is that of electrons on a single-layer graphene sheet [3, 7, 21], in which

case:
d=2, ho(p) =0, h(p) = cp.

This case will be considered in more details in the second part of the paper.

We remark that the variable p has to be interpreted as the crystal pseudo-momentum,
rather than the ordinary momentum. The interpretation of the vector variable o depends
on the cases: it is (proportional to) the spin vector in the case of Rashba Hamiltonian,
while it is a pseudo-spin in the other two examples [2, 3]. For graphene, in particular, the
pseudo-spin is related to the decomposition of the honeycomb lattice into two inequiva-
lent sublattices, which reflects the presence of two carbon atoms in the fundamental cell
of the lattice [3, 22].

The main semiclassical quantities associated with (1) are:

1. the two energy bands

E+(p) = ho(p) % |h(p)| 2)

(i.e., the eigenvalues of H with V = 0);
2. the projectors on the eigenspaces corresponding to EL(p),

Po(p)= 3 (o0 £ »(p)-0), 3)
where
_ h(p)
Y@= )] )

is the pseudo-momentum direction;
3. the semiclassical velocities

vi(p) = VpEL(p); (5)
4. the effective-mass tensor [20]
M;I(P) = vp ®vi(p) = Vp ® VpEi(P)' (6)

Note, in particular, that the eigenvalues of the projectors Py are 1 and 0, corresponding
to whether or not the electron energy belongs to the upper/lower energy band. Hence,
the expected value of P can be interpreted as the fraction of electrons belonging to the
upper/lower band (see below).

The phase-space description of a statistical population of electrons with Hamiltonian
(1) is provided by the Wigner matrix [9, 16, 17, 23]

3
F(x, P t) = ka(xx P ok, (7)

k=0
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which is the Wigner transform,

fk(x,p,t)=/ ol x+ g,x—g,t e P gq,
R4 2 2

of the spinorial density matrix

3
Py, 1) =D pr(xy, 1)y
k=0

Such representation of a quantum mixed-state has the fundamental property that the ex-
pected value of an observable with symbol A = 3°3_ ax(x, p)oy is given by the classical-

looking formula

3
2
Er[A] = Tr(FA)dxdp = —— , , P, L) dx dp. 8
N B e AT ®
By applying Eq. (8) to the band projectors P, (p) we obtain

Ep[Ps] = h)d[ (fo £ v -f)dxdp
and it is therefore natural to interpret the functions

fe=foxv-f )

as the phase-space densities of electrons having energies, respectively, in the upper and
lower band.

Let us now consider the following hydrodynamic moments of electrons in the two bands:

ny = (fi) (density),
niuy = (vify)  (velocity), (10)
nies = (Erfy) (energy)

(see also Ref. [14] where additional moments are considered). Here we have introduced
the shorthand

()0 = f F0op, ) dp.

(27rh

The (semiclassical) dynamics of the Wigner matrix (7) is provided by the Wigner equations
for the Hamiltonian (1) [9],

(0 + Vpho - Vi = ViV - Vp)fo + Y2y Vol - Vifi = 0,

(11)
(3¢ + Vpho - Vx = ViV - V)i + Vph; - Vifo = 2(h x £);,
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with i =1,2,3. From (11), the following equations for the band-Wigner functions f, and f_

(see definition (9)) are readily obtained:

O +ve - V=V - Vp)fs ==V - f v (V- V), (12)
where the terms containing

fi:=(vxf)xv
are responsible for quantum interference between the two bands [9, 23].

3 Maximum entropy closure
In order to obtain from (12) a closed system of equations for the moments (10), we assume
that the system is in a state F™° of maximum entropy, according to the so-called Maximum

Entropy Principle (MEP) [11-15] which in the present case reads as follows:

MEP F™ is the most probable microscopic state with the observed macroscopic mo-

ments #4, uy and ey

Hence, we search for a Wigner matrix F™ that maximizes the total entropy

k B

€)=~ 2 h)d

/ Tr{s(F)}(x, p) dp dx 13)
R2d

among all matrices F = Zi:ofkgk’ such that 0 < F <1and

1 1
< Vi fi>=l’li ut |- (14-)

E. et

In (13), kg is the Boltzmann constant, Tr is the matrix trace and
s(x) =xlogx+(1-x)logl-x), 0<x<1, (15)

is (minus) the Fermi-Dirac entropy function. The condition 0 < F <1 ensures that s(F) is
a well-defined matrix.
It can be proven [5] that

= (5/)_1(V;t ‘Be+ AL - CLE)

1

= ) (16)
CXp(CiEi — Vi Bi —Ai) +1

where Ay, By = (By,...,Bz)+ and Cy are Lagrange multipliers (functions of x and ¢), and,

moreover,

£me = 0. 17)
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Thus, the (semiclassical) MEP state corresponds to two local Fermi-Dirac distributions
in the two energy bands. In particular, Eq. (17) implies that, in such state, the interfer-
ence terms vanish and, therefore, the two bands are decoupled (unless additional cou-
pling mechanisms are considered [6, 10, 14]). Hence, from now on, we shall treat the two
bands separately and, in order to simplify notations, the + labels will be suppressed (ex-
cept where a distinction between quantities taking different forms in the two bands, such
as E4 or v, is necessary).

Using (16) and (17) in (12) (and suppressing the =+ labels, as it was just explained) yields

(0 + Ve - Vi = ViV - Vp)f™ = 0. (18)

By taking the moments (-), (v4-) and (Ex-) of both sides of Eq. (18), and recalling the
definitions (5) and (6), we obtain the moment equations

O + 9;(nuy) = 0,
3 (mus) + ;P + Q; 0V =0, (19)
0s(ne) + Biji +nu;9;V =0,

where 9; = 3/9x; and

Pili. = (Vli vf me),

Q:i: — ﬁfme — <(M—1) fme) (20)
ij 3pj + if ’
+ + rme
S = (Exvif™).
Thanks to the MEP, the moment system (19) is implicitly closed by the constraints (14),
linking the Lagrange multipliers (A4, B, C) to the moments (7, u, e) thus allowing (in princi-
ple) to think to f™¢ as being parametrized by (1, u, e) and, consequently, the extra moments
(P*, Q*, §*) as functions of the unknowns (1, u, e).
Following Levermore [11], we can express the moments of the MEP state f™¢ as the

derivatives with respect to the Lagrange multipliers of the ‘density potential’ ¢*, which is
defined as the Legendre transform of the entropy density

£ =[s(m))

where s is given by (15) and f™¢ by (16). It is not difficult to show that

& = —{log(1-f™))
and that the constraint equations (14) may be rewritten as

oe* de* oe*
= nu;, -
0A 0B; oC

= ne, (21)

wherei=1,...,d. Levermore’s theory, moreover, ensures that system (19), with the closure
relations (20) is hyperbolic and, therefore, it is at least locally well-posed (see also Ref. [7]).
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4 The case of graphene
We now specialize the formalism introduced so far to the case of a population of elec-
trons on a single-layer graphene sheet. Such electrons, in the proximity of a Dirac point

in pseudo-momentum space [3], are described by the Hamiltonian (1) with

d= 2: hO(P) = 0) h(P) =cp
(where ¢ ~ 10° m/s is the Fermi velocity), which corresponds to a Dirac-like Hamiltonian
for relativistic, massless particles. We remark that this is an approximation which is valid

only in the proximity of a Dirac point for an infinite, ideal and un-doped system (see Ref.

[21] and references therein). In this case the energy bands are the Dirac cones

E.(p) = £c|pl, (22)

and the eigenprojections are given by

Po(p)= 5 (o0 £ 5(p)-0), (23)
where
v(p) = 2. (24)
Ipl

Moreover, the semiclassical velocities are

vi(p) = i% = %cv(p), (25)

implying that electrons travel with the constant speed ¢ and direction v, and the effective-

mass tensor is

M3\ (p) = %M(p) ®v. (D), (26)

where
vy =(-vy,m).
Since the lower band is unbounded from below, we have to change a little the theory devel-

oped in the previous sections and describe the lower-band population in terms of electron

vacancies, i.e. holes. This is achieved by means of the substitution
f_(X, P t) —1 _f—(x’ -P t)¢
which brings the transport equation, Eq. (18), into

(0 +cv - Ve F ViV - Vp)f ™ = 0. 27)
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Note that the only difference between electrons and holes is the charge sign. Moreover,
the MEP-states for electrons and holes have now the form

1
me = ) (28)
/ exp(Clpl -v(p)-B-4) +1
in fact, both upper-cone electrons and lower-cone holes have positive energies
E(p) = clp| (29)

(note that in (27) the Fermi velocity ¢ has been absorbed in the Lagrange multiplier C).
Moreover, we slightly change the definition of u to be the average direction

mu=(vf), 0<ul<1,

which differs from average velocity just for the constant factor c. The inequality |u| <1is
an obvious consequence of the fact that u is an average of directions.
The moment equations (19), in the specific case of graphene, read as follows:

o + ¢ dj(nuy) = 0,
Bt(nui) +C BjPi,- + Qij BIV =0, (30)
0;(ne) + ¢ 9;S; £ cnu; 0;V = 0,

where the higher-order moments P, Q; and S; take the form
Py = {viv;f™),
1
Q= <— vt f ’“e>, (31)
lp
Sj= <cp,»fme>.

We now intend to find an (as much as possible) explicit expression for the dependence
of the Lagrange multipliers A, B = (By, By) and C in terms of the moments #, u = (4, u3)
and e, as resulting from the constraint equations

(™) =n, (vf™) = nu, (clplf™) = ne. (32)

By expressing the integrals over p € R? in polar coordinates, we obtain the expressions

() - T3(A, |B))
T oomhrC?’
T}(A,|B|) B
me\ _ T1V TV 33
™) = e B/’ (33)
me CL3(A,|B))
IR™) = = acs
where

I3 (x,y) = %/On cos(NO)¢s(x + ycos0) do, (34)
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and ¢ is the Fermi integral of order s > 0:

9s(2) = F(s) / ez +1 dt

It is now convenient to put

c k272 1
B = B ) C = ) = B = ’ 35
Bl nr 2mh*c?  2mh?C? (35)

so that the previous expressions can be rewritten as
(f™) = nrZ3(A,B),
(wfme) = ETIIZ(A,B)B, (36)
<c|p[fme) =2nrkg TIS(A,B).

We remark that the new Lagrange multiplier T has the physical meaning of the elec-
tron gas temperature. From (36) and the constraint equations (32), we obtain that B has
the same direction as u and that (#, |ul,e) are related to the scalar Lagrange multipliers
(A,B,T) by

IS(A,B)nT =n,

T}A,B) ul
=|u|,
T3(A,B) (37)
I3(A,B
g( )2I<BT =e.
I5(A,B)

Similarly to what is found in Ref. [7], we obtain the following expressions of the higher-
order moments (31) in terms of n, u, T and the functions Z3, = Z3,(A, B):

12+ 172 12 -172
[u| 275 275
c n (L}-1T, L+ |
= —— — U “ui ), 38
Q; kBT|u|2< 272 u;uj + %7, u; u; (38)
ZkBTI’l:Z'3
j = |u| IZ ]’

where ul = (—uy, 11).

5 Asymptotic regimes

The expressions (38) of Py, Q; and §; are still not explicit, as functions of # and u. In
fact, these expressions depend, through the functions 73 (A4, B), on the two scalar Lagrange
multipliers A and B, which are related to # and |u| via the relations (37). In Ref. [7] it has
been proven that the correspondence between (4, B) and (n, |u]) is 1-1 but, as far as we
know, it is not possible to give an explicit, analytic, expression of the former as functions
of the latter.
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However, we can say more in some particular regimes of physical interest. Such regimes
correspond to different asymptotic regions [7] in the half plane (4,B) € R x [0, 00),
namely:

1. the asymptotic region A% + B2 — oo with A < —B (i.e. (A, B) below the ‘critical line’
A + B =0), corresponds to a regime of high temperatures, where the Fermi-Dirac
distribution is well approximated by a Maxwell-Boltzmann distribution;

2. the asymptotic region A% + B — oo with A > —B corresponds to the limit 7 — 0,
in which case we speak of ‘degenerate fermion gas’;

3. the asymptotic region A% + B — oo with A ~ B (i.e. (4, B) approaches the critical
line A + B = 0) corresponds to a ‘collimation regime, |[u| — 1, where the velocities of
the electrons are all aligned along a ((x, ¢)-dependent) direction in the p-space (the
direction determined by u); there are two types of collimation, depending on
whether the critical line is approached from below (Maxwell-Boltzmann
collimation) or from above (degenerate gas collimation);

4. opposite to the collimation limit, the asymptotic region B — 0 corresponds to the
diffusive limit |[u| — 0, where the velocities are randomly spread over all directions.

The asymptotic analysis of Egs. (30) in these regimes is based on the following result,
which has been proven in Ref. [7].

Theorem The functions I3, have the following asymptotic behavior:
1. in the Maxwell-Boltzmann limit, A*> + B — oo, with A < -B,

T5,(A,B) ~ e*In(B), (39)

where Iy are the modified Bessel functions of the first kind;
2. in the degenerate gas limit, A> + B — oo, with A > -B,

1 C(A,B)
I3 (A,B) ~ m /0 cos(NO)(A + Bcos9)* db, (40)
where
A -4), if -B<A<B,
C(A4,B) =0 |:cos1 (——)] = arccos(~3), if ~B<A< (41)
B 7, ifA>B.

5.1 Maxwell-Boltzmann regime

The Maxwell-Boltzmann regime is the limit for large T and corresponds to A? + B — oo
with A < —B in the (4, B) half plane. In this case, we can use the approximation (39). Note,
in particular, that in such limit the functions Z3; become factorized and independent on
the index s. Then, the constraint equations (37) become

e'I(B)nr = n,

L(B) _
Iy(B)

2/(BT =e.

|ul, (42)



Barletti Journal of Mathematics in Industry (2016) 6:7 Page 11 0of 17

and it can be shown that the MEP-state (28) is well approximated by the Maxwellian-like

distribution
e n c u
= - B —, 43
f nTIO(B)exp[ 7Pl + D) M} (43)
where

B= <f—;)_l(|u|). (44)

Moreover, we get the explicit form of Py, Q;; and S;:

X + - X))

2¢c n

Py=

Q= [X (1) w5 + (1= X (jul))wisy ], )

e |ul?
S = neu,

where

Iy(B) + I,(B)

X =50 @)

and B is given by (44).
By playing a little with the asymptotic expansions of the modified Bessel functions I, we
obtain the asymptotic behavior of X(|u|) in the diffusive limit:

X(|u|) = % + =+ (’)(|u|4), as |ul - 0, (46)

N

and in the collimation limit:
X(jul) =1-2(1- [u))* + O((1 - [u])®), as || — 1. (47)

Substituting S; = neu; in the third of the moment equations (30) yields, after a little al-
gebra,

ose + cuj dje £ cu; 0,V = 0. (48)
Thus, the isothermal case (e = 2kgT constant) is only compatible with u; 3;V = 0, i.e. the

component of the force field parallel to the velocity field must vanish. In this case, the

pseudo-momentum balance equation reduces to

nX(Ju)uy; n(l —X(|u|))ufujl>

2 2
lul lu

0:(nu;) + ¢ 8]-(

C n 11 _
kB—TWX(M)”" -V =0. (49)
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5.2 Degenerate gas regime

The degenerate gas regime is the limit for 7 — 0 and corresponds to A2 + B> — oo with
A > —B, in the (A4, B) half plane. In this case, we can use the approximation (40)-(41). It is
convenient to put

A =Rcos, B =Rsiny,

and rewrite (40) as follows:

I3 (Reosyr, Rsiny) ~ R Fy(¥), R>0,0<vy < Szn, (50)
where
. 1 Cy) ) B
Fy () = T A cos(NB)(cos v + sinyr cos )° db (51)
and

arccos(—cotyr), if T <y < 37”,

C(y) = R[cos™ (- cot )] = (52)

7, fo<y <7.
The asymptotic form of the constraint equations (37) is now

Fe()Rnr = n,
i) _
Fa(yr)

Fo)
Fa(r)

lal. (53)

kBTR =e.

Note that:

1. |u| only depends on ¢ and we can write

T\
1ﬁ=<f—%> (Ial); (54)

2. recalling (35), from the first of the above equations we have R ~ 1/T and, then, the
third equation shows that e remains positive even though 7" — 0.
From the above considerations it is readily seen that, in the limit 7" — 0, the MEP-state

(28) takes the typical degenerate Fermi-Dirac form

2w h2n

fmeze[— W|p|+v(p)-%simﬁ+cos¢i|, (55)
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where 0 denotes the Heaviside function and v (u) is given by (54). Using (38), (50) and
(53) we obtain the following expressions of P; and Q; and S; for a degenerate electron gas:

Py= #[Y(|u|)uiu/ + (L= Y (jul))utut],
Q= %[zgm)uiw + 2 (lal)utu ), (56)
5= W (lul) 7
where
Y (Jul) - Fow) + F30) Z(jul) - DW= T,

2F3(¥)

2\/2F5()
R+ W) W (Jul) - F )

Z (|jul]) = , = )
() 2./2F2(v) F3()

and ¥ = Y(|u|) is given by Eq. (54).
By using the techniques developed in Ref. [7], it is not difficult to calculate the asymp-

totic behavior of the functions Y (|ul), Z(|u|), Z1 (Ju|) and W(|u|) in the two limits |u| — 0
(diffusion) and |u| — 1 (collimation).

For |u| — 0 we obtain:

L1 4
Y(|u|) =3 + 8|u| + (9(|u| ),
Z(jul) = 5~ 5l + O(jul?),
11 (57)
_ - _ = 2 4
Z1(Jul) = 5 8|u| +O(ul*),
W(|ul) = §|u| +O(luP).
For |u| — 1 we obtain
Y(lul) =1-2(1-[ul) + O((1 - Ju])*),
Z(u) = S 0 o(@- b,
30w
(58)

SIS

)s

2o () = Y59 b o1 )

(1-ul) + O((1 - u])?).

NN RN

W(lual)=1-

5.3 Collimation regime
The collimation limit corresponds to the absence of spread in the particle directions, i.e. to

[u| — 1. It can be shown [7, 8] that this limit is equivalent to A2 + B — oo with A/B — —1.
However, there is a completely different behavior when the critical line A = —B is ap-
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proached from below (Maxwell-Boltzmann collimation) of from above (degenerate gas
collimation).
The first case corresponds to taking the limit B — oo in the ‘Maxwellian’ distribution

(43), which produces a delta in the angle between p and u, namely

me _ 2701 __° _u
= = eXp[ kBTlpl}3<v(p) |u|>. (59)

Moreover, since X(Ju|) — 1 as |u| — 1 (see Eq. (47)), from Eq. (45) we obtain

2¢ |
Py — nu;u;, Qj—~ ?nui u;

and the pseudo-momentum balance equation reduces to
2¢ |
0y (mu;) + ¢ 0j(nuuy) £ —nu; u; 9V =0.
e
By using the continuity equation 9,7 + ¢ 9;(nu;) the latter can be rewritten as
2¢ |
Btui + CI/tj aju,» + ;Mi uj 8,\/ =0 (60)
which is decoupled from the continuity equation for n. As pointed out in Refs. [7, 8],

this equation reveals that collimated electrons in graphene have the properties of a
geometrical-optics system, with ‘refractive index’

N(x) = eFeV®™ - eTHT .
By also considering the energy balance equation (4.8), we finally obtain the system

1

0ce + cu; dje £ cu; 3;V = 0.

2,11
Opu; + cuj dju; + T u; u; 9V =0, (61)

In order to derive the collimation equations for a degenerate gas, we start from the ex-
pression (56) of Py, Q; and S;, and use the asymptotic relations (58) to obtain that

Py — nu;u;, Q;— 0, S; — neu;,
as |u| — 1. But then, the hydrodynamic system (30) degenerates into the decoupled system

o + ¢ dj(nuy) = 0,
Btui + cu;j Bjui = 0,

0ce + cu;j dje £ cu; 3;V = 0.

Such a ‘trivial’ asymptotic behavior of collimated degenerate electrons has already been
pointed out in Ref. [7] in the isothermal case, and is due to the vanishing effective-mass
tensor Q.
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5.4 Diffusion regime
The diffusion regime corresponds to the limit [u| — 0 of vanishing mean velocity. In order
to observe the diffusive behavior we have to introduce in (30) a current-relaxation term

—nu/7, and to rescale time and velocity as

In this way we obtain the system

Ope 11 + caj(nu;*) =0,
T2 = (nuf) + ¢ 0Py £ Qy 8V = —nu, (62)
T Oy (ne) + ¢ 9;S; £ ctnu;k oV =0,

where the terms Pj;, Q; and S;, depending only on u/|u| = u*/|u*|, remain unchanged ex-
cept that the Lagrange multipliers must satisfy

BAB _ 1
Z3(A, B) '

(63)

In the diffusive limit T — 0 we obtain the condition Z2(A, B) = 0, which is satisfied if and
only if B =0 [7]. Since

A), ifN=0,
T3,(A,0) = Ps(A), i (64)
0, if N>1,

from the first of (37) with B = 0 we obtain

A= ¢2—1(£> (65)

nr

and, moreover,
n
P;i(A,0) = 531‘/:
cnr o n
i(A,0) = —— — ) )si (66)
Q}( ) 2kBT¢1<¢2 (VIT)> ij

Si(A,0) =0.

Letting T — 0 in Eq. (62) yields, therefore, the diffusive system

Op 11 + caj(nu;‘) =0,

}’ll,t:k = —(C 3]Pl] + Ql’j 3]\/),

(67)

with P = P(A,0) and Q = Q(4, 0) given by (66), that is, in terms of the original time variable,

2
ToC nr _ n
3;” - T aj |:3jl’l /(B—T¢1 <¢21(VIT>> aj ] (68)
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It is not difficult to check that the diffusion equation (68) takes the specific form

o= o (ans " av (69)
n=—29|onxt —29
M= NI E T Y

in the Maxwell-Boltzmann limit and

By = % ) (c on+ %\/ﬁajv). (70)
in the degenerate gas limit.

We remark that, owing to the conical dispersion relation (29), the drift-diffusion equa-
tions (68), (69) and (70) have a ‘specular’ structure with respect to the drift-diffusion equa-
tions for Fermions with the usual parabolic dispersion relation [13, 24, 25]. Indeed, the
diffusion coefficient (which is proportional to the variance of the velocity distribution), is
here independent of the temperature 7, because the particles move with constant speed
¢, while it is proportional to T in the parabolic case. On the other hand, the mobility co-
efficient (which is related to the distribution of the second derivative of the energy;, i.e. to
the effective-mass tensor) is here temperature-dependent while in the parabolic case is
constant. Also the nonlinearity, which in the parabolic case affects the diffusive term, in
Egs. (68) and (70) is found in the drift term.

6 Conclusions

We have presented the systematic derivation from the Maximum Entropy Principle of hy-
drodynamic equations describing a population of electrons subject to spin-orbit interac-
tions. In the second part of the paper we have treated more extensively the case of electrons
on a single-layer graphene sheet.

The hydrodynamic equations have the form of a Euler-like system of conservation laws
for density, n, momentum, u, and energy, e, in each of the two bands (the band indices
are here omitted). Such system is of hyperbolic character, which ensures its (at least) local
well-posedness. It is worth to remark that the full nonlinear structure of the MEP-state
is retained, so that no assumptions of linear response or quasi-isotropic distribution are
needed.

The system, in general, is not explicitly closed, i.e. no explicit constitutive relations, ex-
pressing the higher-order moments Py, Q; and S; as functions of #, u and e, can be given.
However, in the case of graphene and for particular asymptotic regimes (namely, the limits
of high and zero temperature, the limit of collimated directions and the diffusive limit),
the closure is fully explicit.

As already mentioned in the Introduction, our results are not able to capture the physics
of the system when the semiclassical approximation is not valid, that is when the quantum
coherence becomes important. This typically happens in presence of rapid potential varia-
tions, such as potential steps or barriers. In these cases one expects the equations derived
here to be a good approximation in a ‘semiclassical region, far enough from the poten-
tial steps (constituting instead the ‘quantum region’). The semiclassical regions could be
coupled to the quantum ones by means of quantum-classical interface conditions, analo-
gous to those developed for standard, i.e. scalar and parabolic, particles (see Ref. [26] and

references therein).
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