Available online at www.sciencedirect.com

.7 science (@oinzers PHYSIGA ﬁ

ELSEVIER Physica A 349 (2005) 221-258

# &

=

www.elsevier.com/locate/physa

Non-parabolic macroscopic transport models for
semiconductor device simulation

Tibor Grasser™

Christian Doppler Laboratory for TCAD in Microelectronics, Institute for Microelectronics, TU Vienna,
Gusshausstrasse 27-29, A-1040 Vienna, Austria

Received 28 February 2004; received in revised form 13 August 2004
Available online 20 November 2004

Abstract

We present a formulation of non-parabolic macroscopic transport models which avoids the
commonly used relaxation time approximation by using an expansion of the scattering integral
into the odd moments of the distribution function. The parameters of this expansion and the
closure relations required in the final transport model are directly calculated via analytical
models of the distribution function. These models are obtained by displacing an isotropic
distribution function with an energy-dependent displacement and expanding the displaced
distribution function up to second-order. This allows, for instance, to investigate the commonly
neglected second-order contributions to the energy tensor in more detail. In addition, new
models for the non-parabolicity corrections of the streaming terms are suggested. In a detailed
discussion non-parabolic macroscopic transport models of order four and six are compared.
© 2004 Elsevier B.V. All rights reserved.

PACS: 72.20.Ht; 85.30.De; 85.30.Fg; 05.60.Cd

1. Introduction

Boltzmann’s transport equation describes the motion of carriers in a solid subject
to external and internal forces and is of fundamental importance for the modeling of
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semiconductor devices. Its solution is the microscopic distribution function f(k,r, ).
Since the distribution function provides information about a particle’s momentum
and position simultaneously, the distribution function is a classical concept
neglecting Heisenberg’s uncertainty principle. Carrier scattering is modeled using
Fermi’s Golden Rule.

From the distribution function macroscopically observable quantities such as the
electrical current density can be calculated. In addition to the current various other
quantities of interest can be obtained from the distribution function such as the
particles’ concentration and average carrier energy. However, direct solution of
Boltzmann’s equation is very time-consuming even with modern computers.
Approximate solutions can be obtained from macroscopic transport models which
determine a certain number of moments of the distribution function. These models
are derived from Boltzmann’s equation by applying the method of moments,
transforming Boltzmann’s equation into an infinite set of equations. To obtain a
tractable equation set, this hierarchy has to be truncated after N equations. When
only the first two moment equations are used, the drift-diffusion model is obtained
[1]. From the first three moment equations one gets the hydrodynamic model [2]
whereas the first four moment equations (and some additional assumptions) give an
energy-balance model [3.4].

Independent of their order N, all macroscopic transport models are based on some
more or less stringent approximations introduced in their derivation. This issue is
fundamentally related to the fact that the truncated equation set contains more
moments than equations. After deciding on a set of unknowns the additional
moments have to be expressed as a function of those unknowns to close the equation
system. Since this is not exactly possible, macroscopic transport models differ
basically in the assumptions used for relating the additional moments to the
unknowns of the equation system.

The most obvious problem is that the highest-order equation determining the Nth
moment contains the (N + 1)th moment. This (N + 1)th moment provides the
coupling to all higher-order equations and thus contains the information missing in
the lower-order equations. Following the argumentation used in gas-dynamics [5],
where for instance Grad’s model assumes that the system is sufficiently described by
the thirteen moments occurring in the first three moment equations, one assumes
that the contribution of the higher-order moments is small. This issue is of
fundamental importance as it justifies the truncation of the equation system. Up to
now it is still not clear how many moments are really required to accurately describe
carrier transport in modern semiconductor devices. We will show in the sequel that
some commonly used assumptions are rather crude.

Another crucial step is the modeling of the moments of the scattering operator,
particularly the odd moments. Conventionally, these moments are expressed using a
macroscopic relaxation time approximation. Written in terms of mobilities this
approach maintains the familiar form of the current relations known from the drift-
diffusion equations. In the relaxation time approximation the mobilities are
normally expressed as a function of the average carrier energy, which is an even
moment of the distribution function. A rigorous treatment reveals, however, that the
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mobilities as odd moments of the scattering integral depend on the odd moments of
the distribution function such as the current and the energy flux [6,7]. By assuming
that the ratios of these fluxes approximately behave as observed under homogeneous
conditions, this flux dependence is commonly transformed into an average energy
dependence. This might impair the quality of the model and we present an
alternative formulation which avoids this assumption.

Finally, there is the issue of the band structure. It is commonly agreed upon that
the assumption of a parabolic band structure is insufficient for the description of
hot-carrier effects. In particular, it has been shown that a non-parabolic band
structure modifies the driving forces [4]. Since these non-parabolicity factors cannot
be exactly expressed as a function of the available moments, various approaches
have been considered. They range from simple constant approximations [§8] and
average energy dependent expressions [9] to models based on data extracted from
homogeneous Monte Carlo simulations [10].

All these issues can be rigorously dealt with by using a self-consistent analytical
description of the distribution function. The parameters of this analytical
distribution function model are determined by the unknowns of the transport
model. With this distribution function model the closure relations for the additional
moments can then be calculated in a more or less straightforward manner.
Obviously, the quality of this distribution function model has a strong impact on the
quality of the resulting closure relations and thus on the macroscopic transport
model. Here, we compare six moments descriptions [11] with models based on a
heated Maxwellian distribution.

To quantify the accuracy of macroscopic transport models it is mandatory to
compare their results with more rigorous solutions of Boltzmann’s equation, for
instance with results obtained from Monte Carlo models. It is of course important
not to limit the comparison to the homogeneous case but to also consider realistic
device structures which display non-homogeneity effects which have been the main
motivation for the development of higher-order macroscopic transport models in the
first place. To capture the two-dimensional electrostatics of MOS transistors we use
a one-dimensional cut along the surface through the potential resulting from a two-
dimensional energy-transport [4] solution. This one-dimensional cut is then used for
a non-selfconsistent Monte Carlo simulation to give a one-dimensional approxima-
tion of carrier transport. As an example device we use the 90 nm well-tempered MOS
[12] with the bias conditions V'p = Vg = 1 V. The issue of self-consistency, which is
important for realistic simulations [13], is neglected here since it further complicates
the comparison. It is assumed that when a non-selfconsistent solution of a
macroscopic transport model agrees better with a non-selfconsistent Monte Carlo
simulation than another macroscopic transport model, that this improved accuracy
is preserved in the self-consistent simulation. Of primary importance is the velocity
profile which determines the carrier concentration in a one-dimensional simulation
and is thus the primary coupling parameter to Poisson’s equation.

In the Monte Carlo code we use a single equivalent isotropic but non-parabolic
band described by Kane’s dispersion relation to capture the main contribution of
non-parabolicity. We assume a linear scattering operator and consider phonon and
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impurity scattering based on Fermi’s Golden Rule. The expressions derived for the
distribution function and the relations derived therefrom are evaluated with the
moments obtained from the Monte Carlo simulation and not in a self-consistent
way. However, we only take the moments (&' and (&'u) which would be
obtained from a corresponding macroscopic transport model. Such an evaluation
can, therefore, be considered a consistency test and leaves some uncertainty as to the
quality of the actual implementation. However, since from these consistency tests
many characteristic properties of the relations can be identified, we consider them a
useful tool to supplement any theoretical derivation.

The main purpose of this article is to investigate how the wealth of information
provided by Boltzmann’s equation can be approximated by higher-order moment
equation systems. Particular emphasis will be put on the derivation of the closure
relations which significantly determine the accuracy of the final macroscopic
transport model. Therefore, the discussion will be limited to a single equivalent band
which is expected to serve as a realistic example. If several bands are of importance
and the equivalent band approximation is not justified, the theory has to be extended
to multiple coupled moment equation systems [2].

2. Boltzmann’s equation

We start our derivation from the single particle Boltzmann transport equation [14]

Of +u-Vif +F- -V, f=0[f]. (1)

Boltzmann’s equation is a semi-classical kinetic equation, which assumes that the
motion of carriers follows the classical Newton laws. The scattering operator Q
represents the rate of change of f due to collisions and is modeled via Fermi’s
Golden Rule. We limit the discussion to the non-degenerate case and neglect
electron—electron scattering which results in a linear scattering operator. The
solution of Boltzmann’s equation is the time dependent carrier distribution function
f(k,r,?) in the six-dimensional phase space. The group velocity u appearing in (1) can
be obtained from perturbation theory as [15]

u(k,r) = V&(k,r), ©)

where & = &(k,r) represents the kinetic carrier energy which is given by the band
structure. The force F exerted on the electrons in the presence of electric and
magnetic fields and inhomogeneous material properties is for electrons generally
given as

F(k,r, 1) = = Vi(Eco(r) + &(k, 1)) — q(E(r, 1) + u(k,r) x B(r, 7)) 3)

and depends on k, r, and the time ¢. The two spatial gradients (V,) account for
changes in the bottom of the conduction band edge E.y and the shape of the band
structure. Here, we only consider materials with position-independent band
structures & = &(k) and omit the influence of magnetic fields which reduces the



T. Grasser | Physica A 349 (2005) 221-258 225

external force F to the electrostatic force F(r, ) = —qE(r, 7) and the group velocity to
u = u(k).

2.1. Band structure model

In the following we will restrict ourselves to isotropic band structures with the
dispersion relation &'(k) defined implicitly through the bandform function (&)

Wik
(&) = el 4)

Here, m* is the effective isotropic carrier mass and y(&) = & for an isotropic
parabolic band. The extension of the model to anisotropic band structures of the

form
Kk kK
y(£)=2<i+y+- (%)
m

* *
X my m;

by means of the Herring—Vogt transformation [16] is straightforward.

To bring the final model into as much a compact form as possible, the dispersion
relation and the relations derived from it will be separated into their parabolic and
non-parabolic contributions by introducing non-parabolicity correction functions
H:(&). This gives

WE) = EHs(6) (6)
for the dispersion relation
9(6) = 9oV EHy() ()
for the density-of-states and
hk
u(k) = Vy&(k|) = = Hu(é) ®)

for the group velocity. Note that only for isotropic bands the group velocity is
parallel to the crystal momentum #k and allows for a definition of Hy(&) as in (8).
The functions Hg(&), He(&), and Hy (&) equal unity for the simplest case of a
parabolic band structure. An alternative way of expressing the relationship between
the group velocity and the crystal momentum is via an energy-dependent mass [17] as

hk
k)=—— 9
uk) = o ©)
with m(&) = m*/H (&), which is of course equivalent to (8).
In this article Kane’s first-order correction [18] will be used where the bandform
function is given as

2&) = E(1 + a8) . (10)

We are perfectly aware that Kane’s relation is only valid for energies smaller than
1eV [19]. However, for the sake of demonstrating the basic correction terms that
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appear in the flux relations as a result of non-parabolicity this approximation is
sufficient. In addition, it allows us to use the same band structure and parameters in
both the microscopic Monte Carlo model and the macroscopic transport model.
Thus, any differences observed between the two must result from the approximation
of the distribution function through its moments and the closure relations derived
therefrom.

For Kane’s model we get the following relationships:

He(6)=140aé, (11
Hy(8) = 1+ ab(1 + 208), (12)

~1)2
Hy(&) =

212
Qahk> (13)

14206 ( + m*
with o being the non-parabolicity factor. We will also need the inverse effective mass

tensor, which is the second-order term of the expansion of the dispersion relation
and is defined as [15]

(k) = V, @ u(k) = V, ® V,&(K), (14)

where ® denotes the tensor product [20]. For Kane’s relation one obtains

2
(k) = (‘g) ( 2oh LAk ® k) (15)

More accurate analytic band structures and full-band structures can be used in a
similar manner as it is done for models based on a spherical-harmonic expansion of
the distribution function [21-23]. The band structures are, however, subject to the
same limitations, most notably, they have to be isotropic. In particular, isotropic
numerical ‘full-band’ structures can be introduced via numerically tabulating the
functions H¢(&), Hy(6), and H (&) at the expense of replacing the analytical
expressions derived in this article by results based on numerical integration.

2.2. Moments of the distribution function

As Boltzmann’s equation is difficult to solve directly, simplifications are
commonly sought. A common simplification is to investigate only a few moments
of the distribution function, such as the carrier concentration and the average carrier
energy. A moment is obtained by multiplying the distribution function with a
suitable weight function ¢ = ¢(k) and integrating over k-space as

(P = ﬁ / S (k. r. ) K, (16)

which is normalized with the carrier concentration n(r, ¢) given by

n(r, ) = / f(k,r,1)d’k . (17)
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Thus, the three k-coordinates are eliminated at the expense of information loss
concerning the details of the distribution function. In the following, the explicit space
and time dependence of the moments is omitted for notational convenience.

In the simplest case these weight functions are chosen to be ascending powers of k.
However, to obtain macroscopic quantities such as the average velocity and the
average energy, commonly used weight functions are powers of the carrier energy &'
and the fluxes p&’ and ué’. Recall that only for parabolic bands the moments
resulting from the latter two are related via the effective mass as {p&’ > = m*(ué">.
In general, a more complicated relationship exists between the two, which depends
on higher-order moments of the distribution function. For Kane’s relation we obtain

(péS = m* (ué'y + 20m* (usTy (18)
L IDEE NN I < PRV
<u£>—m*<l+2ag>—m*];< 20) (p&™) . (19)

In the following we consider the first N moment equations for the macroscopic
transport models. These equations will be derived from the even weight functions &
and the odd weight functions pé&”.

&, i=0,1,...,Mg, 0
¢ = p&, i=0,1,...,Mx. (20)

The order of the expansion is thus given as N = (Mg + 1)+ (M4 + 1). Unless
otherwise noted, however, M s will be equal Mg with

Myx=Ms=M=N/2—1. @21

Thus, for a four moments model with N =4, Mg =1, and M4 =1 we use the
weight functions 1, p, &, and pé&. Cases where Mg and M 4 differ are a three moments
model with N =3, Ms=1 and M =0 or a five moments model with N =5,
MS=ZandMA=1.

2.3. Diffusion scaling

To isolate dominant effects, Boltzmann’s equation is commonly considered in a
scaled dimensionless form. Various scalings have been considered to investigate
limiting cases such as high- and low-field transport. Here we will use the by now
classic diffusion scaling [24-26]. The scaling parameters &, that relate a quantity & to
its scaled forms & as & = &y& are xg, the characteristic device dimension, kg =
~/m*kp Ty /h, the scaling parameter for the wave vector 7y, a characteristic scattering
rate which can be pulled out of the scattering operator Q = Q, /7o, the velocity scale
for the group velocity uy = \/kg7'L/m*, and the scale for the electrostatic potential

o = hkouo /q

adl atsf+u-v,5f+F-vk5f=%QS[f]. (22)

Uplo
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Diffusion scaling assumes the time scale of the system to be

=2, (23)
K

i.e., we assume the scattering frequency to be high compared to the considered time
scale [25]. We obtain

KO, f +u- Vi f +F- Vi f = 10lf], 24)

where the Knudsen number

o — oto (25)
Xo
appears as a scaling parameter which represents the mean free path touy relative to
the device dimension. Since the Knudsen number is small in collision-dominated
systems it will be interpreted as the order of the term it appears with. To allow a
simple comparison of the relations derived in the following with expressions from
literature we continue with the unscaled variables but keep the Knudsen number as
an indicator for the order of each term. Of course, the unscaled Knudsen number
equals unity.
For both the macroscopic transport models and the distribution function model it
is advantageous to formally split the distribution function into its symmetric and
anti-symmetric parts as

Sk r,0)=fsk 1, 1)+ xfsk,1,0). (26)

The Knudsen number that multiplies the anti-symmetric part in (26) is motivated as
follows: For small electric fields the distribution function can be approximated by a
displaced Maxwellian distribution f(u — V), where V is the average velocity of the
electron gas [19]. The average velocity is related to the macroscopic length scale xg
and the time scale of the system #y and thus scales with Vo = xo/t. We therefore
obtain for the scaled form of the displaced Maxwellian distribution

fa—V) =f<uo (us - ﬁw)) s — V), @7)
Uply

where xg/(uotg) evaluates to k. For a small displacement the distribution function
(27) can be expanded to obtain

of s(us)
oug

The Maxwellian distribution f(u) is symmetric and therefore the second term in (28)
constitutes the anti-symmetric part of the distribution function.

Since « is small in collision dominated systems, expansion (26) indicates that the
anti-symmetric part is smaller than the symmetric part. Such a splitting is
advantageous because only the symmetric part fg(k,r,?) contributes to averages
with the even weight functions whereas only the anti-symmetric part f,(k,r,?)
contributes to the averages related to odd weight functions. Without loss of
generality, the symmetric and anti-symmetric parts of the distribution function

Ss(ug — kVo) = f(ug) — kV - (28)
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f(k,r, t) with respect to k are obtained via the relations

fS(k’ r, t) = %(f(k» r, t) +f(—k,l', t)) s (29)

kf sk, 1, 1) = %(f(k, r,t) —f(-k,r,?). (30)

By inserting (26) into (24) and equating symmetric and anti-symmetric terms
Boltzmann’s equation splits into two equations

0fs+u-Vefa+F-Vyfr =L50[fsl, (31

10 A +u-Vifs+F-Vpfg=0alfal. (32)

So far no simplifications have been introduced and (31) and (32) are equivalent to
(24). In the diffusion limit, however, we neglect terms of second-order in «, resulting
in a simpler equation system [27-29]. Recall that by this assumption the
hydrodynamic equation system [2] can be transfered into the energy-transport
system [4]. In the following, however, we will be concerned with the derivation of the
full equation system to deepen our understanding of the influence of the second-
order terms. Only in Section 6.2.1 such a simplified model will be presented and
discussed.

When (31) and (32) are multiplied by the weight functions &’ and pé&’ and
integrated over k-space we obtain the characteristic equations for the moments (&'
and (pé&’>. Due to the structure of Boltzmann’s equation additional moments
appear in these characteristic equations. It is a non-trivial task to express these
additional moments by the moments (&> and {ué&’> which are taken as the
unknowns of the equation system. This is referred to as closure of the equation
system. Since this is a complicated problem, mostly empirical relations are used [4].
The closure issue can be tackled in a systematic way by using an analytic distribution
function model [7]. In such an approach the distribution function which is the
original unknown of Boltzmann’s equation, is reconstructed using the available
moments, which are the unknowns of the moment system. This is done by assuming
an analytical description of the distribution function

fAnalylic(k’ r, 1) =fAna1ylic(k’ ao(r, t)a ceeo aL(ra ), (33)

which depends on L position-dependent parameters «;. The parameters a; are then
determined by requiring that the moments of (33) exactly reproduce the given set of
moments <{1),...,{&Ms>, Cud,...,(uéM ), and possibly some additional
constraints [11]. Finally, the additional moments can be calculated from (33) in a
more or less straightforward way. It is then hoped that (33) is an accurate model for
the real distribution function and gives good results for the missing additional
moments. We shall see in the sequel, that this is not necessarily the case. Naturally,
the accuracy of this approach relies heavily on the quality of this distribution
function model. The derivation of a suitable distribution function model is the
subject of the next section.
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3. Distribution function model

For the derivation of the closure relations we will make use of an analytic
distribution function model. This model should have the following properties: For
zero bias, it must reduce to the Maxwellian distribution function, which is the
equilibrium solution of Boltzmann’s equation for non-degenerate semiconductors.
In addition and more importantly, when some bias is applied, several effects become
visible in the distribution function. First, the shape of the distribution function
changes to account for the heating of the carrier gas. This effect is assumed to be the
most dominant one. Second, the distribution function is slightly displaced in the
direction of the current flow. And finally, the distribution function will display some
anisotropy around the displaced origin, i.e., it becomes elongated in the direction of
the current flow.

All these effects can be accounted for by displacing the distribution function with a
small energy-dependent displacement kK(&,r, ). Note that in the frequently used
approximation of a displaced and heated Maxwellian distribution the displacement
is assumed to be energy-independent and proportional to the average velocity
{u)(r, ). In unscaled variables we have

K(&,r,1) = Ko(r, 1) =" -<u)(r, 1) . 34)

Based on results obtained from Monte Carlo simulations we know that the energy
distribution function begins to deviate from the equilibrium distribution before this
displacement becomes visible. We therefore first model an isotropic and thus purely
energy-dependent distribution function fj(k,r,7) and assume that the final
distribution function can be obtained by displacing f(k,r,f) by a small amount
kK(&,r, t) and expand the shifted distribution function up to second-order

%@ O’ f1(&)
k2

—KT

3
7 K+ O(”) . 395

J(K) = fi(k — kK) = f1(&) —
Since the following considerations will be concerned with the calculation of the
moments, the explicit space and time dependence of the distribution function has
been dropped and is understood. Expansion (35) defines the zero-, first-, and second-
order term of the distribution function as

F&) =) + 1 V) + 1P K) + 0(3) . (36)

Note that the zero- and second-order terms contribute to the symmetric part of the
distribution function, whereas the first-order term constitutes the anti-symmetric
part of the distribution function.

To bring f X) (k) and f (52)(1() into the form f1(&)h(k) we express the energy-
derivatives of the distribution function as

3f1(6) 3 f1(&)
o0& 0&?

=g1(&)1(6) and = 92(6)f1(6) . (37
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Since the distribution function models normally depend exponentially on the energy,
we obtain compact results of the form

VM) = f1(EF 6Kk, (38)
21 = f1()K K (39)
with the auxiliary functions in unscaled variables

u(&
Pa(@) =" ) (40)
F(6) = { /i } = Fal(6)k @ k + Fi(&)1 (41)

f1 | Ok:k; ’

o(&) ,
Fai(6) = (T) (92(&) — 20g,(E)H(8)) , 42)
iy =" D 6. 43)

The function F Al(é ) describes the second-order k-dependence of the symmetric part
of the distribution function, whereas F(&) gives the second-order isotropic
contribution.

3.1. Superposition of two distribution functions

From Monte Carlo simulations we know that for instance in the drain region of
MOS transistors a mixture of a hot and a cold carrier gas exists which is clearly
visible in the distribution function [11,30,31]. To reconstruct such a distribution
function it has been found advantageous [11,32] to model these contributions
separately by describing the total carrier gas as a superposition of two isotropic
distribution functions f},(&) and f (&) as f1(k) = /(&) + f.(£). However, when such
a distribution function is displaced we have to consider that the gases flow with
different velocities. We therefore have to use two different displacements Ky, and K..
Attempts have been made to describe such a mixture of two carrier gases by two
coupled macroscopic transport models [33]. Unfortunately, the coupling of these
transport models is very difficult to model, particularly from a numerical point of
view. In previous investigations it has been observed, that a simple heuristic
relationship between the two displacements is quite accurate [34] and we will restrict
ourselves to such a description. For the total distribution function we thus obtain

&) = fr(k — kKp) + fo(k — kKo) (44)

which can be expanded in the same manner resulting in

f5(K) = 11(8) + [ (&) + S/ n(&)KL FiKy + /(6)KIFK) (45)
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for the symmetric part and
SA®) = fLFanKy K +f (K)F 2 KK (46)

for the anti-symmetric part of the distribution function. With the approximation
K. ~ caKj}, where ca 1s assumed to depend only on the moments, we get

2 A~ A
S50 = [1(E) +/8) + 5 KLFOFk) + A S (&)Fek)Ks, 7)
and
FaK) = (fL(E)FAn(E) + caf(E)Fac(6)Kik . (48)

In the following it will be assumed that the ratio of the displacements is roughly
proportional to the ratio of the reference energies a as cy = a./a. This empirical
relation is motivated by the diffusion law for ideal gases and the Einstein relation,
which predicts a diffusion velocity proportional to the temperature of the gas. It has
been chosen due to its simplicity and delivered reasonable results [34]. Additional
research on this topic might be in order.

3.2. Definition of the moments

We define a general moment of the distribution function based on the weight
function ¢ as

LPy> = LYV + 1Py >V + 12 (P> H? (49)

where the jth-order partial moment is given by

o0 = [ om0 d' (50)
and the normalized moment by
_ LKL
{$) = S (51)

Since the zero-order moment required for the normalization contains second-order
terms itself

Ly =LY O 4131y HP (52)
we make use of the approximation
L ! L1 L (K1y)H®
<<1>>_<<1>>“’>+x2<<1>><”~<<1>><°><1 "<<1>><0>> >3

or, in terms of the carrier concentration n = { {1) >,

11 ,n®
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Keeping only terms up to second-order gives for the general normalized moment

oy = BOO o0 L (O (8>
O 0) 0) 70 O
=P+ 1)V + 17y (55)
As examples we obtain for the even moments w; = (&> = w§°’ + szgz)
o\ (0) oiN N (2) i\ (0) ,(2)
b2 SCED +Kz<<<«f>> _ KD n_) (56)
n© n® n® n®
i\ (2 ©
o, 2 LD on
—M/l- + K (T—WZ W (57)
and for the odd moments, which represent the fluxes of the system
pi N (1) ‘
oV = ST a0 (58)
0

Note how the second-order contribution to the normalized even moment is modified
by the second-order contribution to the carrier concentration and therefore in
general w® # ( (&> >@ /n©. The odd moments, on the other hand, depend in this
approximation only on the zero-order term of the carrier concentration since the
second-order term would result in a third-order contribution to the fluxes.

When two distribution functions are superposed we get for the moments of the
weight function ¢

P> > =LY D+ <LPd e (59)
= OOV P> >O 11>V Heal (P>
F 1P OP + AL P> HP) . (60)
This gives for the jth-order partial moment
LYYV = (LpI YV + <y (61)

3.3. Isotropic model

To capture the non-Maxwellian shape of the distribution function, we model its
isotropic part following our previous work [11] as

Sn(&) = A exp

& b
_(Z> 1 = Af ,(&,a,b) . (62)

Evaluating the moments of the expansion (35), we obtain general expressions of the
form

/ & [ (&, a, ) HE(E)HA(E)H o(8) déE . (63)
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Some integer powers x and y of the non-parabolicity correction factors appear in
(63), depending on the moment under consideration. We now define a combined
non-parabolicity function

H, ,(6)= HY(6)H(E)Hy(8) (64)

to capture the non-parabolicity effects for each moment. Since H,,(&) contains
terms of the form (1 + a&)’, where in general z is not an integer, the solution of (63)
cannot be obtained analytically and we have to resort to some approximation. A
Taylor expansion of H, (&) delivers an alternating series and thus requires a
relatively large number of terms to deliver satisfactory results [11,35]. We therefore
use polynomials with non-integer powers similarly to our previous work [11]. Two
cases have to be considered: When 0sH , ,(&)|s— > 0 the functions H (&) are nearly
linear and a two-parameter polynomial approximation

Hy(8) ~ 1+, (a8) (65)

can be used. When 04 H \,(&)|s—o <0, however, the functions H, (&) can only be
roughly resolved by (65). We, therefore, use a second term in the polynomial
approximation

Hy(6) ~ 14+7)

(@) + 92 (08) (66)
In an actual implementation, however, the simple expression (65) might be accurate
enough for both cases. The parameters were determined by a least square fit in the
interval aé € [0,0.25]. It is important to obtain an accurate fit in the low-energy
region because the distribution function decays exponentially at higher energies.
Note that the fit expressions are formulated in a way that preserves the non-
parabolicity factor o in the final result. In particular, the parabolic result is retained
by setting « = 0.

Moments of the form (63) can now be expressed through gamma functions. With
the auxiliary functions

) o\ b i+(3/2) K
9(i,a,b) = /@“’Hl/z) exp | — ¢ de =4 r i3 , (67)
a b b
) & b
I iya,b) = / H, ()¢ 1P exp _(Z> 1%@ (68)
= G(i,a,b) + 7,0 G(i + dxy, a,b) (69)

we obtain for the moments of the distribution function (62)
/ &L (8,a,b)H ) (6) = Iy y(r,a,b) . (70)

We model the superposition of a hot and a cold distribution function following our
previous work [11] as

J1(&) = [1(&) + /(&) = Anlf 4(6,a,D) + ¢f o(&, ac, 1)), (71)
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where ¢ = A;/An. The jth-order partial moments of (71) are then obtained by
expressions of the form

Iy (ra,b) + cch I (ryac, 1) . (72)

4. Calculation of the moments

We will now calculate the moments of the combined distribution function (71).
The parameters of the distribution function will then be determined by requiring the
analytic moments to reproduce a given set of moments (&’> and (ué’)>. The odd
moments are determined by the fluxes V; and thus the displacement K. Through (39)
the displacement influences the second-order contribution to the even moments.
Therefore, the odd moments are calculated first.

4.1. Odd moments

For the calculation of the odd moments we expand the energy-dependent
displacement vector K(&) into powers of the energy as

Mp
K@) =Y &K;. (73)
j=0

Note that in this way M + 1 vector-valued parameters K; are introduced. To
determine the coefficients K; we calculate the moments of the anti-symmetric part of
the distribution function using the weight functions

. hk .
u' = "6 HW(E) i=0,1,..., My (74)

and require that they exactly reproduce the Ma + 1 fluxes occurring in the N
moments model. The fluxes V; of the system are calculated from (58). For the
analytic distribution function (62) we obtain

: 2h b gy & L
O = DKy [ a8 R ) as (75)
7=0

M
= CikK;, (76)

=0

with
Cijn = CnB I 12(i+j + D), (77)
2h A

Cu=7 00 (78)

~ 3 n©
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The elements Cjin form a matrix Ch From the superposition (71) we obtain C=
Ch + ccaCe. Note that the quantity 7 in (78) contains the contributions of both
distribution functions since the normalization requires the total carrier concentra-
tion. As can be seen from (77), the components of the matrix C have the property
Cj=Cy for i+j= k+l Introducing the flux matrix V= (Vo,V1,V,) and the
displacement matrix K = (Ko, K}, K,) we obtain the linear equation system
V=Rre' (79)

which has the solution

X =VD' (80)

. ~ A1 .. . .

with D = C . This linearity is of course a consequence of the expansion (35) and as
such only a first-order approximation for the displaced distribution function. Note
that the matrices and tensors given before are written explicitly for the case M = 2.
Simpler cases are obtained accordingly. Introducing the energy vector & =
(1,6, 6%)" we can express the displacement as K(&) = K& and finally write the
anti-symmetric part of the distribution function as

A AT
FAK) = (fyFan +cafFac)éTDV k. (81)

4.2. Even moments

We calculate the even moments of the distribution function using the weight
functions &" following (57) to obtain a zero- and second-order contribution as

_ (&P on?
w; = <T 1111- W . (82)
The zero-order contribution to the carrier concentration n© is calculated as
©0) _ 1/2 _
10 = gy [ 11616 H,6)86 = Comoa(0). (83)
mx,y(i) = jx,)f(is a, b) + cjx,y(ia dc, 1) (84)

with Cy, = Ag,. The higher-order moments are obtained as
mo (i)
my,0(0) -

The calculation of the second-order contribution is more involved. After some
calculus we find

(&HO = (85)

(<8P = 1uRWR"), (86)
where the components of the tensors W; are given by

Wi,lm = W[,lm,h + CCi Wi,lm,c . (87)
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The individual contributions of the two distribution functions are obtained as

2 b (b
Wiimx = Agg Ep— (E=¢l,2(i +I14+m+2b—1,a,b)

+(1 —b)fl,z(l'+l+m+b— 1,a,b)+2fx]1,3(i+l+m+b,a,b)
—3IG+1+m+b— l,a,b)) (88)

with x = h or ¢. The second term gives a non-Maxwellian correction, which is zero
for the cold distribution (b = 1), and the third term gives a non-parabolicity
contribution. X T

Substituting the previous result (80), K = VD , into (86) gives

(8D =1u(VRVY). (89)
The tensor Ri is given by Iii = DTWiﬁ. The carrier concentration thus results in
n=n" 4+ 1*n® = Cpumgo(0) + «* %tr(VﬁiVT) , (90)
whereas the normalized statistical averages of &' equal
moo(i) oy o T
w; = — + k“5tr(Vw;V 91
700(0) s tr( ) oD
with
R, — Row”
jy = L oW 92)
10,0(0)

Eq. (90) appears unusual at a first glance because the carrier concentration now
depends on the fluxes of the system. Conventionally, with the displaced and heated
Maxwellian distribution, the carrier concentration is independent of the fluxes. For
this particular distribution function and parabolic bands it can be easily shown that
the second-order term in (90) disappears. The reason why the fluxes appear in this
generalized expression is that the displacement serves two purposes: First, the
distribution function has to be displaced to reproduce the average velocity, and
second, the shape of the anti-symmetric part of the distribution function has to be
modified to make the higher-order fluxes independent of the average velocity. To
obtain the latter effect the displacement has to be energy dependent. As a
consequence the shape of the distribution function changes and thus the carrier
concentration.

4.2.1. Calculation of the parameters

The solution of macroscopic transport models based on N moments, for instance
the class of models derived in Section 6, determines the N unknowns, normally
n,wi,...,wuy, Yo,..., V. These values can then be used to determine N parameters
of the distribution function model. In general we can use N /2 moments for the odd
part to satisfy the linear equation system K = VD . Determination of the
parameters of the isotropic part is more complicated because (91) is non-linear in
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the parameters 4, a, b, ¢, and a., and a Newton algorithm has to be used. Since the
highest order moments model we consider is of order six, we have two more
parameters than moments provided by the transport model. Therefore, the
additional conditions a. = kg7 and (&2 >h=M<&),) are assumed, where
h({ &) is the relationship between (&%) and (&> in bulk, and (- >, is the
moment of f}, only. Note that the cold population only exists inside the drain regions
and that therefore ¢ vanishes inside channel regions [11]. The issue of finding suitable
additional relations is discussed in detail in [11]. Monte Carlo fits for these relations,
which have been extracted from a set of n™ — n — n™ structures, have been published
in [36]. Whether these expressions are valid for a broader range of devices and bias
conditions, however, remains to be seen.

4.2.2. Energy-like tensors R
In the moment equations energy-like tensors U; will appear which are defined as

nU;= (<& u@p) ). (93)

We call them energy-like tensors since their unit is energy to the power i. They will be
calculated in a similar manner as the statistical averages of the carrier energy. The
zero-order contribution evaluates to

2
e uepyyV = [ 16 ke kd'k O
2 - i
3% /fl(g)£l+(l/2)H17l((g))I dé& ©3)
2 N
= g Agoml,l(l)l . (96)

Following (55) we thus obtain for the zero-order component of the energy-like tensor

<0 _ ETu@py > 2m s s
U, = =-——Z1=U]. 97
! n® 3 WZQ()(O) ( )
It is convenient to introduce the zero-order parabolic contribution to the energy-like
tensors as

2 my o(l)
3m0,0(0) 0(0)

The term parabolic contribution was chosen because in standard parabolic models
U, is modeled as U; = 2w;/3. Actually, as can be seen from (98), Ull-) contains non-
parabolicity information as well, but the relations between the average energies w;
and U f do not depend on the band structure. The zero-order energy-like tensors can
then be written as

N P(O)

< 6Ot = = Uit (98)

~(0) 2 mg (i) my, 1(1)

E T 3mg0(0) mo o(l)

which introduces the non-parabolicity functions H; as a generalization of the
concept used in [9]. The functions H; depend on the distribution function and are

=UPH], (99)
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Ifi(%). 1. The non-parabolicity factors H; required for the zero-order contribution to the energy-like tensors
U, . The top figure shows the results obtained by the six moments model (M = 2), the middle figure the
results obtained by the four-moments model (M = 1), and the bottom figure the expression proposed by
Bordelon et al. [9].
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shown in Fig. 1 as a function of the average energy for the six moments model
(M = 2), the four-moments model (M = 1), and for the expression proposed by
Bordelon et al. [9]

1 4 ow

Hilw) = 1420w °

(100)

Clearly, the coefficients H; are not single valued functions of the average energy w
and only the six moments distribution function provides sufficient information to
accurately model the coefficients H;.

The calculation of the second-order contribution to the energy-like tensors is more
involved due to the occurrence of tensors of the form (k ® k)(K] (k ® k)K,,). Since
only the even components of these tensors can contribute to the final result we can
drop the odd components. By eliminating the angle dependency through integrating
in polar-coordinates we finally arrive at

(k ® k)(K] (k ® K)K,,) = 5Kimk* (101)
where the auxiliary tensors K are given by
I’{lm = Kl . I(mi + Kl ® Km + Km ® Kl . (102)

The second-order contribution is then obtained as
2

. h° A
<<c§”71u®p>>(2) — Li’ (103)
2m*
where
L; = Ligo+ Liti + Lios +2(Lio1 + Lioa + Lip) (104)

with the tensors L;;, consisting of a contribution due to the hot and the cold
distribution function as

ifi,lm = ]:i,lm,h + CCZA]:i,lm,c . (105)

The individual contributions are obtained via

. 4 . b b .
Li,lm,x = EKImJAg() (J j2,3(l +14+m+2b—1,a, b)
+(1=b)Ir3(i+1+m+b—1,a,b)

+ 20(]2,4(l. +Il+m+b,a, b))
~ b 2 )
— K- Kyl gy S0 106+ 1+ m+b—Lab). (106)

For the energy-like tensor we thus get

A N n@
U[Z U,‘I+K WLi_U[WI . (107)
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4.3. Discussion

For the expansions of the distribution to be useful it is required that terms of order
higher than two are negligible. This, however, cannot be guaranteed when the kinetic
energy becomes large in quasi-ballistic religions. At a first glance, the non-expanded
distribution function seems to be the ideal choice and the expansion is only
introduced to facilitate closed form analytical expressions for the odd moments. We
pay for this by obtaining a distribution function that may become negative. Looking
at this issue more closely, however, reveals some surprising facts. As pointed out by
Dreyer et al. [37] for moment equations based on the Fokker—Planck and Boltzmann
equation, the non-expanded distribution functions based on the maximum entropy
principle can develop a second peak, which is unphysical. This happens whenever the
polynomial in the exponent has a minimum or equals zero. Dreyer et al. compared
this to Grad’s method [5,7,38], which they interpreted as linearization of the
exponential term, and showed that this additional peak is absent there. As a
conclusion they proposed that Grad’s method is preferable over models based on the
maximum entropy principle. Unfortunately, in the particular case of semiconductor
devices, Grad’s method does not properly resolve the exponential nature of the
symmetric part and is as such unsuitable, unless a very large number of
moments is used. The approach of Anile et al. [39] and the approach followed
here, where only the anti-symmetric components are linearized, avoids this issue. For
the maximum entropy models this issue of course re-arises when higher-order
polynomials are required for the symmetric part. The model presented here, on the
other hand, allows to use six moments without introducing additional peaks in the
symmetric part.

This issue is demonstrated in Figs. 2 and 3 for a heated Maxwellian distribution
which is displaced by polynomials of order M s = 0, 1, and 2. The parameters of the
expanded distribution function are determined to match Monte Carlo bulk
simulation results, once for low bias and once for intermediate bias conditions,
and then inserted into the non-expanded distribution function. As can be seen in Fig.
2, for the low bias condition the five moments model (Mg = 1, Mp = 2) shows a
second peak at 5.2nm~! which is absent in the expanded distribution. For the
intermediate bias region a second peak already begins to form for the four moments
model (Ms =1, M = 1) as shown in Fig. 3. This issue is even more crucial for the
inhomogeneous situation in devices. In Figs. 4 and 5 the energy tensor U, calculated
by six different distribution functions is shown. For the six moments model, the first
three terms of the expansion are not sufficient inside the channel for M5 > 1, whereas
for the displaced heated Maxwellian distribution this occurs only for M4 >2. For the
two critical points (or regions) where this phenomenon is observed the displacement
K is shown in Fig. 6 in comparison with corresponding (convergent) bulk results.
The bulk values were selected from a Monte Carlo simulation with the same average
energy and the same doping levels. In the inhomogeneous case the displacement has
to vary much stronger to reproduce the correct fluxes.

What may seem slightly disconcerting at first is probably of little practical
relevance since the expressions for the second-order contributions cause a
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Fig. 2. Validity of the expansion (35) for higher-order energy-dependent displacements (M = 0,1,2) of a
heated Maxwellian distribution. The results are from a bulk Monte Carlo simulation with Np = 10" cm™3
and E = 22kV/cm which resulted in an average carrier energy of 75 meV.
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Fig. 3. Validity of expansion (35) for higher-order energy-dependent displacements (M =0,1,2) of a
heated Maxwellian distribution. The results are from a bulk Monte Carlo simulation with Np = 10" cm™3
and E = 90kV/cm which resulted in an average carrier energy of 323 meV.
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Fig. 4. Components of the energy tensor U, for the example device for the six moments model (Ms =
2, M = 0,1,2). The critical point A around which the first three terms of expansion (35) are not sufficient
is shown.
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Fig. 5. Components of the energy tensor U, for the example device for the heated Maxwellian distribution

(Ms =1,Ma =0,1,2). The critical point B around which the first three terms of expansion (35) are not
sufficient is shown.
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In the inhomogeneous case the displacement has to vary much stronger to reproduce the correct fluxes.

considerable complication compared to models of the form

0P =v. eP. (108)

These terms cause additional coupling between the individual flux relations (see
Section 6). In addition, the second-order terms introduce hyperbolic modes into the
equation system [40] which makes the transport model difficult to solve. Even though
Baccarani and Wordeman [41] pointed out the importance of these convective terms
in the 1980s, not even transport models based on the much simpler Eq. (108) have
been used outside ‘laboratory conditions’.

The new expressions are, however, very useful for studying the influence of the
second-order contributions on the energy-like tensors. The highest-order moment
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gives best results for small average carrier energies but cannot be used at higher
energies. Even though the information about the kinetic energy is distributed over all
fluxes in a higher-order expansion, Figs. 4 and 5, suggest that this is not that
important for the calculation of the energy-like tensors. A feasible approximation
might therefore be to calculate the second-order contributions to the energy-like
tensors with the distribution function model Mg =2 and M =0, i.e., an energy-
independently displaced six moments model. Expanded distribution functions based
on an energy-independent displacement converge sufficiently throughout the whole
device-structure.

It is important to realize that this issue is not a particular feature of this model, but
rather common to all distribution function models employing exponential functions
of polynomials. Other arguments of the exponential function may be found which do
not exhibit these features but then the moments could probably not be calculated
analytically anymore.

5. Modeling of the scattering integral

By introducing a microscopic relaxation time 74(&) for each weight function ¢ the
scattering integral can be formally rearranged as [19]

5, ., 9K
[ owarmrdk=-n¢ 15 (109)
For even weight functions the relaxation time is obtained as
1 ¢(k/ :| N A3/
= 1- Sk,k')d’k’ . 110
s/ i SR (110

Special care has to be taken if the weight function ¢ is a vector, since division as
performed in (110) is not possible. Considering ¢ = k, the momentum relaxation
time 7,(k) is obtained as [42]

Tpék) = / {1 - % cos 9} S(k, k' cos 9)d’k’ . (111)

In the following we will evaluate the scattering integral considering acoustic
deformation potential scattering (ADP), intravalley scattering (IVS), and
impurity scattering (IMP) [42]. For IMP the Brooks—Herring model is used for
simplicity, although more accurate models can be treated in the same manner.
These scattering rates have in common that they are linear functionals of the
distribution function. This property will be exploited in some of the following
sections. Scattering processes such as short-range carrier—carrier scattering are non-
linear in the distribution function and can be evaluated in the same manner.
However, the resulting moments of the scattering operator will be of a more
complicated form.
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The momentum relaxation times for the three scattering processes considered
read [42]

1
ADP:—— =K & 112
@) adpg(&) , (112)
1
IVS : — g):Kfﬁsa(giﬁo)g(gigo), (113)
P
1
IMP : —— = Kino T()) H i ()& /2 114
(&) p T()Himp(&) , (114)
with the auxiliary definitions for IMP
t 4
T(t)= |In(1 + ) ———| with ¢=—&(1 + oé 11
(0 [n( + 1) 1+[] with ¢ gﬁéa( +af), (115)
1+ 20&
Himp(6) = ———— 116)
np ) (1 + ch))_g/z (

The coefficients Kadp,Kis,c«% = hwy, Kimp, and &p are energy-independent. Their
definitions can be found, for example, in [19].

It is convenient to express the moments of the scattering operator in terms of the
deviation of the associated moment <{¢) from its equilibrium value (¢,

calculated with a cold Maxwellian distribution function. We then get [19]

(py = <P
Tglf] '

The macroscopic relaxation time t4[f] associated with the weight function ¢ is a
functional of the distribution function and could be calculated if the distribution
function was known. As such, (117) is exact and implies no approximation. Since the
distribution function is in general not known, the so-called macroscopic relaxation
time approximation is employed which assumes that the relaxation time depends
only on the average energy t4[f] = t4(w1).

The relaxation time t4(w;) is then frequently modeled in an ad hoc manner, either
by fits to bulk Monte Carlo data or by empirical models. Particularly for the odd
weight functions the influence of this assumption on observable quantities is not yet
fully understood [4].

In the following we will calculate macroscopic relaxation times and mobilities by
directly evaluating the scattering integral using the microscopic relaxation times and
the analytic distribution function model.

/ S0 1) &k = —n (117

5.1. Even moments of the scattering integral

For the balance equations we need the even moments of the scattering integral
obtained from the weight functions &'. With neglected generation/recombination
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processes the microscopic relaxation times evaluate to

1 &K\’ N s
r,-(k)_/ [1— (g(k)) ]S(k,k)d K . (118)

Since the modeling of these relaxation times has never been considered too critical
and mostly constant approximations have been employed we only consider the zero-
order term of the distribution function. The moments of the scattering integral can
then be written for the distribution function (62) as

gi 1 i f(“’(éo: aXabX)
x=—C7m> = /é”“/zH H-E— R de . 119
S T (0 (T ()
For the combined distribution function (71) we obtain ¢; = ¢;), + ccaq;,. Finally we
can express the relaxation times required in the macroscopic transport equations as
gi _ gi
T, = M . (120)
qi

Since ADP and IMP are assumed to be elastic, &(k) = &(k’), they do not contribute
to these relaxation times. IVS is assumed to be isotropic with &(k') = & & &, which
gives

1 go 3 5)0 1
=+— [ SkK)dK =+——— 121
71(6) & (k&) &5 (6)’ (121)
L _ (126 i /S(k K)dK = L2 %) 1 (122)
&) |7 & & & & EE)
The moments of the scattering integral are then obtained as
1
. &, ay,b)E P Hy(& de , 123
D= s [ S o6 b)s 1 6) ( 5 g)] (123)
= &, ax, b8 P Hy(6
= s [ Fot6 a8 P )
26 — & 2 ] 124
x[(g 50)1;(6’) (26 + &9) +(£)]dé’ (124)

Because generation/recombination processes are neglected, g, evaluates to ¢, = 0.

5.2. Odd moments of the scattering integral

For the flux equations we need the odd moments of the scattering integral
obtained from the weight functions p&*. The relaxation times associated with the



250 T. Grasser | Physica A 349 (2005) 221-258

weight function pé&’ are defined as

/ ol k/
/d cos -9/1{’2 dk’ {1 - ﬁ S(Dpi( ) S(k,k',cos 9) . (125)
pe (k) &' (k)
Since ADP and IMP are elastic, that is, &(k) = &(k’), (125) simplifies to
1 K 1
_ 12 ’ 3k/ — 12
Tp/;i(k) / { B cos 9] S(k,k',cos 9)d @) (126)

which is the definition of the momentum relaxation time t,. Since IVS is assumed to
be isotropic, S = S(k, k'), the integration of cos 3 vanishes and we obtain

1 / 3 1 1
—= [ SkK)dk' = . 127
et~ ST =0 = (20
We can now evaluate the scattering integral using the analytic distribution function
to obtain

o pé[)l lfA 3
Q = TP (0)/ A Pk = ZK S;i (128)
with S = Sjin + ccaSjjc for the combined distribution function, where
b i (&, ax, b
Sij,X = CSJ/ gl#ﬁbﬂ/zHl’lM de (129)
P

with the definition Cg = m* Cyy. Since the odd part of the distribution function is of
first-order in «, so are the odd moments of the scattering integral. Using the symbolic
notation we can write

A A~TAT A AT

O=xkS' =VD'§' =vz (130)

with the scattering matrix 7 =SD. The scattering integral for the odd weight
functions can thus be expressed as a linear combination of the fluxes with the
coefficients Z;; which only depend on the even moments. This is in accordance with
the results obtained by Hénsch [6] and Anile [7]. The coefficients Z; contain the
information about the scattering rates via the coefficients S;;x which are given as
follows:

b o
Sy = Cs o Kuanty [ 67/ Husn (6,015,146 (131)
b
Sk = Co Kt [ 6P 60 by ds (132)
imp __ b i+ o
Syx CS bKlmp & Hl,lHimppr(@@, dx, bx) dé& (133)
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with the auxiliary non-parabolicity functions

Hadp(@@) = Hl,l(’)d)Hg(@@) P (134)
HE(8) = Hy((6)\/6 £ 60Hy(6 + &) . (135)

Good approximations for the functions Hi (&) and Himp(yz) are more difficult to
obtain than for the non-parabolicity functions H, ,(&). For the evaluation of the
examples, the scattering integrals (131)—(133) have been evaluated numerically. To
obtain analytic approximations, the approach proposed in [43] can be transfered to

the non-Maxwellian distribution functions used here.

0.4

0.3

E Channel
e
0.2
Drain
g
e

Fig. 7. Comparison of the relaxation times as a function of the average energy for two different models.
At the top the non-Maxwellian six moments distribution function (M = 2) and at the bottom the heated
Maxwellian model (M = 1).
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non-Maxwellian six moments model (M = 2), in the middle the heated Maxwellian model (M = 1), and at
the bottom Hénsch’s model.
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5.3. Comparison

A comparison of the calculated relaxation times t; to Monte Carlo results based on
the same band structure and scattering models is shown in Fig. 7. The relaxation times
are plotted as a function of the average energy because they are commonly modeled as
either constant or energy dependent [4]. As can be seen, this is only approximately true
and we find two branches, one inside the channel region and the other for the drain
region. This hysteresis in the relaxation times is only properly reproduced by the non-
Maxwellian six moments distribution function model. The hysteresis in 7, obtained by
the heated Maxwellian distribution is explained as follows: the moment of the
scattering integral ¢, is of course a single valued function of w;, because the
parameters of the distribution function depend only on w;. The relaxation time 7,, on
the other hand, is defined via (120) and thus depends on w, which cannot be expressed
as a single valued function of w; and therefore introduces the hysteresis.

The moments of the scattering integral Q; are compared to Monte Carlo results in
Fig. 8. Inside the channel the heated Maxwellian approximation (M = 1) delivers
fairly accurate results as long as the average carrier energy is not too high
(w1 <0.25eV). For higher energies the scattering rates are overestimated. Inside the
drain region, the heated Maxwellian approximation fails completely and even
delivers a different sign for Q. This is a consequence of the linearization of the anti-
symmetric part of the distribution function which is fatal in this case. The six
moments description (M = 2), however, delivers highly accurate results throughout
the whole device. Also shown in Fig. 8 is the scattering moment Q, predicted by the
popular Héansch model [6] which overestimates scattering inside the channel.

6. General macroscopic moment models

In the following the transport equations determining the first six moments will be
derived. The macroscopic transport equations are obtained by multiplying Boltzmann’s
equation with the appropriate weight functions and integrating the product over k space.
As usual, we assume that the Brillouin zone extends towards infinity, which is justified
because the distribution function declines exponentially [17]. We apply the weight
functions & and p&’ with i = 0,1,..., M to the Boltzmann equation given by (31) and
(32) to obtain N = 2(M + 1) moment equations. The general transport model will be
formulated in terms of the unknowns w; = (&’ and V; = (ué’ ). The required closure
relations for the moments U, ¢;» and Q; have been calculated in the previous sections.

6.1. Balance equations

The balance equations are obtained as the moments of (31) with the even weight
functions &' as
1

0md &Y + Ve ndus'y —nF - (V&' :E/@@fgs[fs]d»*k. (136)
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The calculation of the gradients of & is straightforward and gives
Vo6 =i 'V,6 =i . (137)

The balance equations can thus be rewritten as

omw; + V. -nV; —iF-nV,_| = —%w , (138)
K Ti

where the definitions (120) of the relaxation times 7; have been used. Note that due to
the choice of solution variables the structure of the balance equations is independent
of the band structure model.

6.2. Flux equations

To formulate the flux equations we apply the odd weight functions pé&’ to (32) and
obtain

om(ps SV £V, n{u@pé'S — nF - (V, @ p&'> = /pﬁ"QA[fA]d%

(139)

or in compact form ¥; = Q,. Eq. (139) contains gradients of several scalar and
tensor-valued functions. The gradients of the weight functions p&” are

Vo @pE = EV, @p+p Veé = 6T+ u®pis™! (140)
which gives for the averages
(Vp@p&> =wi+iU;. (141)

For the term 3, {p& > we get P; = (p&' >V = m*(V; + 20V,;1) and the fluxes ¥;
can finally be written as

¥, = 20mP; + Ui Vi logn + Vi - Uiy — F- (w1 +i0;) . (142)

Since there is no k-space dependence in the macroscopic equations the subscript r of
the nabla operator will be dropped for the remainder of this article.

Conventionally, inverse mobility tensors ,&i_l are introduced [4] to establish a
relation between Q; and V; analogously to the drift-diffusion model. This procedure,
which is almost exclusively used in today’s available device simulators, has several
shortcomings. We therefore propose a different approach: In matrix form we have
the linear equation system % = VZ which has the solution V= %Y withY =2
We can thus obtain explicit relations for the fluxes V; as

M M M
Vi=) YW =) omPi+ iy~ IiVlogn =Y Y;V-Ujp, (143)
j— i=0 j=0
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where we introduced the mobility tensors fi; and the diffusion tensors ; as

M M
fi=—qY Yywi+;Up), and &;=-> Y;Us. (144)
J=0 j=

. . - 5 A (2 .
By defining V; = V¥ +12V® o, = pi + «23%, and 2, = DA + K?@E ) we can split
(143) into a zero- and second-order term

F M
VO = pig =DV logn—>" Y;VUj, (145)
j=0
A ~(2)
i Z omP; + i (2’ ~ 9 Vlogn—zo vv-UL, (146)
j_

where the zero-order contribution to the mobility and diffusion tensors reduce to
scalars

M
p=—qY Yyl +jU). = qZJY,, 7, (147)
j=0
M M
~(2) ~(2)
=Y YU 7 == YU, (148)
=0 =0

Formulation (145)—(146) has several interesting properties. First, the zero-order
contributions to the mobilities fi; depend only on the even moments rather than on
the fluxes. In addition, the fact that the mobilities are functionals of the distribution
function is well reproduced since the mobilities depend on all available even
moments w; rather than on w; alone. Second, as a result, the zero-order contribution
to the explicit flux relations (145) are linear in V;. Furthermore, all fluxes depend on
all even moments, most notably on the closure relation for 0M+1. Note that this is
not the case with models based on the relaxation time approximation, where the
matrix Z is of diagonal form and thus only the highest order equation for the flux
Vs depends directly on the closure relation.

6.2.1. Diffusion approximation

Although the flux relations given by (143) are straightforward to evaluate with a
given set n, w;, and V;, the solution of the transport model is challenging. This is
because the second-order terms introduce hyperbolic modes into the equation system
which require discretization techniques known from computational fluid-dynamics
[40,44—47]. The diffusion approximation can be applied when the Knudsen number x
is small. As a consequence the second-order terms (146) are neglected. The remaining
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relation (145) results in a parabolic partial differential equation system which is
simpler to solve.

Preliminary results indicate, however, that such an approach, as was for instance
followed in [7] is problematic. For the simple bulk case with E = Fe, we find from
the full representation (143) that the current is proportional to E and . The
mobility tensor component f, depends on the second-order contribution to the
energy-like tensors which can be substantial. In particular, we observed a deviation
from the zero-order value U; of 7-25% in the bulk case, depending on the doping
and bias conditions, and more than 40% inside the example device. This can lead to
a considerable error even in the bulk mobility. We might therefore not even be able
to reproduce the correct bulk mobility when applying the diffusion approximation,
regardless of the fact that the moments of the scattering integral are modeled with a
high accuracy. Note that this issue is not that severe for models based on the
relaxation time approximation.

7. Conclusions

We present a rigorous derivation of non-parabolic macroscopic transport models
of different order from Boltzmann’s equation. The closure relations are derived from
analytical distribution function models, most notably a non-Maxwellian six
moments description. Instead of applying the relaxation time approximation we
reformulate the moments of the scattering integral in terms of the fluxes of the
equation system. In the diffusion limit, where only the zero- and first-order terms are
kept, we thereby avoid any flux dependence of the mobilities and thus the non-
linearities resulting therefrom. As a result, all fluxes occurring in the final equation
system depend on all even moments and in particular on the closure relation. We
show that in contrast to standard energy-transport and hydrodynamic models,
which are based on a heated Maxwellian distribution function, a non-Maxwellian six
moments description accurately models all closure relations. However, for the
particular case when the scattering integral is systematically evaluated with an
analytic distribution function model, the second-order convective terms seem to be
too important to be neglected.
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