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We study tunneling in semiconductor heterostructures where the constituent materials can have a
direct or an indirect band gap. In order to have a good description of the lowest conduction band, we
have used the nearest-neighbor sps* tight-binding model put forward by P. Vogl et al. A recursive
Green-function method yields transmission coefficients from which an expression for the current density
may be written down. The method is applied to GaAs/AlAs heterostructures. Electrons may traverse
the AlAs barriers via different tunneling states ¥ and ¥y (I'X mixing). With an applied bias ¥ 0.5V
electrons may enter the GaAs collector contact in both the I' and the X valleys (I'X transfer). We have
studied a number of GaAs/AlAs structures. For very narrow barriers there is little T'X transfer, but
AlAs barriers wider than about 25 A act as “T'X filters,” i.e., most transmitted electrons have been

transferred to the X valley.
I. INTRODUCTION

Tunneling in semiconductor heterostructures has at-
tracted considerable interest over the last decade. A very
important motivation factor has been the progress in ad-
vanced crystal-growth techniques such as molecular-
beam epitaxy. The ability to grow nearly perfect layered
structures has enabled experimental verification of pre-
dictions based on relatively simple theoretical models.
There is also a great interest in making electronic devices
based on such structures.

Most treatments of transport through heterostructures
have been based on effective-mass theory. This is a good
approximation when the different materials that form the
structure all belong to the same category with respect to
type of energy band gap, direct or indirect. An example
of a system with only direct-band-gap constituents is
GaAs/Al,Ga,_, As, provided the Al concentration is
sufficiently low, x $£0.4. In a typical experiment, doping
in the GaAs contacts yields a Fermi level E of the order
of 10-50 meV above the conduction-band minimum E[
at the I' point of the Brillouin zone (k=0). Since the
conduction band is nearly parabolic in the range from EL
to Ep, all the incoming electrons are well described by a
single effective mass m [(GaAs). Furthermore, the lowest
tunneling barrier is determined by the conduction-band
minimum in Al, Ga,_,As, which is also at the I" point.
Thus the tunneling states, through which electrons with
energy E can traverse the barrier region, are character-

ized by an imaginary wave vector k =ik, where
k is determined by the tunneling-barrier height
EI'(Al,Ga,_,As)—E and the effective  mass

mi(Al, Ga,_, As).

For Al concentrations x > 0.4, Al,Ga,_, As becomes
an indirect-band-gap material. The valence-band max-
imum is still at the I' point, but the conduction-band
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minimum is now EZX, close to the X point,
k=27/a;(100), at the edge of the Brillouin zone. Here
a; is the lattice constant of the zinc-blende material.
When indirect-band-gap Al Ga,_, As is used as the bar-
rier material, it is no longer sufficient to take into account
only the tunneling states that correspond to the
conduction-band minimum at I'. Also important are the
states that correspond to the analytical continuation into
the energy gap of real-k states at the conduction-band
minimum near the X point. “I" states” and “X states”
may have comparable decay lengths since the lower bar-
rier height of the X states, EX—E, is compensated for by
a higher effective mass. The importance of X states in
tunneling through indirect-band-gap barriers has already
been appreciated in several experiments' ~!° and it has
also been studied theoretically by a number of
groups. 1718

In the present paper, we want to focus on the X states
in both the barrier and the contact material. It is well
known that electrons in bulk GaAs may be transferred
from the I' to the L or X valleys if they are accelerated in
a sufficiently strong electric field. This is the Gunn effect
which may be accompanied by a region of negative
differential conductivity in the current-voltage curve due
to the low mobility of electrons in the satellite valleys.
The “T'X(T'L) transfer” is usually stimulated by some
kind of scattering mechanism, e.g., elastic-impurity
scattering. Our aim is to show how a heterostructure
with one or more indirect-band-gap barriers can be used
to control the I'X transfer in a material like GaAs. Let
us assume that the transport takes place in the (100)
direction. Then, with a bias ¥V > [EX(GaAs)—E]/e ap-
plied across the heterostructure, incoming electrons in
the left contact can end up in two final states in the right
contact, in the " valley or in the X valley. The two out-
comes are characterized by transmission coefficients T’
and Ty, respectively, which depend on the energy of in-
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coming electrons, applied bias, and barrier parameters.
In Sec. V below, we shall explore these dependencies for
GaAs/AlAs heterostructures in order to find effective
“TX filters,” i.e., conditions under which Ty >>Tr.

In transport experiments the measured quantity is usu-
ally the electric current vs the applied voltage. Based on
simple arguments one can write down an expression for
the current density in terms of transmission coefficients
and a factor ensuring that initial states are occupied and
final states are empty. In the present case a sum over
different final states at equal energy automatically pro-
vides a decomposition of the current density in a “direct”
component J and a “transferred” one Jy. This simple
procedure is indeed applicable in the present study of
perfectly layered heterostructures where we ignore effects
of disorder and inelastic scattering. If such effects are to
be included, one must resort to a more general approach.
In an Appendix, we derive an expression for the current
density which provides the starting point for extensions
to more realistic calculations.!® The general expression
involves nonequilibrium Green functions and gives the zo-
tal current density J, not the decomposition into J and
Jx. However, in the case where disorder and phonons
can be ignored, we will show how the general expression
for J (V) can be decomposed and proven to be identical to
the result which was written down directly in terms of
transmission probabilities.

The transmitted electrons will be subject to elastic and
inelastic scattering and eventually come to thermal equi-
librium somewhere in the right contact. This process
may be described by scattering rates 71, 7xy, and Ty,
where the former two account for intravalley scattering
and the latter describes the relaxation of X electrons to
the I valley. Clearly, 74 sets the time scale for observing
or taking direct advantage of having electrons in the X
valley.

The rates of elastic and inelastic scattering depend
mainly on impurity concentration and temperature, re-
spectively. At low temperatures the dominating inelastic
process in GaAs is spontaneous emission of LO phonons.
A rough estimate, based on Refs. 20-22, yields an inelas-
tic relaxation rate on the order of 10'* s™! in both the T
and the X valley. A similar estimate yields an intervalley
scattering rate 7y~ 10'? s7!, taking into account that
electrons in the X valley may relax to the I' valley via
emission of LO phonons or via scattering off charged im-
purities (assuming impurity concentrations of about 10!’
cm~3). This implies that, with an average drift velocity
of about 10° m/s, a transferred electron travels typically
a distance of 1000 A in the X valley.

One way of detecting X electrons, then, could be by
means of a magnetic field B applied parallel to the
crystal-growth direction, and taking advantage of the
difference in Landau-level splitting (AE; =fw,
=#ieB/m*) in the T and the X valley due to the
difference in effective mass (myg >>m¢{). However, in or-
der to test predictions for the I'X transfer, it may even,
for carefully designed heterostructures, be sufficient to
measure the total current vs the applied voltage. If the
nonlinear structure in the measured total current is well
described by the theory, it seems reasonable to assume
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that the calculated decomposition into J and Jy also
agrees with reality. Finally, the T'X transfer may be
checked by investigating the noise spectrum of the
current. Quite often the noise spectrum of a given physi-
cal quantity may reveal sharper features and more infor-
matizc,;n than a measurement of the physical quantity it-
self.

The effects we want to study involve states far from the
local minima of the conduction band and also states in
more than one valley. In order to describe the band
structure correctly, at least qualitatively, we apply the
semiempirical sp3s* tight-binding (TB) Hamiltonian put
forward by Vogl et al.?* A feature of this model, of par-
ticular interest here, is the correct description of the tran-
sition in Al,Ga,;_, As from a direct to an indirect band
gap. In addition, it is a three-dimensional model which
makes it suitable for evaluation of current-voltage
characteristics. The sp3s* model was also used by Cade
et al.'' and by Yamaguchi.?

We have organized the paper as follows. In Sec. II we
describe briefly the sp3s* TB Hamiltonian. In Sec. III we
derive expressions for the scattering coefficients. An ex-
pression for the current density is presented in Sec. IV,
and in Sec. V we perform a systematic study of the I'X
transfer in GaAs/AlAs heterostructures. We conclude in
Sec. VI and discuss briefly possible extensions and other
applications of the present model.

II. THE sp3s* HAMILTONIAN

The semiconductors that we want to describe have the
crystal structure of zinc blende. The valence bands of
these materials are usually well described by an eight-
band sp> nearest-neighbor semiempirical TB Hamiltoni-
an,?»2% the eight bands arising from the inclusion of four
atomic orbitals on each of the two types of atoms, cation
and anion. However, for electronic transport and tunnel-
ing we need a model that describes the lowest conduction
bands adequately, and for that purpose the nearest-
neighbor sp3 model generally fails. In particular, as
shown by Chadi and Cohen,?’ it cannot produce an in-
direct band gap in materials like AlAs, and this is the sin-
gle most important feature required for our purposes.

Vogl et al.?* have overcome this deficiency by the ad
hoc inclusion of an excited s state on each atom. The
main effect of coupling these s* states to nearest-neighbor
p states is to repel the p-like conduction-band levels near
the X and L points to lower energies, thus producing the
desired indirect band gap. The resulting ten-band sp’s*
Hamiltonian has thirteen independent TB matrix ele-
ments that are determined by fitting band-structure data.

The independent TB matrix elements are given in a
basis of symmetrically orthogonalized atomic orbitals
|[nbR), also called Lowdin orbitals.?® Here R is the posi-
tion of the atom, n denotes the type of orbital (s, p, or s*)
and b the type of atom (c for cation and a for anion). In
Ref. 24 the Hamiltonian for bulk material is expressed as
a 10X 10 matrix in a basis |nbk) which is obtained by a
discrete Fourier transform of the localized orbitals
[nbR). The systems that we want to study are transla-
tionally invariant in the “parallel” plane (y,z). However,
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the heterostructure breaks the invariance in the crystal-
growth direction, which is usually chosen to be along the
(100) axis. Thus it is convenient to represent the Hamil-
tonian in a basis Inbjk“) with parallel momentum
k,=(k,,k,) and “perpendicular” position x;=ja; /4 as
parameters. The distance between nearest-neighbor
planes is one fourth the lattice constant a;. A simple in-
verse Fourier transform (with the same normalization
convention as in Ref. 24),

Inbjk) =Lz [dkye " |nbk) @.1)

yields the desired basis. Here Ly, =87 /a; is the length
of the one-dimensional (1D) Brillouin zone over which
the k, integral is taken.

In the new basis the Hamiltonian takes the form

VCG EC UCG
UGC Eﬂ VGC
= Ve E. U @
UGC Ea Va(‘

where each element is a 5X5 matrix. The matrices E,
and E, are diagonal and represent the orbital energies on
cations and anions, respectively, whereas the “hopping”
terms U,, U,, V,, and V, involve the various
transfer-matrix elements between orbitals on neighboring
sites. Obviously U, =U; and V, = Vct, so that the
Hamiltonian is Hermitian. In Appendix A the elements
of H are given in detail, and we have also included the
numerical values of the matrix elements for GaAs and
AlAs, taken from Ref. 24. The Hamiltonian in Eq. (2.2)
is formally identical to that of a two-atomic 1D chain
with interatomic separation a; /4 and periodicity a; /2,
see Fig. 1.

Alloys will not be treated explicitly in the present pa-
per. We only mention that the simplest approach would
be the virtual-crystal approximation (VCA). This means
that the Hamiltonian of an alloy A4,B;_,C is approxi-
mated by the weighted average of the Hamiltonians
of AC and BC, eg., U,[A,B,_ . C]l=xU,[AC]
+(1—x)U_,[BC]. Scattering due to disorder in the cat-
ion planes is neglected in the VCA. That effect can be in-
cluded by replacing VCA with the so-called coherent-
potential approximation.

Another effect that is ignored in this work, is elastic
scattering due to interface roughness. Like alloy disor-
der, interface roughness breaks the translational invari-
ance in the parallel plane. Hence the parallel momentum
is no longer conserved, and the simple treatment of the
next section must be modified. Interface-roughness
scattering can also be accounted for within the coherent-
potential approximation.

To summarize this section, we use a model which basi-
cally extends the simplest models of tunneling by incor-
porating a semirealistic band structure. All other ap-
proximations are still included, e.g., neglect of inelastic
scattering, disorder, and many-particle effects.
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FIG. 1. Projection of the zinc-blende lattice on the (100)
direction. Closed and open circles represent cation and anion
layers, respectively. The interlayer distance is a; /4, i.e., one
fourth the lattice constant. Indicated are also the “on-layer”
energies E. and E_, and the interlayer hopping matrices U,,,
Uy, Vea,and V.

III. SCATTERING COEFFICIENTS

When the physical system is described with an
effectively 1D nearest-neighbor TB Hamiltonian, the
scattering states can be evaluated efficiently with a recur-
sive Green-function technique. This method has been ap-
plied to various problems.”’ The present treatment will
essentially be a generalization of the simple one-band 1D
chain described in detail in Ref. 30.

Since we will discuss only processes where the parallel
momentum k is conserved, we will suppress k in most of
the notation of this section. It is, furthermore, con-
venient to label a cation layer and its neighboring anion
layer to the right with a common “site” index j. Assume
that the heterostructure and the undoped spacer layers, if
any, are located on the sites from j =1 to j =N. Then
the homogeneous “leads” extend from j=— o to j =0
and from j =N +1 to j = . Write the total wave func-
tion |¥) as a sum of two pieces,

¥)=[S,)+1¢) . 3.1

The first term is taken to be the incoming plane-wave
part with wave number k,=(k,,k;) and energy E, re-
stricted to layers up to and including the cation part of
site O:

1S.)= 3

j=0,c

eikajaL/2, A

ja) . (3.2)

The local part |j,a) is a 10X 1 vector with coefficients
a,,(n=s,p, ,py,pz,s* and b =c,a). These coefficients are
determined by the solution of the Schrdodinger equation
for the bulk material at energy E and wave vector k,.
The problem is now reduced to finding the “remainder”
|¢), and since (E —H)|¥)=0, we have

|¢)=GRE) —(E—H)IS,)] . (3.3)

Here GME)=lim _ +(E—H +in)"' is the retarded
Green function which also depends on k; via the Hamil-
tonian. From the definition (3.2) of |S,), and since H
only couples nearest-neighbor atomic layers, the term in
square brackets in (3.3) is clearly zero for sites j >0. Fur-
thermore, the Schrodinger equation ensures that
(E—H)|S,)=0 for sites j <0, and one is left with
nonzero terms only on the cation and anion layer at site
j =0. We may finally write

I¢)=ﬁG"(E)ﬁio,a) , (3.4)
ar
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where 7 resulting from (3.3) reads
0 iU,
—iU,, 0

ar

] (3.5)

o -
V=

The operator D can be interpreted as a local velocity
operator. This is consistent with the velocity operator
obtained from the Heisenberg equation of motion,
9= —i/#[%,H], with the position operator

|

172
Vg —ikgjay /2

raﬂ I] B)

v)=3 (eik“jaL/2|j,a)+z
B

j<0 lvgl

The incoming plane wave with wave number k, may be
reflected or transmitted with wave number kg, with the
restriction that the total energy and the parallel momen-
tum are conserved. The velocity factors are included so
that particle conservation yields a natural probabilistic
interpretation of the transmission and reflection
coefficients,

%[Itag|2+|ra512]=l 3.8)

Information about the various tunneling states are con-
tained in the coefficients |y’ |?, the j dependence of
which yields the spatial-decay rate of the state with (in
general) complex wave number k,. An expression for the
transmission amplitude ¢4 is obtained by comparing the
projection {N +1,8|¥) of Egs. (3.1) and (3.7)

172

e—:kB(N+1)a1_/24lﬁ{N+l BlGR)0,a) .

(3.9)

In a similar way the projection {0,8|¥) yields the
reflection amplitude

4ifi
ar

IUB|

Top —{0,8|G%0,a)

Vg

—8,5{0,,20,,a) (3.10)

where the second term comes from the fact that |S o)
does not include the anion layer of site j =0. Equations
(3.9) and (3.10) are readily seen to reduce to the expres-
sions for ¢(k) and r (k) given in Eq. (2.9) of Ref. 30 for
the simple case of a one-band 1D model.

Note that the “left” states {j,B| in (3.9) and (3.10) are
not simply the Hermitian conjugate (j,B| of |j,8). The
reason is that the local projections |j,8) on a site j do not
correspond to an orthogonal basis. Hence,
(7,B'lj,B )7#8g4, and we must construct a new basis of left
states such that {j,B'|j,B)=8gs. Let B denote the
10X 10 matrix whose columns are the ten states
IB)=1j,B), independent of j. Then the matrix inverse
B! is precisely the orthogonal basis that we need, with
rows {#’|. In addition to orthogonality one has, by con-
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f_ L
4

5 (3.6)

(|

=3 [IJC Gl +1j,)
J

Here we have split the vector |j) into its cation and anion
parts |j,) and |j,), respectively.

It is now straightforward to determine the scattering
amplitudes. The total wave function may be written as

172

va 1 a
S S| ™ B+ 3 Sahi .
jZN+1B 1S5jSN«
3.7)

[
struction, the closure relations

S1B{BI=3I8}BI=1. (3.11)

B B

We can bring Egs. (3.9) and (3.10) into more symmetric
forms by using the identity

Dla)=v,la} . (3.12)

Here v, is the velocity [in the (100) direction] associated
with the state |a). Equation (3.12) is a result of (B12) in
Appendix B. Using (3.12) in (3.9) and (3.10) yields

2

4it —
Top=togl?= |2V 00, {N +1,8/GR[0,a}
L

(3.13)

RaBEIraﬂ|2=

4ith T/
a’—\/lvﬁlvazo,ﬁlc"lo,a}
L

2
—8,4{0,,(0,,a}

IV. ELECTRIC CURRENT

Transport in solids can be treated on various levels, de-
pending on the approximations that are assumed at the
outset. Examples are the semiclassical Boltzmann equa-
tion, the Kubo formula for linear response, and the Lan-
dauer formula which expresses the conductance of a sys-
tem in terms of the single-particle transmission
coefficients. *!

In the case of a perfectly layered heterostructure it is
well known that an expression for the electric current can
be written down directly in terms of the transmission
coefficients. Assume that one can define chemical poten-
tials u; and py in the left and right leads, respectively.
Under equilibrium conditions u; =ug, and when a bias V
is applied between the two leads, one has pugz =u; —eV.
Strictly speaking, these potentials do not describe the sit-
uation close to the barrier structure, a region that is out
of equilibrium because of tunneling electrons. Thus, y;
and pp correspond to asymptotic distributions in the
leads. In the left lead, states with energy E are occupied
with probability frp(E —p; )=[exp{(E —u,;)/kgT}
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+1]7 . Here fgp is the Fermi-Dirac distribution func-
tion, kp is Boltzmann’s constant, and T is the tempera-
ture. An electron in initial state |a) with velocity v, in
the (100) direction has probability T,z of being transmit-
ted into the right lead in a final state |3), which has prob-
ability 1 — fep(E —pu; +eV) of being empty. Analogous
arguments hold for the states in the right lead. In order
to find the total current flowing in the (100) direction, we
must integrate over all possible states, i.e., over the Bril-
louin zone. In addition we have to sum over the different
energy bands for each k.

In the present case, we have scattering processes that
conserve parallel momentum and total energy, whereas
the momentum #k in the (100) direction may be altered.
It is, therefore, convenient to replace the integral over k
and the sum over energy bands by an integral over energy
and a sum over momenta #ik

?f%zgf% a-a,? (4.1)
Since (3E /dk,) '=(#v,)” !, the total electric-current
density is given by
J:—%azﬁf (Z:)lz I%TaB(E’kn)

X[fep E —pp)
~fep(E—p +eW]. (42

Here e is the absolute value of the electron charge so that
V >0 results in a net flow of electrons from left to right,
i.e., a negative electric current. The sum over a and S is
restricted to states with velocities v,,v5>0 in the (100)
direction, and we have taken advantage of time-reversal
symmetry under which T(k,—kg)=T(—kg——k,).
The integral over parallel momentum k; runs over the
two-dimensional Brillouin zone which for the [100] plane
in zinc-blende structures is a square with corners
(0,t27/a; ) and (27 /a;,0).

Note that the simple arguments above are no longer
applicable if one wants to include effects of alloy scatter-
ing or electron-phonon interactions. In that case a full
Green-function treatment is required, and in Appendix B
such an approach is presented. For the ideal case, where
(4.2) is valid, we demonstrate explicitly the equivalence
between the Green-function approach and the
transmission-probability approach.

V. RESULTS AND DISCUSSION

The model and method described above can be applied
to study electronic transport through arbitrary hetero-
structures with zinc-blende-type constituents. In this sec-
tion, we shall concentrate on the I' X mixing and transfer,
and results will be presented exclusively for GaAs/AlAs
heterostructures. We have used a simple, linear relation,

AEL(x)=0.9x (eV), (5.1)

for the I' point conduction-band offset between
Al ,Ga,_,As and GaAs. This is a compromise between
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FIG. 2. Parts of the complex band structure for GaAs and
AlAs. The solid lines are the lowest conduction band of the two
materials. For AlAs we have also included the imaginary parts,
kr and ky, of the analytical continuation below the minima at
the I' and X points, respectively. [To be precise, the
conduction-band minimum of AlAs is not exactly at the X point
in the present model, but slightly below, at k ~0.85X (27 /a; ).]
Zero energy is taken to be at the top of the valence band in
GaAs, and with the present model and parameters GaAs has an
energy gap of 1.55 eV.

various empirical relations quoted in the literature.>? In
combination with the TB parameters of Ref. 24 (see Ap-
pendix A), Eq. (5.1) yields a discontinuity of about 0.16
eV between ECX(A]AS), i.e., the X point conduction-band
minimum in AlAs, and El(GaAs). This is in agreement
with recent experiments.’°

We believe it is instructive to base the following discus-
sion on parts of the complex band structure of GaAs and
AlAs. In Fig. 2 the solid lines denote the lowest conduc-
tion band in the (100) direction, i.e., for k;=0. For AlAs
we have also plotted the two branches of complex wave
vector corresponding to the analytical continuation
below the conduction-band minima at the I" and X points
of the Brillouin zone.*® These branches are found by
solving the Schrodinger equation for fixed energy E. In
the present model there are ten solutions k (E)=kg +ik
that make up the full complex band structure. In Fig. 2
we have only plotted the imaginary parts, kr and ky, of
the two branches that are relevant to tunneling in a
GaAs/AlAs heterostructure. For an incoming electron
at energy E in the I' valley of GaAs kp(E) and ky(E)
determine the exponential decay of the tunneling wave
functions ¢ and ¥y through the AlAs barrier(s). Clear-
ly, the relative importance to the tunneling process of ¥r
and 1 will depend on which has the slowest decay in the
barrier region. For energies below, but close to the
conduction-band minima we have

k(E)=~[2mt(EF —E)/#]'?
and
ky(E)=~[2m}(EX—E)/#]'? ,

where m{ and my are the effective masses in the I' and
the X valley, respectively. Thus, although the “X bar-
rier” EX—E is much lower than the “T" barrier” Er—E,
the large value of my yields ky >k for energies up to
about 20 meV above the conduction-band minimum in
GaAs. Furthermore, it is not only the exponential decay
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FIG. 3. Spatial decay into AlAs of the wave functions ¥
(thick lines) and ¢y (thin lines) at energies 10 meV (solid lines)
and 100 meV (dashed lines) above the GaAs conduction-band
edge Ef(GaAs). The distance from the GaAs/AlAs interface is
given in terms of the number of AlAs monolayers N,. The de-
cay lengths corresponding to these curves are i '=0.95¢; and
0.98a;; k;y'=0.92a; and 1.78a,. Here the first (second) num-
ber refers to the solid (dashed) lines, and a; =5.66 A is the lat-
tice constant in AlAs. The inset illustrates the T point
conduction-band minimum which represents a potential step be-
tween N, =0 and N, =1. The wave functions are normalized to
an incoming plane wave of unit amplitude (see Sec. III).

of the tunneling wave functions that determine their con-
tribution to transmission through a barrier. At the ma-
terial interfaces plane waves in GaAs must be matched to
the wave functions ¥ and ¥y in the AlAs barrier. From
symmetry arguments we expect, for an incoming I" elec-
tron, a larger matrix element for the matching to ¥ than
to ¢¥y. These effects are illustrated in Fig. 3 where we
have plotted the absolute value of the tunneling states as
a function of position for a GaAs/AlAs potential step.
The solid lines represent states at an energy 10 meV
above E[(GaAs). The stronger coupling to ¥y is clearly
observed by the fact that || >> || in the first layer of
AlAs (i.e.,, for N,=1). Furthermore, since ky R kp for
this energy, ¥y decays slightly faster than v, and tunnel-
ing will predominantly happen via ¥. At an energy of
100 meV above EJ(GaAs) (dashed lines) we see again the
stronger coupling to ¥ at the material interface. How-
ever, in this case ky is considerably smaller than «r, and
beyond the tenth AlAs monolayer we have |¢y|> |9l
Thus, depending on the width of the AlAs barrier, tun-
neling at this energy may take place via ¢, ¥y, or both.
In a typical experiment the Fermi level is about 10-50
meV above El(GaAs). With the aid of Fig. 4 we will now
sketch a qualitative picture of the tunneling of an elec-
tron through a single AlAs barrier, where a bias V is ap-
plied such that transfer to the GaAs X valley is possible.
Let us assume that the energy of the electron is far from
any resonances in the system. At the left interface (x,)
the matching of the incoming plane wave to tunneling
states ¥ and ¥y may be described with matrix elements
Mpp(x,) and Mpx(x,), respectively. We saw in Fig. 3,
in accordance with expectations, that M >>M y.
Since there is a bias across the barrier, the decay parame-
ters kr and ky will now be functions of position within
the barrier. Between x; and x, (typically a very short
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GaAs

FIG. 4. Tunneling of an electron through a single AlAs bar-
rier with applied bias V. The profiles of the I' and X point
conduction-band minima are represented by the solid and
dashed lines, respectively. The lowest conduction band in GaAs
[in the (100) direction] is sketched on both sides of the barrier,
and the dotted portions indicate initially occupied states on the
left side and available transmission states on the right side.
Shaded areas denote the filled equilibrium Fermi sea in the
emitter and collector contact. The transmitted electron may
contribute to the ‘“direct” current density Jpr or the
“transferred” one Jy. The tunneling process is described in de-
tail in the text. Relaxation processes that bring the transmitted
electrons to thermal equilibrium are indicated with scattering
rates 70 and Txp.

distance), we have ky >k, so up to this point tunneling
via Y dominates strongly. However, beyond x, we have
Ky <K, and the amplitude for tunneling via ¥y is “catch-
ing up” relative to that of yr. Between x; and x, the en-
ergy of the tunneling electron lies above EX(AlAs). This
means that ky =0, and the amplitude of ¢y is not further
reduced whereas ¥ continues to decay exponentially.
Finally, at the right interface (x,) matching of the two
tunneling states to transmitted states in the collector con-
tact may be described by matrix elements M 4(x,), with
a,B=T or X. As above we expect the coupling between
states of different symmetry (My and M) to be much
weaker than that between ‘‘similar” states (M and
Myy).

Based on this simple picture we can make predictions
concerning the two contributions, Jr and Jy, to the
total current density in a GaAs/AlAs heterostructure.
First, there is no TX transfer for Dbiases
V <[EX(GaAs)—E]/e. However, the direct component
Jr may still be strongly affected by the presence of the
tunneling state ¥y, in particular due to resonant
tunneling via confined X states in the barrier. We
will briefly come back to this below. For biases
V > [EX(GaAs)—E]/e, T'X transfer is possible, and the
total current density is given by the sum of J and Jy.
Their relative contribution is determined by two compet-
ing factors. On one hand, J is favored by the stronger
coupling to ¥ at the barrier interface. On the other
hand, Jy is favored by the slower exponential decay of ¥
through the barrier. For very thin barriers the interface
coupling is the decisive factor, and we expect Jp>Jy.
With increasing thickness of the barrier the difference in
decay rate will eventually yield Jy >Jr, and the cross-
over to a “I'X filter” takes place around a barrier width
Ly that will be estimated below via numerical examples.

The qualitative discussion above can only be expected
to be valid in the off-resonant tunneling regime. The res-
onant features of tunneling through indirect-band-gap
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heterostructures have been discussed extensively in the
literature, !”!® and they have been observed very clearly
in experiments.®!® In general there are two types of reso-
nant states in a GaAs/AlAs structure. With two or more
AlAs barriers there will be one or more GaAs wells in
which one finds the “normal” quasibound states &
confined by the I'" profile of the conduction band. On the
other hand, the X profile of the conduction band reverses
the role of barrier and well material, and as a result there
will be resonant levels €5 confined to the AlAs layers.
These states are degenerate with the continuum of the
GaAs contacts and hence similar to the so-called Fano
resonances in atomic physics.** Predictions concerning
resonance positions and linewidths are to some extent
model dependent, as discussed in Ref. 18. Here we shall
not elaborate further on the resonant structure of the
current, although tunneling via resonant levels is indeed
taking place in the structures studied below (only ey in
the single-barrier case, both e€r and ey in the double-
barrier case).

In order to determine the conditions for having a I'X
filter, we have calculated current-voltage curves for a
number of single- and double-barrier structures. Explicit
results will be shown for single barriers only. We have
used a Fermi level of 10 meV above the GaAs
conduction-band edge. Furthermore, the potential profile
is taken to be flat throughout the GaAs contacts, with a
linear voltage drop across the barrier structure. In Fig. 5
we have plotted the two current-density components J
(thick solid line) and Jy (thick dashed line) for a single
AlAs barrier of width 40 A, for biases in the range where
T'X transfer is possible,* and at zero temperature. We
have also included the corresponding transmission
coefficients T+ (thin solid line) and Ty (thin dashed line)
at the Fermi level and with k,=0. This shows that, al-
though J and Jy are given by integrals over E and k of
Tr and Ty, respectively, their dependence on applied
bias is to a very good approximation reflected in a single
value of the transmission coefficient. Of course, the in-

251 =-eme Iy
! To(Egik=0) | 40
20 Tx(Ek=0) |
E 15‘ S 0
< i20S
=~ 1.0 o ; ~
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FIG. 5. Direct and transferred current-density contributions
(thick lines), J; and Jy, for a single AlAs barrier of width 40 A.
The corresponding transmission coefficients (thin lines), T and
Ty, at E=E;=10 meV and k;=0 reflect to a good approxima-
tion both the qualitative behavior of Jr and Jy, and also their
relative contributions to the total current density. The left vert-
ical axis represents Jr and Jy in A/cm? the right axis
represents T and Ty which are of the order of 10™* in this
case.
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FIG. 6. Ry, as defined in Eq. (5.2), for a single AlAs barrier
as a function of barrier width, the latter given in terms of N,,
the number of monolayers of AlAs. The solid line connecting
the data points is nothing more than a guide to the eye. Ry
gives a quantitative measure of the relative contribution of Jy
and Jr to the total current density: Ry <<1 implies negligible
X transfer; Ry >>1 implies large X transfer.

tegrals over E and k tend to give a smoother behavior of
J (V) than that of T(¥). In addition, resonance positions
and relative peak values may be slightly shifted in J (V)
when compared with T (V). However, since we are not
interested in details in the current-voltage curves, the fol-
lowing discussion may be based on the behavior of T
and Ty at E =Ep and k| =0.

From Fig. 5 we see that a single AlAs barrier acts like
a good I'X filter for a width of 40 A. As a measure of the
I'X transfer we have calculated the ratio

_ [dVTy(V;E =Eg;k,=0)

Ry = ,
"x " [dVT(V;E =Ef;k,=0)

(5.2)

with limits of integration at 0.5 and 0.8 V.36 The result is
shown in Fig. 6 where Ry is plotted versus the number
of monolayers of AlAs in the barrier. As expected there
is only negligible T'X transfer for very narrow barriers,
but already at 10 monolayers there is almost an order of
magnitude more electrons being transmitted in the X val-
ley than in the I' valley. Hence, the single AlAs barrier
behaves like a T'X filter with a crossover thickness
Lry~25A.

We have also performed analogous calculations for
double-barrier structures. As mentioned above, a qualita-
tive difference from the single-barrier case is that reso-
nant tunneling may happen not only via confined X states
in the barriers, but also via confined I' states in the well.
Hence the resulting current-voltage curves display more
resonances, both asymmetric Fano resonances and ‘“‘nor-
mal” resonances with a Breit-Wigner form.

Because of the complicated resonant behavior of T
and Ty, Ry is not a smoothly increasing function of
barrier width. This is already apparent in Fig. 6, and in
the case of a double barrier the oscillations are even
stronger. Even so it is possible to distinguish two re-
gimes, one where mostly Rry <<1 and another where
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mostly Ry >>1. For the double-barrier structure we
have evaluated Ry as a function of AlAs barrier width,
for four different GaAs well widths: 6, 17, 34, and 56 A.
The resulting barrier crossover widths are Ly~ 14, 22,
25, and 25 A, respectively. This result can be under-
stood as follows. When the well is very narrow and con-
sists of only two monolayers of GaAs, there is strong cou-
pling between the X states in each barrier. Hence the
crossover width for one barrier is about half the cross-
over width in the single-barrier case. With increasing
well width the coupling between the X states in each bar-
rier becomes weaker, and Ly approaches the value
found in the single-barrier case.

VI. CONCLUSIONS

We have presented a framework for the study of tun-
neling in ITI-V semiconductor heterostructures. A multi-
band tight-binding model was used to obtain a realistic
description of the lowest conduction band of each materi-
al. We applied the model to GaAs/AlAs structures
where the barrier material has an indirect band gap.
Tunneling states ¢ and ¥y contribute to transmission.
For barriers wider than about ten monolayers of AlAs,
tunneling via ¥y dominates. An applied bias larger than,
in the present model, 0.5 V enables transfer of I" electrons

to the X valley in GaAs. The I'X transfer is stimulated -

by an indirect-band-gap AlAs barrier. With a
conduction-band offset of 160 meV between GaAs and
AlAs we find a barrier “crossover width” Lpy~25 A
which separates a regime of negligible I'X transfer (nar-
row barriers) from a regime of large I'X transfer (wide
barriers).

Finally, we would like to comment that the present
model is quite general. Given the crystal structure, a set
of tight-binding parameters, and the conduction-band
offsets between the materials involved, one can study
transport through structures of arbitrary composition.
Interesting applications, besides the one studied here,
could be the polytype type-II heterostructures’’ and the
mixing of hole states in a pn junction. One might also try
to apply the model on the level of the coherent-potential

J

E(s,b)
E(p,b)
E,= E(p,b)
E(p,b)
E(s*,b)
[ V(s,s)c, —V(sa,pc)c, iV (sa,pc)s,
V(pa,sc)c, V(x,x)c, —iV(x,y)s,
U,.=|—iV(pa,sc)s, —iV(x,y)s, Vi(x,x)c,
iV (pa,sc)s, iVix,yls, —Vix,y)c,
| 0 —V(s*a,pc)c, iV(s*a,pc)s,
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approximation, first, to enable a study of the effects of al-
loy scattering in, e.g., Al, Ga,_,As , and second, to see
how interface roughness affects the I'X transfer.
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APPENDIX A

From Eq. (2.1) we have

(nbjkulH'n'b’j'k”):Lng fdkxeikx(j_j')aL/4

X(nbk|H|n'b'k) , (AD)

where the matrix elements (nbk|H|n'b’k) are given in
Table A of Ref. 24. For example, the matrix element be-
tween the anion s orbital and the cation p, orbital is

(sak|H|p,ck)=V (sa,pc)g;(k) . (A2)
Here V(sa,pc)=4(saR,|H|pcR,) is one of the, thirteen
in all, independent TB matrix elements in the basis of
symmetrically orthogonalized atomic orbitals [nbR), and
g3(k) may be regarded as a form factor that is deter-

mined by the symmetry of the crystal.?® One may write
ik oa, /40 . —ik,a /40
gi(k)=e =t ésmk”-dl—e e ésmk”-dz ,  (A3)

where d;,=(1,1)a; /4 and d,=(1, —1)a; /4 are vectors in
the (y,z) plane. Hence (A1) readily yields

) < sink-d,

(sajk”|Hlpzcj'k”)=V(Sa,pC) j+1’j'2

s

j_ 1’1" 2 Sink" 'd2 (A4)

for the matrix element in the desired basis. In Eq. (2.2)
we let U, represent the “hopping” from an anion layer j
to a cation layer j —1, whereas V,, represents the hop-
ping in the other direction, from j to j +1.*® We then
have, with s, =1sink-d, and c¢,=7}cosk-d, (n=1,2),
the following elements of our Hamiltonian:

b=cora,
—iV(sa,pc)s, 0
iV(x,y)s, V(pa,s*c)c,
—Vi(x,y)e, —iV(pa,s*cls, |, (AS)
Vix,x)c, iV(pa,s*c)s,
—iV(s*a,pc)s, Vi(s*s5%),
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[ V(s,s)c, V(sa,pc)c; iV (sa,pc)s, V(sa,pc)s, 0
—V(pa,sc)c, V(x,x)c; iV(x,ys, iVix,y)s, —V(pa,s*c)c,
Vo= |—iV(pa,sc)s;, iV(x,y)s, Vix,x)c, Vix,y)c, —iV(pa,s*c)s,
—iV(pa,sc)s; iV(x,y)s, Vix,y)c, Vix,x)c, —iV(pa,s*c)s,
0 V(s*a,pc)c, iV(s*a,pc)s, iV(s*a,pc)s, Vis*,s*)c,

In addition UM=UJC and V_, =VIC. Numerical values
for GaAs and AlAs, taken from Ref. 24, are collected in
Table 1.

APPENDIX B

In this appendix, we will follow a general approach and
obtain the electric-current density in terms of nonequili-
brium Green functions. Using so-called *“‘surface Green
functions” we will show how to make contact with the
transmission-probability approach presented in Sec. IV.
The present treatment is closely related to the one intro-
duced by Caroli et al.** For a system of noninteracting
electrons, the total current density J is given in terms of
the single-particle current-density operator Jasa many-
body quantum average over occupied single-particle
states, and a statistical average over all possible many-
body configurations. Thus,

J=3P(m)3p,(s)¢,|T1s,), (B1)
fm} s

where P(m) is the probability of having the many-body
configuration {m}, and p,,(s) is the probability that the
single-particle state |@,) is occupied in the given many-
body configuration [p,,(s) equals O or 1]. Since the re-
duced density matrix p is defined as

p=2 Pl m)Epm )5 )l (B2)
{m}
we may also write
J=tr(p]) , (B3)

where tr denotes the trace operation. The connection to
Green functions is now transparent since

p=f§~£G<

where we follow the notation in, e.g., Ref. 40. The corre-
lation function G < and its hole “counterpart” G~ are re-

(B4)

TABLE 1. Empirical matrix elements of the sp’s*

[

lated to the retarded and advanced Green functions G R
and G 1 via®

G“+G”=i(Gfk-G"). (B5)
In general only two of the four functions in (B5) are in-
dependent since one also has the connecting identity

GR=[G1". (B6)
Equations (B3)-(B6) constitute the proper starting point
for evaluation of the electric-current density in a system
of noninteracting electrons.

An operator J for the electric-current density is found
by comparing the continuity equation and the Heisenberg
equation of motion. We also use (B4) and obtain the re-
sult

mm A1 f f ltr

m+1 mUm,m +1

_Gr:,m S 1¥m+1,m)
(B7)

for the net current density flowing between layers m and
m +1 (in the positive x direction). In (B7) the matrix ele-
ments of G < depend, of course, on E and k“, and the TB
“hopping” elements u,, ,,.-, depend on k; in a way that is
determined by the crystal structure (see Appendix A).
Equation (B7) is valid for systems that have translational
invariance in the parallel plane and are characterized by
a nearest-neighbor TB Hamiltonian.

In order to connect the Green-function approach and
the transmission-probability approach, we must show
that

<
G +14m +1,m)

=2 Toplfrp E —pp)— frp(E —p +eV)]
ap

. < _
I tr(Gm +1,mUm,m +1

(B8)

when we have a structure connected to semi-infinite per-
fect leads in equilibrium at chemical potentials pu; and

Hamiltonian in eV for GaAs and AlAs.

Compound E(s,a) E(p,a) E(s,c) E(p,c) E(s*,a) E(s*,¢) V(s,s)

GaAs —8.3431 1.0414 —2.6569 3.6686 8.5914 6.7386 —6.4513
AlAs —7.5273 0.9833 —1.1627 3.5867 7.4833 6.7267 —6.6642
Compound Vi(x,x) V(x,y) Vl(sa,pc) Vipa,sc) Vi(s*a,pc) Vipa,s*c) Vi(s*;s*)
GaAs 1.9546 5.0779 4.4800 5.7839 4.8422 4.8077 0.0000
AlAs 1.8780 4.2919 5.1106 5.4965 4.5216 4.9950 0.0000
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wr =p; —eV. The following ingredients are required to
rewrite the left-hand side of this equation:
(1) The equilibrium expressions for G and G~ in a

homogeneous system at chemical potential p:*!
g (E)=i[gRE)—g(E)|fpp(E —p) , (B9)
g (E)=i[gRE)—g“E)][1—fgp(E —p)] .

(We use lowercase letters for Green functions that de-
scribe a system in equilibrium.)

(2) The rules, derived by Langreth and Wilkins,*? for
handling products of two or more Green functions

(AB)R= 4RBR |
(AB)4=A“B1,
(AB)<=ARB<+4<B4,
(AB)>=ARB>+4”B*.

(B10)

(3) The Dyson equation and the recursive Green-
function technique, described in detail in the Appendix of
Ref. 30.

(4) The unit matrices of Eq. (3.11).

Straightforward algebra then yields

2 (ac|Uca21mY: Uac IBC){BIGII\;+1,0]“}
aBuv

X(“a’UaCZImYc_ Ucalva ){VlG(fN%—l la}
X[ frpE —pp)— frpE —p +eV)]

for the left-hand side of (B8), where we have chosen to let
the cation and anion layers of “site’”” N +1 represent m
and m +1, respectively. Here subscripts ¢ or @ on the
states a, f3, u, and v denote the cation or anion parts, re-
spectively. Further, 2 Imy=i(y4—y®),®and yf(y.)is
the surface Green function, i.e., the local element at the
surface layer of the Green function for a semi-infinite
crystal extending from layer N +1,a(0,c) to + oo (— ).
Remember, sites N +1 and 0 are defined as the first sites
of the semi-infinite crystals at constant potential energy
on each side of the heterostructure. From the recurrent
relations for the surface Green functions® it is clear that
yt is the same on site N +1 as in + o0, and y_ the same
on site 0 as in — co. In other words, ¥, and y_ in (B11)
I}

(B11)
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reflect asymptotic properties of the left and right lead, re-
spectively, which allows for the use of (B9) in deriving
(B11).

In (B11) only a few terms contribute to the sum. First,
there can only be a contribution from extended states
with real values of k. Clearly, the result of (B11) must be
unchanged if we choose sites, other than N +1 and 0, fur-
ther into the asymptotic regions. However, evanescent
states B or u would give a modulus |{B|GX|u}| that de-
creases exponentially with increasing / or decreasing j
(iZN +1,j <0). Second, only states with positive veloci-
ty contribute to the sum since the retarded Green func-
tion propagates a scattering state forward in time. Final-
ly, since G A=[G?R], the states v and a must also be ex-
tended states with positive velocities.

What remains is to evaluate the matrix elements
(a,|Uy2Imy U, |B,) and (u,|U, 2 Imy_ U,lv,). This
task is accomplished by rewriting matrix elements of the
velocity operator D [see Eq. (3.5)] with the help of the
Dyson equation and the recursive Green-function tech-
nique. The result is

(| U2 1y Uy B == 2 (alo]B)

L
=—ﬁva6aﬁ ,(v,>0),
ar
(B12)
_ 4% . 4%
(1a|Upge2Imy Uy lv,)=——(uld|v)=""v,8,, ,
ar ar
(v” <0).

Here the relation (a|9|8)=v,8,4 follows from current
conservation. Although states with negative velocity do
not contribute to the sum in (B11), there corresponds to
each state p (with v, <0) a “time-reversed” state " (with

Vy=u,> 0) for which one has*

(“;lUﬂCZImYC_UCd|#’a)=———U -

ar U (B13)

Finally, collecting all our knowledge, the sum in (B11)
may be written as

4% 4#
> a, vaSaB{B|G1§+1,OIa} a, Upﬁuv{VIG(fNH Ia} [fep(E —pr)—frp(E —pp +eV)]
aPfuv
4 |
=3 a-L‘ UavBI {B|G§+1’0Ia} PLfep(E =)= frp(E —pp +eV)]
ap

=3 T ol frpE —p)—frp E —pp +eV)],
aB

(B14)

which demonstrates the validity of Eq. (B8), and hence the equivalence of the transmission-probability approach in Sec.

IV and the Green-function approach.
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FIG. 4. Tunneling of an electron through a single AlAs bar-
rier with applied bias V. The profiles of the I' and X point
conduction-band minima are represented by the solid and
dashed lines, respectively. The lowest conduction band in GaAs
[in the (100) direction] is sketched on both sides of the barrier,
and the dotted portions indicate initially occupied states on the
left side and available transmission states on the right side.
Shaded areas denote the filled equilibrium Fermi sea in the
emitter and collector contact. The transmitted electron may
contribute to the “direct” current density Jr or the
“transferred” one Jy. The tunneling process is described in de-
tail in the text. Relaxation processes that bring the transmitted
electrons to thermal equilibrium are indicated with scattering
rates 7 and Txp.



