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Abstract. We present here a derivation of phenomenological boundary conditions for envelope
functions at the interface between an InAs layer and a GaSb layer. The overlap of the valence
band of GaSb with the conduction band of InAs leads to a coupling between electrons with total
angular momentum 1/2 and holes with total angular momentum 3/2. The method that we use to
match these wave-functions is that of the minimizing of the total energy of the system including
the surface energy. We consider the different spinor characters of the states explicitly, and derive
the required boundary conditions, which are not dependent on any specific microscopic model.
The proposed approach is general, and may be used to obtain boundary conditions for other
complicated cases of interfaces.

1. Introduction

There is a challenge in the investigation of InAs/GaSb heterostructures. The strong
motivation for exploring the system is its unique band alignment: the bottom of the
conduction band in InAs lies below the top of the valence band in GaSh, so there is
an overlap between the valence band in GaSb and the conduction band in InAs. From
either side of the interface, there are allowed states that differ from each other in total
angular momentum and in the sign of the effective mass. As a result, the ground state
of the system is an electron gas in the InAs layer, coexisting with a hole gas in the
GaSb layer (see figure 1). The coexistence of electrons and holes on different sides of
the interface has been experimentally confirmed (see, e.g., reference [1]). This makes
the system a natural candidate for investigation if one is trying to detect Bose—Einstein
condensation of excitons [2-5]. This aspect of the system has been studied theoretically [6—
8]. Experimentally, evidence has been obtained of an excitonic ground state for a specific
InAs/GaSbh structure [9].

The system also has considerable potential as regards device application. One
feature making this apparent is the strongly non-linear behaviour of the current-voltage
characteristics that was observed in measurements of vertical transport through GaSb—InAs—
GaSb quantum wells. When the voltage reaches a certain value, a sharp drop in the current
is measured [10-13].

The definition of boundary conditions for the interface between InAs and GaSb is
one of the major keys to the understanding of this system. It is important for theoretical
investigation of all of the aspects of the system that were described above. The coupling
between the s-like conduction electrons and the p-like valence holes is a complicated
problem. While the conduction band in InAs is quite simple, and a good approximation for
it is given by a parabolic dispersion relation, the valence band in GaSb has a complicated
structure, and is described by the Luttingex 4t Hamiltonian [14]. There are two bulk
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Figure 1. The InAs/GaSb band structure. We do not show band bending here.

valence sub-bands—those of the heavy and the light holes; both are anisotropic and doubly
degenerate. We consider a thin layer of each material, which leads to size quantization, and
while the quantization of the conduction electron in the InAs layer is simple, the quantization
of the valence band leads to a number of non-trivial kinetic and optical phenomena caused
by the hybridization between the heavy and the light holes, and anisotropy of the spectrum
[15-19]. Finally, we need to couple the simple quantized electron sub-bands and the
complicated quantized hole sub-bands.

Previous work that dealt with the boundary conditions for heterostructures usually
consisted in some generalization of the continuity of the wave-functions, and the
conservation of the quantum mechanical current normal to the interface [20-24, 26-32].
In most of the studies, the first condition was derived assuming the envelope function to
be continuous at the interface [21-26, 28-30]. Harrison [20] generalized this assumption,
by multiplying the envelope function and its normal derivative by different parameters,
which depend on the energy and the transverse wave-vector. The second condition is
usually obtained by assuming that the kinetic energy has a Hermitian form, and that
the effective mass has a spatial dependence. Integration of thédBuer equation
across the interface yields the boundary condition [21, 22, 26, 29-31]. However, for
systems in which we need to match states with different symmetries and different effective
masses, the assumption of continuity of the envelope function is no longer justified. It
is also impossible to integrate the Sgtiinger equation across the interface, because it
is impossible to write down such an equation for the region between two materials with
different symmetries and different numbers of wave-function components. This is the case
for InNAs/GaSb heterostructures due to the unique band alignment. Another example is
that of GaAs/AlGa,_,As heterostructures, for which there is a mixing betw&eand X
conduction band valleys.

In order to derive physical boundary conditions, we have to remember that the interface
is not just a mathematical surface, dividing two materials with different Bloch functions.
We can consider Bloch functions only at some distance from the interface, which has the
scale of the lattice constant. Within this distance, the electric potential is created by the
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atoms of the two different materials, and the wave-functions are strongly distorted from
their bulk forms.

However, the envelope functions, which describe the spatially dependent amplitude of
the wave-function, do not vary within the atomic scale. So, within the framework of the
envelope function, we can expect that the details of the microscopic structure of the interface
will enter only as the coefficients in the boundary conditions. Nevertheless, the degeneracy
of the valence band and the different symmetries of the Bloch functions on either side of the
interface prevent us from using one of the simplifying assumptions of [20—24, 26-32]. First
of all, there is no reason to assurak initio that the envelope functions are continuous at
the interface. Second, the condition that the normal current component must be continuous
at the interface is not enough on its own to provide a number of boundary conditions for
several wave-function components. The latter fact is especially important for the InAs/GaSb
interface, for which the numbers of wave-function components on either side of the interface
are different.

A number of model boundary conditions have been suggested in references [33-38].
In these papers, the valence band was simplified: it was taken to be non-degenerate and
spherically symmetric, so the envelope functions of the two materials were considered as
scalars. Such a simplification leads to the loss of some of the interesting spectral and
transport phenomena of the system [15-19].

In this paper we present the derivation of phenomenological boundary conditions for
envelope functions, making use of the method of invariants [41]. These boundary conditions
do not depend on a specific microscopic model, and have the same degree of validity as
the envelope-function approximation itself. The microscopic nature of the interface enters
only in the values of the phenomenological constants. The first step in this direction was
made by one of us [39]; in that earlier work, a variational approach was used for the
derivation of a particular boundary condition. Here we generalize this approach to obtain
all of the boundary conditions for the case of spinor envelope functions with different
angular momenta (and, consequently, with different number of components) on either side
of the interface.

Such a generalization is absolutely necessary for the following reasons. First, the
problem is general. It arises always when the materials to be matched have different
symmetries of their electron spectra, e.g., electrons at the Ge/Si interfagevélleys),
and thel'/X transition at the interfaces between different 11l-V materials (see, e.g., [48]).
Second, in the case of different ranks of matching spinors (in InAs—GaSb), even such
an important result as the number of branches in the spectrum cannot be predicted
initio without correct boundary conditions. The problem is non-trivial, because the formal
combination of two generally accepted approximations, spinless electrons in InAs and
fourfold-degenerate holes in GaSb, leads to an incorrect result. A phenomenological
approach allows one to solve this class of problems. In the present paper we develop
this approach for the particular and extremely important case of InAs—GaSb. It provides
us with a way to consider the special features of this system, such as the anisotropy and
non-parabolicity of the GaSb hole sub-bands, and the hybridization between the GaSb heavy
and light holes and the InAs electrons.

The core of our approach is minimizing the total energy, including the surface energy.
It is well known that for a uniform material the quantum mechanical variation principle
leads to the Sckidinger equation [40]. We used this principle to derive the &dimger
equations for the two materials, and the boundary conditions for the interface between them.
This derivation can be applied to any interface between two media, and, in particular, for
boundary conditions that match states with different symmetries and different numbers of
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components. In the next section we will describe the derivation of the boundary conditions
from the principle of minimal energy. In the third section we clarify the meaning of
the general conditions that we derived by implementing them in several important physical
cases. We study properties of the interface between arbitrary materials, an interface between
two identical materials, boundary conditions in the isotropic approximation, etc.

2. Derivation of the boundary conditions

In this section we derive the boundary conditions for envelope functions by minimizing
the total energy including the surface energy. For this purpose, we first express the total
energy in terms of electron and hole envelope functions. The assumptions that we use
are the same assumptions as justify the envelope-function approximation in semiconductor
heterostructures. First, we will define the framework that we use. As was mentioned above,
the total angular momentum for the valence states is 3/2, so the hole wave-functions are
four spinors. The total electron angular momentum is 1/2. Quite often, for simplicity, the
electron states are treated as a single-component wave-function [23, 33, 35, 37, 38]. We
want to match the electron states with the hole states, and considering holes as spinors and
electrons as scalars we have to match fermions with bosons, which leads to decoupling.
Because of this, the spinor character of the electrons cannot be neglected, and we represent
electron states as 2-spinors:

W, 3/2
e,—1/2 h—1/2
W), 32

The geometry of the system is as follows: to the leff,. < z < —a,, there is an InAs
layer which is a quantum well for electrons; to the right, < z < L,, there is a GaSb
layer which is a quantum well for holes. Between the two materials there is an interface
region which we define to be some region around the plare0: —a. < z < a,. We
assume that the following condition is satisfied:

LC» Lv >> dc, Ay > Aoc, Ay (22)

whereag. andag, are the InAs and GaSb lattice constants respectively. This assumption
makes the application of the envelope-function approximation valid for both materials.

The structure of the complete wave-functignir) near the interface is very complicated
because of the complicated electric potential in this region (figure 2). Bulk Bloch functions
exist, in both materials, only at some distance from the interface, which is larger than or
about the size of the unit cell. The electric potential created by the atoms in each material
penetrates across the interface, and exact electron wave-functions near the interface can be
substantially different from the bulk Bloch functions. Beyond the interface region, the wave-
function in each material is proportional to the Bloch function. Using the envelope-function
approximation, we can write down the wave-functions, away from the interface:

\pe,j(r) = 1ﬁe,j(”’)ue,j(’r) - Lc <7< —ac (23&)
W, (1) = Yy (P)uy, (1) ay <z < Ly. (2.30)
Here u.(r), u,(r) are the Bloch functions, and¢.(r), ¥, (r) are the envelope functions
in the InAs, GaSb layers respectively. Again, the hole functions are 4-spinors, and the

electrons functions are 2-spinors. (Tfth component of the complete wave-function is the
product of thejth components of the Bloch function, and the envelope function.)
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Figure 2. The InAs/GaSb heterostructure near the interface. At distances beyond a few lattice
constants from the interface, the periodic potential is not affected by the interface. Near the
interface, the potential is strongly distorted due to mutual penetration of the potentials of different
lattices.

The envelope functions vary substantially only on the macroscopic stalds,, and
in the interface region their variation can be neglected. Thus, the wave-function in the
interface region can be written as a linear combination:

W (r) = Fo(r)ye(x, y, 0) + Fy(r)yn(x, y, 0). (2.4)

Here F,(r) is a 2-spinor, and,(r) is a 4-spinor; these are distorted Bloch functions in the
interface region.

The Schodinger equation for the total wave-function, in all of the regions, can be
obtained from the variational functional

s:/[—£|V\IJ|2+(U—E)I\IJ|2} d*r (2.5)
2my '

whereU (r) is the lattice potential and the integration is carried out over the whole system.
We will show that the minimization of this functional can provide not just the &dinger
equation for the envelope functions but also boundary conditions for them.

We can break the integration into a sum of the integrals for each region:

E=¢€ct+&p+ Esurf (263)

&, :/ & :/ Esurf :/ . (2.60)
—L.<z<—a. a,<z<L, —a.<7<a,

Heree,, ¢, are the energies of the bulk InAs and GaSb respectivelysandis the surface
energy.

The functionalse,, ¢, can be calculated with the help of equation (2.3). Each of the
integrals can be divided into a sum of the integrals over separate unit cells. Inside every
unit cell, the envelope functions and their derivatives are considered to be constants. The
Bloch functions are normalized with respect to the volume of the unit cell. For the electron
functional, the result is the replacement of the electron free mass with the electron effective
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mass in InAs. For the holes, the calculation is more complicated, since we need to consider
also the spin—orbit coupling. The calculation of the valence band effective Hamiltonian was
performed by Luttinger and Kohn [14]. We will use here their results, expressed in terms
of the system invariants [41]:

00 z=0 EZ
g0 = f / vyl vy, — Eyly, dPr dz (2.79)
—o00 Jz=—L, 2me

h?

00 z=L, 5 N
&p = / / —— i+ 572 ) V¥, Vi, — s Val/f;t (Jodp + Jpdo) Vi
00 Jz=0 2mo 2

R? v\ oy W\ (. v
e (450) (58)+ (455) (+5)

i
+ (Jz%> (Jzaﬂﬂ + (A —E)Yyy, &P dz (2.70)

0z 0z

where J is the total angular momentum vector, for the hole states. In the second term of
equation (2.8) we use the summation rules, y», andys are the Luttinger parameters for
GaSh. A =~ 150 meV is the energy difference between the bottom of the conduction band
in the InAs layer and the top of the valence band in the GaSh layer.

The functionale,,, is calculated with the help of equation (2.4), in the same way as
was described for the functionads, ¢,. The exact calculation is very complicated, due to
the complicated structure of the potential and the exact wave-function. But the result is a
Hermitian form ofy, andy,:

gsurf = / w;{Ahwh + l[fZ-Aewe + 1//231/’«; + wJBTth:o d2r~ (28)

Here A, is a 2x 2 matrix, and represents the interface energy of the electron stétes.
is a 4x 4 matrix, which represents the interface energy of the hole st&tesa 4x 2 matrix,
and represents the energy that is related to tunnelling between the two wells. The units of
the matrix elements are [E L]—energy multiplied by length. The characteristic values of
the energy and length are respectively the width of the band and the lattice constant. The
matrices have to obey the symmetry of the problem. In particular, they have to be symmetric
with respect to rotations at/2 about thez-direction. The rotation generation operator is
J,. So the symmetry condition can be written as

exp(i%]z<:—23>>Ah — A, exp(i%]z(g)> (2.9%)
exp(i%]z <%))Ae = A, exp(i%]Z (%)) (2.%)
exp(i%JZ<:—23)>B = Bexp(i%]{%)). (2.9%)

Here J,(S) is the matrix of the angular momentugaprojection. If the total angular
momentumS = 3/2, it is a 4x 4 matrix, and ifS = 1/2, it is the Pauli matrix,. We work
in the representation whetg(S) is diagonal. expfiz/2)J,(S)] is the operator for rotation
by 7 /2. Comparing each matrix element from either side of each equation, we see that in
order to satisfy the equations batt) and.4, have to be diagonal. The only non-vanishing
matrix elements o3 are B,; and B3,. These limitations reduce the number of parameters
in the problem. (More precisely, the symmetry of the interface is lower, and does not have
a fourfold axis. However, the corresponding anisotropy is small and we neglect it [43].)
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Now we will vary the energy with respect to//; , and with respect to;kj . The variation
vanishes near the point of minimum energy, so the condition that we apply here is

0= 68e = d¢e. + e, + 8&surf. (2.10)

After integration by parts with respect tg we have contributions to the surface
functional from the integrated terms of the functionals ¢,. The contributions come
from the terms which include partial derivatives, with respect.t@hese integrated terms
have non-vanishing value at the boundary: 0. For example, the contribution from the

variation with respect t@’fj is
"—Oaseag v 3%,
[T e o] o [
0z 9z - 9z |, 0 “L 922
(2.11)

The integrated part depends only on the valuéwf at the interface, and has to be added
to the functional,,s.

The finite result of the variation with respectw , 1/;2 is

0= / / sy ( V2, — E%) d?r dz (2.129)
z=—L, e
5
0= / / Swh( [<V1+ 2yz>V Y — 2y3(J - V)Y,
2 5, 92 92 )
+2(V3—V2)<8 zjx*‘a_J, 722 Z)'ﬁh +(A—E)lﬁh)drdz
(2.12)
0= /OO syl ( AL + B%) dr (2.1%)
oo ‘ 2m 9z ‘ z=0 .
*© 5 0 )
0= oft/fﬁ( |:<)/1+ 2)/2—2sz )ai;—ys(JszJerJz)%
- )/3(-] J + JVJ) 1ﬂh:| + (Ahwh + B%)) dzr (2121)
z=0

The first equation yields the Sditinger equation for the electrons, where we replace
the free-electron mass with its effective mass in InAs. The second equation yields the
Schibdinger equation for the holes, where the Hamiltonian is the Luttinger Hamiltonian
[14]. From the last two equations, we obtain the following boundary conditions for the
interface between the two layers:

12 3,

2m, 0z

R 5 9

By, + Ay = —— | | v+ Sy2 — 21207 Ok _ va(JJy+ ) - Vg [ (2.1)
2]}'1,0 2 8Z

Here we use the following notation for the in-plane vectod: = (Jy, J,), V| =
(0/0x,d/dy). The hole function is on the right-hand side of the interface and the electron
function is on the left. We used the representation from [42] for the angular momentum
matrices, and the explicit form of the boundary conditions is as follows:

R Y1/
2m, 0z

AW, + Blyy, = —

(2.13)

Ae11We 172 + Bo¥n 10 = — (2.149)
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Ae2oWe —1/2 + B\ —172 = — LU RY. (2.1%)
’ a ’ 2m, 0z
h? 0Vn3/2 0Yn12 .0V 172
- _ — 2y, e /3 e . 214
Ap11%n,3/2 2 |:()/1 V2) P \/_)/3( o P )] ( )
h? 0,172 0Ynzp2 . 0Yn3p2
BorYe 10 = ——— 2 = — /3 : i :
Ap 20,172 + Bore 172 g |:()/1 + 2y») 22 «/_)/3( o + 3y ):|
(2.14d)
Ap 33¥n,—1/2 + BaoWe —1/2
h? 0Vn 172 OVn, 32 . 0Vn 32
= - — 2y0) ———— 3 : —1 : 2.14
g |:()/1 + 2y2) 52 + ~/_V3< ox 2y >i| ( )
R? Y — OV Oy
Apagn, 32 = e — [(Vl - 23/2)@ + \/:_3)/3< Vn-12 +i V. 1/2” . (2.14)
0 z ox dy

From this we see that there is a direct coupling between the electron and the light-hole
components of the hole functions (components with total angular momentum projections
on the z-direction equal to+1/2), while the coupling to the heavy-hole components
(components with total angular momentum projections orgtbeection equal tat3/2) is
through the derivatives of the hole function.

We can reduce the number of parameters in this problem by assuming that the system
is invariant under a change in the sign of the total angular momentum. According to this
assumption, states that have the sarcemponent of the total angular momentum, but with
different signs, have the same energy. In particular, they have the same surface energy.
This yields the following equations:

Ae11= A 22 Ap11 = Apaas Ap2o = Ap 33 Bo1 = Baa. (2.15)

Here the numbers given as subscripts label the matrix elements. This and the assumption
that the matrix elements have real values reduce the number of parameters in this problem
to 4.

3. Discussion

The main result of this paper is the boundary condition equations (2.13) and (2.14) for the
InAs/GaSh interface. Generally speaking, boundary conditions of this kind can be used for
interfaces between any materials. The specifics of the material determine the structure of the
matrices4 andBB and also the effective-mass tensor in the rhs of equation (2.13). The values
of the matrix elements depend on the microscopic structure of the interface (see section 2)
and this is the only effect of the microscopic structure. For instance, experimentally the
InAs/GaSb interface can be formed of InSb or of GaAs. For these two cases one can expect
different values of the matrix elements. In this section, we clarify the boundary conditions by
applying them to a number of important physical situations. First, we consider an interface
between arbitrary materials and show that the boundary conditions of the type (2.13) lead
to known results if the interface is impenetrable. In the case of an interface between two
identical materials with simple band structure, our conditions are equivalent to the presence
of a potential barrier. Then we produce simplified boundary conditions for the isotropic
approximation.

Finally, we consider some approximations for InAs/GaSb interfaces by means of which
equation (2.13) can be simplified. In many practically important cases, hole sub-bands are
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split so strongly that only one of them (the heavy-hole sub-band) is occupied. For that
reason it is desirable to have boundary conditions that include only this band. We derive
these boundary conditions from the general case.

3.1. Interfaces between arbitrary materials

Generally speaking, almost any interface between different materials is impenetrable.
Indeed, as was mentioned above, the units of the interface matrix elesgnt,, and B

are [E L]—energy multiplied by length. The length scale of the interface region is around
the lattice constant, so a good estimate for the interface matrix elemdﬁt,szmao,
wherem,, m;, are the effective masses of electrons and holes respectively. Since the length
scale of the interface is of the order of the lattice constant and much smaller than the
widths of the quantum wells (equation (2.2)), the order of magnitude of the interface matrix
elements is much larger than the order of the rhs of the boundary condition equations (2.13):

h? R? R

2 Jicmnaodo,  maLy moL,
In the leading approximation, the rhs of equation (2.13) can be neglected. Then equation
(2.13) is reduced to a system of homogeneous equations for wave-functions at the interface.
In general, the determinant of this system is non-zero, and as a result the wave-functions at
the interface equal zero. This boundary condition corresponds to an impenetrable barrier,
i.e., two separate infinite quantum wells for electrons and holes.

So, in general, the penetration across an interface is an effect of the ordgflof
The penetration can be much larger if the determinant of the system is anomalously small.
The value of the determinant depends on the parameters of the materials (symmetry, lattice
geometry, Bloch functions). The determinant can be expected to be small if there is some
similarity of the materials on either side of the interface. This is the case for a large number
of practically important cases in which the materials are specifically chosen to be alike,
such as different Ill-V materials (the Bloch functions of the same bands in these materials
are similar), for which the penetration across an interface betWwegoints of different
materials is typically strong. One of the most important examples is the (001) GaAs/AlAs
interface, for which the surface energy can be discarded, and the boundary conditions are
the continuity of the wave-functions and that @f/m)(dvy/dz). For thel'/X matching,
the same interface is nearly impenetrable [34, 48], and boundary conditions of the type
of equation (2.13) are more appropriate [28]. One should keep in mind that, even if the
penetration of wave-functions across the barrier is as smads5, it can still lead to
substantial effects, e.g., a significant shift of the energy levels.

For some specific choice of the materials, the determinant may appear to be zero. That
means that there are linear relations between the left-hand sides of equations (2.13). If
equations (2.13) contaim scalar equations and there are: n relations between their left-
hand sides, then these equations are consistent only if theresamglar relations between
their right-hand sides. These latterelations provide- boundary conditions. Now, among
all n scalar equations (2.13), there are only- r linearly independent equations, and they
provide the rest of the boundary conditions. The simplest example of such a situation is for
a barrier between two identical materials, which is considered in the next subsection.

The general approach used in this article is applicable to the interface of almost any
pair of semiconductors, including electron/hole interfaces, and interfaces between different
valleys (e.g.,I'/X, T'/L, and L/X). To obtain a boundary condition in each particular
case, it is necessary to write down a variational functional (2.5) to break it into bulk and

A~B~

(3.1)
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surface terms (see equation (2.6)) and to find an invariant expression for the surface energy
(analogous to equation (2.8)).

3.2. Interfaces between identical materials with simple band structure

In this section, as an illustration of the application of equation (2.13) and how to check

it, we consider the simplest situation: boundary conditions matching wave-functions of the
same band at the interface between two identical materials with simple band structure. In
this case the wave-functions on both sides of the interface are scalars, and the effective-mass
tensors are equal. For a scalar wave-function, equation (2.13) takes the form

"% 9

Ak + By, = Z——W (3.20)
m 0z
R 9y,

Byg + Ay = “om 97 (3.20)

where A and B are scalar parameters (there is only one paramdtebecause of the
symmetry of the barrier). An interface with these matching conditions is equivalent to a
potential barrier whose height is much larger than the energy and the widthwhere

co
_4 : shige) (3.39)
sinh(ge)
q
B=—— . 3.3
sinh(ge) (3.30)
Hereq = /2m1V /h andm; is the effective mass in the barrier region. gk « 1, then
A = —B = 1/e. In this extreme case, equations (3.2) are consistent only if the normal
derivatives are continuous, and the boundary conditions become
R? dyk
Yy —e— & 3.4a
Vr— VL “om 9z (3.49)
d ad
Wk _ 3V (3.4b)
0z 0z

If the width of the barrier goes to zero, then these conditions are reduced to the continuity
of the wave-functions and that of their normal derivatives.

3.3. The isotropic approximation

It is interesting to note that equation (2.13) is invariant with respect to any rotation around
thez-axis. In other words, the symmetry of the boundary condition equation (2.13) is higher
than the symmetry of the Hamiltonian equation (.7

To simplify the calculations, an isotropic approximation is sometimes used for the hole
spectrum [44]. It is defined by replacing bogh and y3 with

_ 2y2 + 3)/3_ (3.5)
5
Then the boundary condition equation (221®ecomes
R? 5
An¥n + By = " 2mg 1+ 5V n-V)—yl[m-HIJ-V)+(V-DH(J-n)]| ¢

(3.6)
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wheren is the unit vector normal to the interface. This result includes all of the physical
invariants of the problem, up to second orderJinand is exactly what we would expect
from symmetry considerations.

3.4. Reduction to scalar wave-functions for the electrons and for the holes

There is a practically important problem of treating the InAs/GaSb interface in the case
in which only the ground hole sub-band is of importance. It is logical for such a case to
have simplified boundary conditions, which couple a scalar electron function with the scalar
function of the ground hole sub-band. In this section we derive such a condition.

We consider two thin layers, one of InAs and one of GaSh, sandwiched between two
high potential barriers. The envelope functions vanish at the interfaces with the potential
barrier. The InAs layer is a quantum well for electrons, and the GaSb is a quantum well for
holes. When the wells are narrow, the second heavy-hole and the first light-hole sub-bands
are well above the first heavy-hole sub-band, and the light-hole components of the hole
wave-function of the first heavy-hole sub-band are small compared with the heavy-hole
components. A natural approach to this problem is to simplify the description, eliminating
small components from the problem, and to reduce it to the matching of the electron and
heavy-hole components of the hole wave-function. To carry out such a programme, it
is necessary to separate the problem for the light-hole components, calculate them, and
substitute the result in the equations for the heavy-hole components. For this separation, it
is convenient to introduce the notation

_ Yea2 a2 _ | Ynae @2 _ [ ¥n3p2
Ve = (%,-1/2) o= <1ﬂh,—1/2) = (1//h,—3/2> ' @.7)
So the hole envelope function takes the form
w1/
e (122, -

The projections of the boundary conditions (equation (2.13)) onto the subsgid¢@s
and+3/2 gives

12 3,
Ao + By = 20V (3.9%)
2m, 0z
h? 3y /2 3 .0
Ao 4 By = — o+ 20— Vaya(on L w0 )y (3.%)
0 9z ax ay
h? EYASES d .0
G2 __ " ) _ 2 i 2w | _
Az e |:(J/1 ¥2) % \/5_37/3(6& rral ay>1/f ] (3.%)

Hereo, is the Pauli Z 2 spin matrix. Assuming that the boundary conditions do not depend
on the sign of the spin-projection, A,, A1/2, Az, andB can be considered as numbers.

We consider a weak coupling between the electrons and the holes, i.e., the case where
the rhs in equations (3.9) is of a higher order of magnitude than the lhs. In the first
approximation, the rhs is neglected, and the boundary conditions for the interface between
the layersz = 0, are reduced to

y© =0 o —o. (3.10)

In this case the electron and hole wells are decoupled, and the eigenvalues in the electron
and hole wells can be different:

Hy® = Ey? (3.119)
H'® = Eyy©. (3.11b)
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Here H;,, H, are the effective Hamiltonians for the holes and for the electrons respectively.

We consider the coupling as a small perturbation to the decoupled problem. We can
expand the envelope functions of the coupled problem in the solutions of the decoupled
problem:

wg = uewéO) + SWe (31%)
Y = upp” + 8 (3.1%)

where the correction to the first approximation is orthogonal tajt.and u;, satisfy the
relations

0 L,
e = / w0y, dc w = / ¥ @y dz. (3.13)
~L. 0
These relations can be used to fimdandu,. For this purpose it is necessary to multiply
the effective Sctirdinger equation for the electron and the hole by the decoupled solutions

J© andy,© respectively, and to integrate with respecttover the relevant well region.
Then

0
/ y!OH, — E)y, dz =0 (3.14)

—L.

L,

v/ O (H, — E)yy, dz = 0. (3.1%)
0
The Hamiltonians are Hermitian, so we can operate, using the terms that do not consist

of derivatives with respect tg, on the unperturbed wave-functions, and use the definition
of the amplitudes (equation (3.13)) to simplify the calculation. The terms which consist
of derivatives with respect te are integrated twice by parts. The integrated terms have
non-vanishing contributions only from the interface between the layers. The results are

0 EZ d ;L(O)
/ WJ(O)He% dZ = Eeue A l//—I/fe (315&)
—L, 2]’)1() dZ =0
b o
/ 1//2( ) Hy¥n dz = Epuy,
0
> O Y1+ 2y» 0 0 0
k7 dyy, 0 Y1+ 2y 0 0 v
2mo dz 0 0 Y1—2y2 0 "
O 0 0 ]/1 - 2]/2 z=0

(3.1%)

Now we can use the boundary condition equations (3.9) to replace the coupled envelope
functions with the matching derivatives at the interface between the layets,0. As
was mentioned above, the right-hand sides of equations (3.9) are of a higher order of the
perturbation theory than the left-hand sides. So in the right-hand sides of equations (3.9),
we can replace the perturbed wave-functions with the unperturbed ones, with the help of
equations (3.12), neglecting the contributions from the higher levels. We substitute the
expressions for the coupled envelope functions in equations (3.15), and equation (3.14) now
has the form

(5? g)(Zh)zE(Z) (3.16)
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where

w=—

2 R? 2Bt [ oyl @ gy W20
B (1t 2p) [ vl oy . (3.17)
z=0

2m, 2my .AeAl/z — |B|? 0z 0z

In equation (3.16), we neglected the contribution of the coupling to the diagonal terms.
This is justified by the smallness of these corrections in comparison with the decoupled
spectraE, and E;,. We would like to express the light-hole component in terms of the
heavy-hole component. We can use the effective @tihger equation for this. In the case
wherekL, <« 1, the equation can be reduced to

Ry 1720 3220 _ 2V3ys dy 3/20

(lazkx - ky)

3.18
dz2 y1+ 2 dz ( )

where
2 (y1 — 2y2)7?
(r+2y2) L2

We assume thatL, <« 1, and considery®2©  v© as solutions for infinite quantum
wells. Thez-dependent parts of these envelope functions will be

2 2 . 7z
2 VI ©(z) = [—sin—=. 3.20
$3/0(2) = L sin = Lv ¢, (@) L sin L (3.20)

Now we can solve equation (3.18) with the help of equation (3.20). The substitution
of the electron function, and af ¥/2© expressed in terms af¥/?© in equation (3.17)
gives

(3.19)

h? R? BT\/Vl —4y5 \/—Vs ke — k) 1 7 coSArL,/2)
= 2m, 2mo A Ay — BR y2 o JL.L, Le SNAL,/2)

It is instructive to compare the results of this calculation with the approximate boundary
condition for scalar electron and hole envelope functions:

COSAL,. (3.21)

d .0\ Y, e ad .0 \0d
gy= 2 fmas (9 0 Ve Y= -2 [Me (D ;0\ (3.22)
2V m, \ox dy ) 0z 2\ my, \ox oy ) 9z
where
1 -2
- _n—a2 (3.23)
mp mo

Y. is the electron envelope function, atid is the hole envelope function which corresponds
to the heavy-hole component. From these boundary conditions, one can derive an equation
similar to equation (3.16), where now

E maz (ik, — k) (3.24)
w = « — k). .
2/\/ mpine (LCLU)S/Z :

If AL, < 1, then comparison gives

"2 Byt 2y V3ys L,
Jmome A;Av, — B2y, w2
As was mentioned in the previous section, the units of the interface matrix elements are

energy multiplied by length, and the scales are the atomic scales, so a good approximation
will be A ~ B ~ (B?/mypag), wherem;, = mo/(y1 + 2y») is the effective mass of the light

az = (3.25)
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hole. With the help of this approximation, we obtain~ apL. We used these simplified
results for deriving an analytic model for the calculations of the spectrum of the system,
including the self-consistent potential [45].

We compare these results with the results of the effective bond—orbital technique [46],
that are in agreement with the Ando and Mori conditions [33, 38]

__a [mndye
Yy = 2\ m. 92 (3.26)

_ 4 [me v
Ye=—5 p— (3.260)

wherea is the scale of the lattice constant. We see that the major difference between the
results is the dependence of our boundary conditions on the in-plane ¥gcitfe assumed

the wells to be narrow, so the overlap is only between the first electron sub-band and the
first heavy-hole sub-band. At the centre of the band, witgres small, the light-hole
components of the hole function are small in comparison with the heavy-hole components.
However, the coupling is only between the light holes and the electrons, which have the
same projection of the total angular momentum on gkdirection. Hence the coupling
should depend on the in-plane vector, and therefore the boundary conditions should contain
derivatives with respect to the in-plane coordinates. In this sense, our simplified results
(equation (3.16)) resemble Fasolino and Altarelli’'s results [47]; they calculated the energy
spectrum for InAs/GaSb superlattices in the presence of a magnetic field. The off-diagonal
terms in their effective Hamiltonian depend on the in-plane velgtor

4. Conclusions

Boundary conditions at the InAs/GaSb interface are derived. The conditions take into
account the complex band structure of the holes, the symmetry, and the different spin
structures of the wave-functions on either side of the interface. The general boundary
conditions match simple parabolic 2-spinor InAs electrons, and highly anisotropic, non-
parabolic, degenerate 4-spinor GaSb holes. In the case in which only the ground hole
sub-band is important, simplified boundary conditions are obtained from the general ones.
For the derivation of the conditions, we used a variational approach that can be applied
also for other heterostructures. Various kinds of popular simplified boundary condition are
obtained as different extreme cases of the general conditions. We used these boundary
conditions to calculate the energy spectrum of the carriers in InAs/GaSb quantum wells,
without losing the important features of the hole spectrum. The results reveal that very
interesting phenomena are exhibited by the spectra of the system, and these will be presented
in a future publication [19].
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