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A hydrodynamical model based on the maximum entropy principle is formulated for GaAs
semiconductors. Explicit closure relations for the moment equations of the electron density,
energy, velocity and energy-flux are obtained by using the Kane dispersion approximation for
the description of the conduction bands. All the relevant scattering mechanisms are included:
interaction of electrons with acoustic, polar and non-polar optical phonons, impurities. Appli-
cation to the bulk case reveals that the model describes with accuracy the effect of negative
differential conductivity, typical of GaAs, as well as the velocity overshoot and saturation.

1 Introduction

The semiclassical Boltzmann transport equation accurately describes the transport properties of electrons in
semiconductors. However simulating submicron electron devices by a direct integration of the Boltzmann
equation is a daunting computational task and it is not practical for computer aided design purposes. This has
led to the development of macroscopic models whose main problem is the closure of the evolution equations.
This arises because the number of unknown functions exceeds that of the balance equations. In the past,
several hydrodynamical models, with ad hoc closure relations containing free adjustable parameters, have
been introduced (e.g. see [1, 2]) without any thermodynamically consistent justification.

Recently a systematic approach to the question, based on the maximum entropy principle, has been
followed for silicon semiconductors [3, 4, 5, 6] in the framework of extended thermodynamics [7, 8], in the
case of parabolic and Kane's dispersion relations for the description of the electron energy bands. Previous
attempts in the same direction can also be found in [9, 10, 11]. These models may aso be arranged in the
context of the moment theory of Levermore [12].

Here we consider the case of Gallium Arsenide (GaAs), which is a compound semiconductor currently
used as a generator of microwave radiation. Its main peculiarity is the negative differential conductivity.
While in silicon the velocity is an increasing function of the electric field, in GaAs beyond a certain threshold
value of the electric field the velocity decreases with the increasing of the field. This non-monotone behaviour
of the velocity-field relation generates instabilities that give rise to electromagnetic emissions.

A further difference of GaAs compared to silicon is the presence of the polar optical phonon scattering
mechanism, typical of polar semiconductors. Being anisotropic, this process introduces considerable difficul-
ties in the hydrodynamical modeling.
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We also remark that the treatment of the scattering with impurities, which we propose, is different from
that in [5]. Here the Grinberg-Luryi approximation is not used, but the general form of the collision operator
iS retained.

The plan of the paper is as follows. In Sect.2 a brief account of the electron transport and scattering
mechanisms in GaAs is given. In Sect. 3 the balance equations are deduced as moment equations of the
Boltzmann equation and the maximum entropy principle is employed for getting approximate forms of the
electron distribution functions. These functions are used in Sect. 4 to obtain the necessary closure relations. In
Sect. 5 applications to bulk GaAs are presented, with particular attention to velocity overshoot and saturation
and to negative differential conductivity.

2 Main transport properties in GaAs

In this section we present a brief account of the main transport properties of electrons in GaAs. For more
details the interested reader is referred to [13].

2.1 Energy bands and transport equations

The solution of the single-electron stationary Schrodinger equation, with the periodic potential generated by
the ions of the crystal lattice, gives the relation between the electron energy ¢ in each conduction band and
the wave vector k varying in the first Brillouin zone.

At normal operating conditions of electron devices, it is sufficient to take into account only the lowest
conduction band, because the others are scarcely populated. Moreover, the electronsin this band are essentialy
located in the neighborhoods of the lowest energy local minima, the so-called valleys.

In the case of GaAs the lowest conduction band has an absolute minimum at the center of the Brillouin
zone, the I'-point, and local minima at the 4 L-points along the A crystallographic orientations, see Fig. 1
and [13]. There are aso other secondary minima which become relevant only at very high electric fields and
will be neglected in the following.

In the deduction of hydrodynamical models, the energy in each valley is represented by analytical ap-
proximations. Among these the most common are the parabolic one and the Kane dispersion relation.

In the isotropic parabolic band approximation, the energy ¢a of the A-valley, measured from the bottom
of the valley &, A= T, L, has an expression similar to that of a classical free particle
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where my is the effective mass of electrons in the A-valley, see Table 1. fika is the crystal momentum with
respect to the bottom of the valley and kp is assumed to vary in all 12

In the case of Kane's dispersion relation which, at higher energies, furnishes a better approximation than
the parabolic one, #a still depends only on ka, the magnitude of ka, but the dependence is given by the more
complex expression

hz‘kA|2
2m;

involving a parameter aa, caled the non-parabolicity factor, see Table 1.

The €electrons in each valley are treated as different populations and described by distinct distribution
functions. Due to the symmetries of the Brillouin zone, which are inferred by the symmetries of the crystal,
the evolution of the L-valley distribution functions is the same. Therefore, at a kinetic level, a semi-classic
description is based on two Boltzmann equations, one for the I"-valley and the other for one L-valley. These
equations, which are coupled through the Poisson equation and the collision terms, read
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Fig. 1. A schematic representation of the
lowest energy electron conduction band
along the A direction (¢'(k) versus k in
arbitrary units). Note the presence of two
minima at the I" and L points. The dashed
lines represent the Kane approximation

where fa(X,t,ka) is the one-particle distribution function relative to the electrons in the A-valley and ka
the correspondent wave vector, q represents the absolute value of the electron charge, E the electric field,
h the reduced Planck constant, e the dielectric constant, N+ and N_ the donor and acceptor concentrations
respectively, and n the total electron number density. va, the electron group velocity in the A-valley, depends
on the correspondent energy #a through the relation

1 )
va(ka) = ﬁVkA “a(Ka).

Zalf] is the callision term, which we proceed to discuss.

2.2 The collision operator

The expression for the collision term is obtained by means of the Fermi’s golden rule [15, 16]. It reflects the
various scattering mechanisms the electrons undergo in a semiconductor. Some of them leave the electrons
in the same valley as they are before the collision (intravalley transitions), while other scatterings can drive
the electrons into a different valley (intervalley transitions) according to suitable selection rules. Therefore,
in general, the collision term may be split according to

Calf] = Calfa, fal + > Zalfa, fal.
B

The first term represents the intravalley scatterings, the second one takes into account the intervalley scatter-
ings. The main scattering mechanisms, to which electrons are subjected in semiconductors, are the ones with
phonons, impurities, other electrons and stationary imperfections of the crystal such as vacancies and external
and internal crystal boundaries. In the present paper the electron-electron scattering will not be considered,
because it is relevant only for very high doping, which usually occurs at ohmic contacts where electrons are
in thermal equilibrium. We aso neglect the stationary imperfections.

GaAs is a compound semiconductor, therefore the electrons interact with the phonons not only because
of the deformation of the crystal but also through the polarization waves, see [17]. The deformation of the
lattice, due to vibrations of the ions about their equilibrium positions, is described by deformation potentials.
Either the acoustic or the optical modes can be excited. The scattering arising from the excitation of the
acoustic mode is typically called acoustic scattering, while the one arising from the excitation of the optical
mode is called non-polar optical scattering.

The coupling through the polarization waves is due to the permanent electric dipole moment of the
constituent ions in a compound material. This coupling can be mediated through both the optical and the
acoustic branches, but the latter contribution is marginal at room temperature in very pure semiconductors.

In the present paper we consider the following scattering mechanisms:

— the acoustic phonon scattering,
— the non-polar optical phonon scattering,
— the polar optical phonon scattering,
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— the impurity scattering.

All these scattering mechanisms are intravalley, except the non-polar optical phonon scattering. Their
contributions to the collision operator, in the non-degenerate approximation, * may schematically be written,
respectively for the intravalley and intervalley scatterings, as

LMt = [ [POKKnfake) ~ PO ka, Kidfaka)] die
%3

AN / [PM(Kg, ka)fa(kg) — PO (ka, ki)fa(ka)] dKg, 4
%3

where P((k, k') is the electron transition probability per unit time from a state k to a state k’ and ) labels
the different types of scattering. The first terms in (4) represent the gains and the second ones the losses.
From the principle of detailed balance we have

P (kg, ka) = P (ka, ki) exp <_‘5A_"§B+AAB> 7
ke TL

where kg is the Boltzmann constant, T, the lattice temperature, which will be taken as constant, and Aag =
Za- e

In the case of acoustic phonon scattering in its elastic approximation, valid when the thermal energy is
much greater than that of the phonon involved in the scattering, we have

P (Ka, ki) = Kacd(#a — £3), ©)

where § is the Dirac delta function and K. a physical parameter.
For the non-polar optical phonon interaction, the transition rate is given by the sum of an absorption and
an emission term

PP (ka, ki) = Zag Knp [NMPS(55 — #a — huwp) + (NP + 1)5(& — &+ hopy)] (6)

where Ky, is a physical parameter, hwﬁ;, = hwnp £ Apg, hwnp is the longitudinal optical phonon energy, N (mp)
is the equilibrium non-polar optical phonon Bose-Einstein distribution given by
1

exp(fwnp /Ke L) —
and Zxg, see Table 1, is the degeneracy of the final valley, that is the valley the electron reachs after the
scattering, with respect to the initial one. In GaAs, non-polar optical phonons contribute to the electron
intervalley transfer between two L-valleys and between I'-valley and L-valleys.

As said, the polar optical phonon scattering is a very important scattering mechanism in compound
semiconductors. It is an intravalley inelastic process whose transition rate is given by

Kp

8m2h|ka — K| |2
+(N®) + 1)5(Z4 — Za+ hwp)] @)

N (np) =

PP (ka ki) = G (ka, Kp) [NPIS(58 — #a — huwp)+

where K, is a physical parameter, 7w, is the polar optical phonon energy, N ®) the thermal equilibrium polar
optical phonon number and & '(ka, k}) the so-called overlap factor given by [15]

% (Ka,Kp) = (8a8 + CACA €4 - €1, ®

where e, and €, are unit vectors pointing in the directions of ka and k), and

1+ apéa 1+Oz,/_\r/)x apnBa OzA()A
1+20[A((A 1+20¢Ag,;.<’ l+205A({A l+20¢A(r/.

1 Thatisby| That is by linearizing the operator with respect to the distribution functions.
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At last, the transition rate for the scattering with impurities, which is an elastic mechanism of interaction,
reads
PI™ (K, kn) = T (74— ),
A [|kA—kg|2+ﬁz]2 A
where Kiny, is a physical parameter, and 3 is the inverse Debye length.
The values of Ky, Knp, Kp, Kimp @nd 5 are indicated in Sect. 7.

3 Moment equations and maximum entropy principle

Starting from the transport equations (3), one can get balance equations for macroscopic quantities associated
with the electron flow. For simplicity we drop the valley label.

Multiplying egs (3) by a regular generic function (k) and integrating over the wave vector space, one
finds

oM, oy O GE! o o
e R e O ey IO Yt ©

with
M, = / P(Kk)fd3k
R3

as the moment corresponding to ).
By taking v as 1, hika, &a and &ava, with A = I', L, one has the following set of balance equations,
[4, 5],

ona + o(naVy)

ot o MG 19
8(n§tPiA) + 6“‘@’*;’2) +nagE' = naC, (11)
a(ng:NA) + a(g’:j%) +MAGVAE; = naCw,, (12)
8(2%8,&) + 8(2’;:2 +nagg GE =MCq, (13)
where
Ny = - fadka isthe electron density,
V,i = n—lA - vi/_\fAdkA the average electron velocity,

1 ]
Wy = - / “a(ka)fadks  the average electron energy,
A JR3

. 1 .
S\ = - / va@alka)fadks  the average energy flux,
A JR3

Py = ni hkafadka = mi (VA +2a4S,)  the average crystal momentum,
A JR3
U ,E = ni v}\hk,&fAd ka the average crystal momentum flux, (19
A JR3
) 1 o /1 .
)= = — | =v}, &ak fadk
Ga A o |fak’k (hUA “( ))] adKa,

Flo= ni / vhvh@a(ka)fadka  the average flux of energy flux,
A JR3
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1 . . .
Cp = — / Zalf]dka the density production,
Na Jgs

A

1 o .
Cpi = . / hiky @alf1dka the crystal momentum production,

A J s

1 ; .
Cw, = - / “a(ka) Za[f]1dka  the energy production,

A JR3

1 i .
Cs,; = - / va®a(ka) Zalf1dka  the energy flux production.

A JR3

All these quantities refer to electrons in the A-valley, A= T, L.

The moment equations (10)-(13) do not form a set of closed relations because the number of the unknowns
is greater than that of the equations. Therefore it is necessary to choose a set of fundamental variables and try
to express the others in terms of these. A way to get constitutive relations, which lies on sound physical bases,
is to use the maximum entropy principle [7, 8, 12, 18]. This principle furnishes the form of the distribution
functions that makes the best use of the knowledge of a finite number of moments.

In particular, if we assume as fundamental variables na,V a, Wa and Sa the maximum entropy distributions
fa are those which make the electron entropy extremal under the constraints of fixed values of the fundamental
variables.

The entropy of the electrons in the I"-valley and the 4 L-valleys read

s[fr.f) = ke M (r logfr ~fr)dir +4 | (i logh, - fL)dkL] .

and the distribution functions fa (A = I, L) that maximize it under the constraints na,Va, Wa and Sy are given
by 2 (see [4])

fA"E = exp [— (ki)\,w)\x\’ TEPYEE P vLFEA)] , A=TI L,
where the \'s are Lagrange multipliers that take care of the constraints.

In order to determine the Lagrange multipliers in terms of na, Va, Wa, Sa, A =TI", L, one has to insert
the expressions of the maximum-entropy-distribution functions into (14);_4 and solve the resulting system.
Then the closure relations can be obtained by evaluating the appropriate moments of fa, and Za[f], with fa,
A=1T1,L, replaced by the corresponding maximum entropy functions. However, on account of the algebraic
difficulties, we get only approximate explicit expressions for the Lagrange multipliers under reasonable
physical assumptions on the distribution functions.

At equilibrium the distribution functions are isotropic

1 &
ool (205

1
ke T’

that is at equilibrium

)\X’(GQ): )\Xi(BOI):Q )\i(e@:O, A:F,L.

We assume that the anisotropy of the fE, A = I' L remains small even out of equilibrium. We formally
introduce a small anisotropy parameter ¢, assume that the Lagrange multipliers are analytic in ¢ and expand
them around 6 = O up to the first order. By taking into account the representation theorems for isotropic
functions, one has that Aa and AW are of order zero in 6, while AY and A3 are of the first order in ¢

A = Aa, PYEDY

A=A A =07,

2 summation over repeated lowercase letters is understood.
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and the maximum entropy distribution functions can be written as

A , . -
FVE = exp (—k: —AX"?SA> [1-0 (W e+ A2 k)], A=T L. (15)

4 Inversion of the constraint relations

In order to express the Lagrange multipliers in terms of the fundamental moments, we have to invert the
following system of equations

n-r = fIME dkp, n.= fLMEdkL,

3 R3

nrWr = gFfIME dkp, nW_ = / gLfLME dk|_, (16)
R3 3

npVp = / vpfME dkr, n v/ :/ ol fME dk,
R3 R3

np SII—' = / Ui]"gFfIME dkFa nLSi_ :/ U:_gLfLMEdkL.
R3 R3

where fME and fME are given by (15).
For computational reasons, it is better to express the volume element dka, A= I", L, in terms of energy
“p and the elementary solid angle d2a

dkn = kE dka 02 = T2 /2mE 2 (1 + ana) (1+20%8) A% A2,

By retaining only the terms up to the first order in §, from the constraints 2 (16), we get the following results

— i*n — 1i*n
i o IR

AY = gt (Wh), A= gt W), (17
W= BhVE+bhS), A= bRV b,
AR = bhLVi+bLS), A= bRV +bhY,
where
(oo}
dA () = / S En (14 an ) (1+ 20n Z3) exp(— A Za)d Za,
0
ga* are the inverse functions of
dit (AR)
gAa AW = ) A:F7 L7 (18)
)= g ()
and the coefficients b}, A= 1", L, are given by
_ 3 A _ D A _ A
bll_ﬂa 125~ A 2= a0 (19)
with
ah = 2py A_ 2py A 2py
and

3V and S|, A=T",L, are consistently considered as terms of order 4.
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pk /(; 1+ ZOLA gA exp( A A) A5 )

For the inversion of the functions (18) we have resorted to a numerical approach. The results are shown in
Fig. 2.

5 Fluxes

Once the Lagrangian multipliers are expressed as functions of the fundamenta variables, the congtitutive
equations for the fluxes can be obtained. Up to the first order terms, one has

UL =Uad", Fi=Fadl, Gl=Gad', A=IL,
with
2 o \13/2 o« :
Un= -2 / [ (1+an 2a) ] ¥ exp(- AW #a) d Za,
3d2 Jo
2 pp
Fa= -5
AT 3m; dy’

1 ° 2 1+aaé;
Ga= —— A/ 1+ 5 =" | 32 T4 an Zaexp(—AY Za)d Za.
mydg' Jo 3(1+2aa )

In Fig. 3 we represent these tensors as functions of the electron average energy.

6 Production terms

By using the same procedure as before, also the expressions of the moments of the collision term can be
found.
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Fig. 3. The fluxes Ua, myFa and m{Ga, A= 1", L
6.1 Acoustic phonon scattering
The collision term for acoustic phonon scattering reads
U AR R A R
V2K . . g N A
= T {Za (o) (W +2a7) ep(-M “w)e
VYA M0
Since the scattering is intravalley and elastic, one gets
cl =0, Ci?=0, A=TI,L,
while for the production terms relative to the crystal momentum and energy flux, we have
CEY = c{A(Wa)Va +CiT(Wa)Sa, (20)
CEY = S (Wa)Va +CT(Wa)Sh. (21)
The production matrix
G @) = C,E\aﬂ C,&af%
A (ac) C(ac)
A2l A22
is given by
C = OB,
where the coefficients of the symmetric matrices Ba are given in (19) and those of Q,(fc) are
Ko [ 2
a = /O 7 (1+ aa?n)? (1+20a7) exp (—A £4) déa, (22)
KL o 2
Wo = G /O £ (1+ ana)” (1+20a%) exp (AN ) d &, (23)
Ky [™ 2
% = = / 3 (1+ aaén) exp (- 2\ #a) d&a, (24)
madg' Jo
Ko [ 2
B = o [ A e e () d @5)
madg' Jo
with
KA = —Sﬂﬁ(m':)a/ZKac A=1" L.

)

& 3n3 ’
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6.2 Non-polar optical phonon scattering

The non-polar optical phonon scattering is an intervalley interaction mechanism whose collision term can be
written as the sum of a gain and a loss part

ZPI ~ Pl = Y { AN, E] - 2 PVE e
B

As a consequence of the selection rules [15, 16], in this sum when A is equal to I", B can only be equa to
L, while when Ais L, B can be either I" or L.
At the first order in §, we have for the gain part

ZPEME FME] = N(”p)K p(—f(‘j) {exp( A Ep + T) N

+an5,:>]§<1+2asfs;:>+exp<—Am—>[“ (1+aa %)) (L+200 ) } |

where &5 = #a + hwp, and

KA|3_8\@7T *3/2
LR VR

Zpg Kip

The loss term can be expressed as

7 (V[ ME FME] = N(“p)K € ka) { [47 (1+ a5 23]

ke TL

When acting from I" to L valleys or vice versa, the non-polar optical scattering does not conserve the electron
number density and one has

x (1+2ap &4 + [;ﬁ; (1+ag ;5,';)}% (1+2ag &5 ) ex (h“’”p>}

na C"% = ne C"R5 (We) — na CR5(Wa),
with

3 /m; 3/2 Ng —AB )\wh + 4 iwnp
CrSnR)BJr = > <m§) disN(np)Knp [ ( Wrpt KbTL)T]O (/\BvaA#)éBa”{AB)
0

+exp (Ap fwnp ) Mo (A\év, ap, 0B, gA;)} ;

3N -+
2d N(np)Knp [770 (AAvaAaan({AB)

hw _ - -
+exp(Kb-r|]—p>770 (AxvaaAaaB7(gAB):| ) A;/B

The functions 77k together with the & AB are reported in Appendix A.
Also energy is not conserved and, up to the first order in §, one finds

na Cs = N Gy s (W) — na CJPA5 (W),

na CRs”

with
(np)+ 3/ m; 3/2 ( NI rwnp) W .
N pAB = E (rné) dB N(ﬂp) K |: np " KpTL n ()‘B ., OB, ;)(AB)
+exp (N ) n (A an, 08, Z g )|
_ 3n +
Na (HPAB = 2 d: N(np) Knp I:nl ()\A , A, OB, ((AB)

hwnp — = — —
+exp(KbTL>n1 ()\A,aA,aB Z o )} A#BorA=B=L.
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The production terms for the crystal momentum and energy flux have again the form

CF(’ZE) = Cglla )11(WA)VA + CArgjlz(WA)SA, (26)
Cézs) = CXI]B )21(WA)VA + C,s_\rg))zz(WA)SA. (27)

The production matrix

AB ~ (np)

(np) (np)
¢mp) - [ Cas11 Casa2
C( P) C
AB21  CaB22

is given by A
C,&gp) Q(nP)B

and the components of the matrix Q¥ read

(np) K ﬁwn
(np) N Knp v "
o = g (@ (W an 08, Z g ) +el5E) QY (A, an 08, 75 | (28)
N (np)KAB _ ﬁwnp _
q/TBp)lz = & As {Q/ </\A ,Qp, g, & B) +e ) & ()\XV,OZA,C%B; N )}, (29)
NPRAE N (o) -
q;&an)Zl = m*dAnp {(f (A , A, OB, O ((AB) + e KbTL C (AXV7 ap, ag, O(AB> } ) (30)
a Co
N(np)KAB — + Jwnp
g:ap)zz = mz{dAnp {Czs (/\vaaA»OéBa %AB) + e( KbTL)C (>‘A , A, OB, ;(AB)} (31)

A#ZB o A=B-=L.

The functions ¢ and (g are also reported in Appendix A.

6.3 Polar optical phonon scattering

The polar optical phonon collision term reads

ZA(p)[fA,fA] ~ gA(p)[fAMEyfAME] —

- . v oy, |2 p
=K§N<p>{R(zA, ENP) +S(Ea, E4P) + —eA [R((SA,, )+ S (“n, Za ")}}

3
where K} = %Kp and &P = #p + hw,, while the functions R, S, R, § can be found in Appendix A.
Therefore the production terms for the density, energy, crystal momentum and energy flux are given by

clP =o,
™) N(p)Ki A o - e [ _ . .
Gl = —gare® | [ R 57/ Za(1+aa#a) (1+20a %) d %
0 En

+L S(Za, ZaP)a\/ Ea (1+ an ) (1+2aA?§A)dk§A},
-

with Z = = max(0, +/uwp), and

cs) CR WAV A + €, (Wa)Sa, (32)
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As usual the production matrix
() ()
egm - [ Cn Cap
A c® @
'A21 A22

is given by
C/gp) - Q&P) Ba,
and the components of the matrix Q) by

@ _ 2 NOK}

=5 (4 (W 7T v (W ET)] (349
=2 MR [t (W 77) it (W) @
= 52 VR 8 (W) i (W) @
= 5o VR [0 (W) 0 (W) @

A=TandL.

The functions ¢ £, and ¢;= are in Appendix A.

6.4 Scattering with impurities

If we insert fME, A = I', L, into the expression of the collision operator relative to the scattering with
impurities, this assumes the relaxation form

i 1

CA™If] ~ ——

A

[fA"E(Ka) — foa™ (ZR)] ,

where f}AE is the isotropic part of fME, fME = exp (—% — AW éﬁA), and the relaxation times are

i = (f.A )_l M
A mp X(gA)/]/((ch) s

SmA* . .
A g ) @\ — 8ms o o 7252 Za(L+an?)
With Ky = o~ Kinp, x(#4) = I0g |75 Za (14 ana) +1] — g - oy
h2[32 ) g

(V(ZA) =,/&n (1 + OéAgA) (1 + ZOtA;gA), A=T, L.
Such an expression for C,Smp) isvalid also under the more general assumption that the distribution function
is weakly anisotropic. We note that, in the parabolic approximation, one recovers the same expression as in

[15], (see page 67, formula 2.6.14 ). _
Since this scattering is intravalley and elastic, computing the moments of C,i'mp)[f ME], one gets

CH™ =0, Ca =0, (39)

In

while the production terms of the crystal momentum and energy flux are respectively given by

CI™ = TP (Wa)Va+ {8 (Wa)Sa, (39)
CI™ = AT (WaVa + i (Wa)Sa. (40)

The production matrix
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- (imp)  (imp)

imy i
&m) - AT Chr
Ca21 Cax

decomposes as
C}gmp) - QX”P) BA7

and the components of the matrix Q™ read

—A
oy 2K [ o
Wil = ggn [ (Lr20n7) x(FW e (A ) d 7, (41)
2Ky [
A = ggh | Za(l+20a%) x(ZW e (- Za) d 2, (42)
0 0
2Ky [
e A RCALT IV AL EN @)
3mz dy' Jo
2Ky [
(imp) _ imp 2 > o &
e A AL GV AL ER (@)

A=TandL.

7 Applications to the case of bulk GaAs

In this section we test the model in the case of bulk GaAs. The physical situation is represented by a GaAs
semiconductor with uniform doping. Two different impurity concentrations, N, =10%cm—3, 10cm—3 are
considered, and all the above-mentioned scattering mechanisms are taken into account.

Simulating bulk semiconductors represents a basic preliminary step in the analysis of semiconductor
devices. Usually from the results obtained in this case, one figures out the transport coefficients used in
hydrodynamical models based on phenomenological assumptions.

From a physica point of view, the main features, common aso to other types of semiconductors like
silicon, revealed by measurements and MC simulations are the following:

— during the transient period the average velocity overshoots its asymptotic value, that is the value attained
in the stationary case. This effect is observed when the applied electric field is increased and it is due to
the fact that the velocity relaxation time is smaller than the energy relaxation time;

— by increasing the €electric field, the asymptotic value of the velocity (V-E curves) shows a saturation
effect.

Besides these, other phenomena are present which are typical of GaAs:

— an electron transfer from the I'-valley to the L-valleys at the increase of the electric field;

— in the V-E curves one observes a decrease of the electron velocity when the electric field overcomes a
certain threshold value. Such a phenomenon, known as negative differential conductivity, is the conse-
guence of the transfer of electrons from the I"-valley to the L-valleys, where their effective mass is much
larger. It is also observed that at higher impurity concentrations both the low field mobility, the slope of
the V-E curves at low fields, and the electron peak velocity decrease.

The parameters that appear in the scatterings rates can be expressed in terms of physical quantities charac-
teristic of the considered material

_ ke TLE%
7 4r2hpu2
_ (DiK)?
- 87T2pCUnp ’

Knp
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K, = hwp qz i _ }
P 8m2h \ex €/’
K = N, Z2 q4 B q2 N, 1/2
™ Arhe? T leke TL ’

where =y is the deformation potential of acoustic phonons, p the mass density of the semiconductor, vs
the sound velocity of the longitudina acoustic mode, DK the deformation potential for non-polar optical
phonons, €., the dielectric constant at optical frequency range and N, and Z g are respectively the impurity
concentration and charge. Among these quantities, the deformation potentials cannot be deduced by means of
first principles. In fact the perturbation theory employed to evaluate the transition probabilities is not able to
calculate them from the quantum theory of scattering. In all the simulators, even the Monte Carlo ones, these
quantities are considered as fitting parameters. Their values depend on the approximation used for the energy
bands, on the specific characteristics of the material and on the energy range of interest in the applications.

We have adopted for them the same values as in [19]. For the sake of completeness all the physical
parameters are summarized in Table 1.

Table 1. Values of the physical parameters used for GaAs

Me electron rest mass 9.1095 x 10~% g
my, effective electron mass in the I"-valley 0.067 xme

m* effective electron mass in the L-valley 0.35 xme

T |attice temperature 300 K

po density 5.360 g/cm?

Vs longitudinal sound speed 5.24 x 10° cm/sec
ar non paraboalicity factor in the I"-valley 0611 ev—1

ap non parabolicity factor in the L-valley 0.242 ev—1

€r relative dielectric constant 12.90

€00 relative dielectric constant at optical frequency range  10.92

€ vacuum dieletric constant 1.24 x 10~22 C2/(eV cm)
=y acoustic-phonon deformation potential 7 eV

DiK non-polar optical phonon deformation potential 10° eV/em

hwnp  non-polar optical phonon energy 0.03 eV

Fuwp polar optical phonon energy 0.03536 eV

& I-valley bottom energy 0ev

e L-valley bottom energy 032 eV

ZrL degeneracy from I" to L valleys 4

Zir degeneracy from L to I" valley 1

2 degeneracy from L to L valleys 3

Concerning the evolution equations, taking into account the symmetry with respect to space trandations,
we can drop the spatial dependence. Therefore the balance equations reduce to the following set of ordinary
differential equations

Sone = CIRL W) — e G (W), ()
m;%npw} +2arSp) = —anrE' +¢finpVp + Sy (46)
%nFWF = —qnpVEEK + nLC\S\I;p;fL(WL) +np C\S\'/? (Wr) — C\g\?p}_L(WF)] , (47)
%nps} = —qnrEGK +chinpVi +chnrSy, (48)
&= - CLP: (W) + i G (W), (49)

d _ _ _ _ .
m (v +20 §) = —an B+ eV + e s, (50)
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%nLWL = —gn V*Ex + nrCOP L (Wr) + g Cv\?)(WL) +C{P (W)
s e \UA] G
%an{ = —qnEGK +chn V] +chn S, (52)
where

o = C5 (W) + P (Wa) + ¢} (Wa) + TP (W) A=T,L.

From (45), (49) and the expressions of the production terms, one has that n = np + 4n_ = congt, so that the
total electron number is conserved, as it must be. In cases when a constant bias voltage is applied to the
semiconductor, the Poisson equation (3), is satisfied with n equal to the value of the doping concentration
and E constant. The motion is along the direction of the electric field and, if we take this as the x-direction,
the system (45)-(52) reads

d + —
" = M CYRI WL — np IR (W), (53)
4 ovr= (2006 — ) qEnr+ (S 2a0ch ) npvy +
gV = aFI‘qu mr QF21 rVr
(%2 2ar¢l) nrs: (54)
my. ’
d +
Wi = —anpVrE +nGEPYL W) +np |G (W) — G (W) (55)
(;jt npSp =—q an Gp +021anp +022I’1FSF7 (56)
— +4 = 7
S +an) =0 (57)
d 1 cky
anLVL = (ZOéLG mL) qEn_+ (mL 201 021) nv,_+
CL
+ (rrlé -2 C|2'2> nS, (58)

d .
@ —n W = —gn VLE +npCOP (Wp) + n [C\/\?)(WL) +CIPL (W)

—oPm], 69
d
anLS_ = —qnEG +chn Vi +cHn S, (60)

where Va and Sy are the x-components of V4 and Sy and Gy is the xx-component of G,Lj, A=1, L. Inthe
evolution equations the x-component E of the electric field enters as a parameter.
As initial conditions for (53)-(60), we take, in suitable units,

nr(0)+4n(0) = 1,
nr(© _ Justdke _ mp\ Y245 (k)
n© fwa(eq)dkL_(mﬂ‘> a5 ()
Va(0) = 0,

WA©) = on <1>
ke TL
S\(0) = 0, A=T,L.

The crystal temperature, T, is assumed to be 300 K.
The solutions of (53)-(60) for electric fields respectively equal to 0.2,0.5,1,2 and 6;’—m, are reported in
Fig. 4. The stationary regime is reached in a few picoseconds.
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Fig. 5. Electron occupancy in the I'- and L-valleys for N. = 10'*/cm® and 10%7 /cm? respectively

The typical phenomena of overshoot and saturation of the velocity are both qualitatively and quantitatively
well described, see [19] page 111, Fig. 3.23 for a comparison with results obtained by MC simulations. We
also report the curves representing the electron valley occupancy, nF”+F4nL and np4rl_1n|_’ and average velocity as
functions of the electric field (see Figs. 5 and 6) for the above impurity concentrations. Figure 5 clearly shows
the electron transfer from the I"-valley to the L-valleys. The population inversion is observed at electric fields
of about 1.8V /um.

Figure 6 shows that the low field mobility and the electron peak velocity decrease with the increase
of the impurity concentration, see [19] Figs. 3.16 and 3.17 for a comparison with results obtained by MC
simulations.
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Appendix A

In this Appendix we report some functions entering into the expressions of the scattering mechanisms we
have taken into account.
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Table 2. Values of 7 g

absorption emission

initial valley  final valley & ng Z s

r L EL—hwnp &L+ hwnp
L r 0 0

L L 0 hewnp

In the production terms relative to the non-polar optical phonon scattering the following functions appear
(the values of ?Ajé are given in Table 2 for each different type of interaction)

W (Wonoo 7o) = [ At (e onm] " (L 2mn ) (55 (e 73]

(1+ 205 ZE) exp (= A& #a) d a,

04 (/\Xv,ocA,aB,‘gAiB) /7i “x [“n (1+an &‘A)]s/z [gAi (1+ag ?%i)]l/z
ZAB

(1+ 20 gAi) exp( A )A) d ()(A,

1+2a ((i
/ (C(A 7 1+Oz (ch )}1/2(1+25A((A) [gA(l'F

+aA(5A)]3/ exp (—\Y #a) d Za.

— *
S W
G2 (W an 08,7 )

As regards the polar optical scattering, we have *

R(%a, A)

hw . 7
o, £ (23) €% {eXp (I<B1PL) exp (—AX ZR) — exp (Y %A)},
] e\ A o hw o
90(Zn G )N (Zn ) € T {EXP (—A\R Za) —exp (kBT ) exp (— AR (5A)} )

1+anZ)]"?
.//’f/'(%X){eXF)(M)[ A o) 91(%n; Ex)fai (ER)+

S(pra ;)(A_)

R (%, #3)

kBTL 1+ ZQA/AJr

Za (1+ ana)]Y? ‘
e (1+ 22/;?52\)] go(%a, g/:)fAi(gA)} :

4 For simplicity, we have omitted the superscript p in &5 ® and ?,’Aj(to)(p).
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[Zn (1+an?y)] "

1+ zaAgA_

S ) = ) { 91 Zn (R

r o 1/2
hwp \ [Za (1+aa®h)] S .
_ i En, & )i (&
eXp<kBTL> 1+ 2ans 90(%a, p Nai(Za) ¢
with

: A o L o
fai (%n) = —exp(—Kf VA [Ax' + (mﬂ

and

_ a(xa,ya)  b(xa, ya) A(Xa,ya) . S(Xa,Ya) A(Xa, yA)T
golow Ya) = 27 { [5(XA7yA) d(Xa, Ya)? * 5(Xa, Ya)®
AXa; Ya) +0(Xa,Ya) | 2D(Xa, ¥a) — 2C(Xa, Ya) A(Xa, yA)}
A(XA7 yA) - 6(XA7 YA) 6(XA7 YA) 5(XA7 yA)2 ’
_ 2 AXa, Ya) | A(Xa, Ya) — 0(Xa, Ya)
91X, Ya) = 2 {a(XA’yA) |:5(XA7 YA 30 Y2 I A (X ya) + 0 (n, yA)]
b(Xa, Ya)A(Xa, Ya) A(Xa, Ya) +0(Xa Ya)
¥ 5(Xa, Ya)® A(Xa, Ya) — 6(Xa, Ya) 200, yA)}
C(Xa, Ya)
d(Xa, ya)*

xlog

[A(XA, ya) 10g

[25 (Xa, Ya)® + 2X\(Xa, Ya)?5(Xa, Ya)
A(Xa, Ya) — 0(Xa, YA)] }

3
+)\(XA) YA) |Og A(XA7 YA) + (S(XA7 yA)

where

(1+ aaxa)( + aaya)
(1 + 2aAXA)(l + ZaAyA) ’

2ap [XaYa(d + aaxa)(1 + aaya)
(l + 2aAXA)(1 + 2aAyA)
ai Xa YA
(1+2apxa)(1+2aaya)’
2my
2

a(Xa, ya) =

]1/2

)

b(Xa, ya) =

C(Xa, Ya) =

A(Xa, Ya) = [Xa(1+ aaxa) + ya(1 + caya)]
4my
5(%a; Ya) = == [XaYa(l+ aaXa)(1 + aaYa)]

1/2
z )

In the end, we have

0 i [Za+ anm])Y?

K ()‘vagA_> = /* O (14 aaZn) (1+20a%n) A7 (&8) { A 1+2aaén

ZA
r= 7+ G h je=sd
<o (4, 757) 10 (-0 ) — ep (L2 (50)"

[Zn(L+ ani)]
1+2 ozA((?){AJ'

g (a ZR) o (-AX ZR) } d Zn,

i [Za+ aazn)] 2

C(WE) = [ ran) (1 2ans) 0 (7)) {f EETA
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