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Band-bending effects on the electronic properties of square quantum wells
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We present a theory of the band-bending effects on two-dimensional (2D) carriers confined in a modulation-
doped square quantum well. We develop a tractable variational evaluation of several physical quantities that are
important in the theory of 2D systems. Analytic expressions of the envelope wave function and the 2D
screening form factor allow us to compute various electronic properties such as electrical mobility, density of
states in the presence or in the absence of magnetic fields, and Landau level broadening. We prove that in the
case of the interface roughness scattering, the band-bending effects lead to a peak in the channel-width
dependence of the mobility and a minimum in the Landau level broadening. Our modeling explains recent

measurements for a 2D hole gas.
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I. INTRODUCTION

As well known,! the autocorrelation function (ACF) of
two-dimensional (2D) systems captures most of their fea-
tures, since this allows us to compute many electronic prop-
erties, e.g., electrical mobility and broadening of Landau lev-
els. The density of states of disordered systems is also given
in terms of the ACF within the path-integral approach based
on a cumulant or a semiclassical expansion.>* The ACF is
determined by important functions such as the envelope
wave function and the 2D screening function. Thus, the ACF
is specified by characteristics of the system under study, in
particular, by the shape of the potential well, i.e., the band
edge profile. In the flat-band model, the confining potential is
fixed merely by the potential barriers (band edge offsets),
while in the bent-band model by the barriers and, moreover,
by some band-bending sources.

The band-bending effects on the electronic properties of
doped 2D systems were explored theoretically and experi-
mentally by a number of authors. It is well known'* that the
band bending is of vital importance for the formation of a
quantum well (QW) in heterojunctions. The existing theories
of the band-bending effects adopted, as usual, a variational
approach based on the Fang-Howard envelope wave
function,’ which enables a simple mathematics concerning
the quantum confinement. However, this function was used
successfully merely for the triangular QW in (bilayer) het-
erojunctions. When applied to the square (trilayer) QW, this
was used as an approximation only for describing the tem-
perature and carrier-density dependences, but to any degree,
inapplicable for describing the channel-width one.

It was believed* that the variational approach to the band-
bending effects on quantum transport in square QWs is very
tedious to work with, so they were ignored, and the flat-band
model has been used so far.*%’ Hence, one could not explain
some experimental findings. The most striking is the exis-
tence of a sharp maximum in the channel-width dependence
of the hole mobility.®~'3 Recently, we have shown'*!3 that
scatterings related to interface roughness are very sensitive to
the band bending.

1098-0121/2008/77(12)/125335(6)

125335-1

PACS number(s): 73.50.Bk, 73.63.Hs

Therefore, our goal is to provide a theory of the band-
bending effects on the carriers confined in a modulation-
doped square QWs. In contrast to the previous belief, we try
to formulate the variational approach in an analytically trac-
table framework.

I1. SINGLE-SIDE MODULATION-DOPED SQUARE
QUANTUM WELL

A. Variational wave function

The ACF for an unscreened disorder interaction is defined
as a configuration average of the 2D Fourier transform of its
potential U(q,z), which is weighted with an envelop wave
function ¢=£(z) as follows: (|U(@))=(|(¢|U(q.2)|Q)]», with
q as a 2D momentum in the in-plane. Thus, the band-
bending effects are included via the wave function, i.e., the
distribution of carriers.

We examine the effect from doping-induced band bending
on the carrier distribution in a square QW. A single-side
modulation doping gives rise to some band bending, so the
asymmetric modifications of this distribution are as follows:
an increase near the top (doping-side) interface (z<0) and a
decrease near the bottom one (z>0). Thus, within a varia-
tional approach to the lowest subband of the square QW with
high enough potential barriers, we may take an asymmetric
wave function such that

!/_ . L
B\ m/Leos(mz/L)e“E for |z| <L/2

{@)= 0 for |z|>L/2, M

with L as the well width. Here, B and ¢ are variational pa-
rameters to be determined. The normalization requires that

T
SBy(0)=1, (2)
2

where 7y(c) is a simple function defined by Eq. (A3) in

Appendix. Thus, there is a single independent parameter, say,

c. As clearly seen from Eq. (1), this parameter is a measure
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of the doping-induced band-bending effect on the carrier dis-
tribution.

B. Hartree potential

The envelop wave function of the ground-state subband
given by Eq. (1) is to minimize the total energy per particle.!
In the bent-band model, the Hamiltonian is determined by

H=T+Vy(2) + Vy(2), (3)

where T is the kinetic energy, V,(z) and Vy(z) are the barrier
and the Hartree potentials, respectively. The Hartree poten-
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tial is specified by the distribution of ionized impurities N/(z)
and that of charge carriers p(z). The doping profile N,(z) is
with a bulk density N; in the top barrier from a doping posi-
tion —z,; to —z,, where z;,=L,+L+L/2 and z,;=L,+L/2, with
L, and L, as thicknesses of the doping and spacer layers,
respectively. The carrier profile is p(z)=p/{(z)]>, with a
sheet density p, and the wave function from Eq. (1). The
charge neutrality claims that p =N/L,.

We solve the Poisson equation for the Hartree potential in
combination with the boundary conditions at z=-o0:
IVy(=2)/dz=0, and Vy(—»)=E, with E, as the binding en-
ergy of an ionized impurity in the top barrier.'® As a result,
the Hartree potential is given by

.
0 for z<-z4
Amre? (N1/2)(Z+Zd)2 for —z;,<z<-z
Vilz) = E;+ UL (Ni2)(z4=2) Rz + 24+ 2¢) for —z,<-L/2 (4)
er 2 2 )
(N/2)(z5-20) —plg(z) —zg—h_] for —-LR2<z<L2

where g; is the dielectric constant of the QW, and by defini-
tion,

2
o(=TE Lg_zcz/L{ 1 1

8 2 s P

X {(c2 — 7%)cos % — 271¢ sin %}} (5)

and

h(z) = g(z) - 28" (2). (6)

Here, the prime stands for the differention with respect to z
and the subindices * for the values at z=*L/2; for in-
stance, g'= dg/3z| .1 )-

C. Total energy per particle

We are dealing with the total energy per particle in the
lowest subband determined by the Hamiltonian given by
Egs. (3) and (4). As clearly seen from Eq. (4), the Hartree
potential may be represented as a sum of two terms: Vy(z)
=V (z)+V,(z). The first term is to be regarded as the impurity
potential fixed by the doping profile, viz., their bulk density
N; and doping positions z,,z,, while the second one as the
carrier potential fixed by their sheet density p, and their dis-
tribution, i.e., the variational parameters. As a result, for very
high-barrier QWs, the expectation value of the Hamiltonian
is defined as a function of the band-bending parameter such
that

E(c) =(T) + (V) + (V). (7)

The total energy per particle is given by a modification of
Eq. (7), in which the average potential due to the carrier

distribution (V) is to be replaced with its half.!*
The individual energies appearing in the total energy are
supplied in the following. The average kinetic energy is

TthBZ
4m_L*

(T)=- [(c* = 7)yi(c) + 2mcw ()], (8)

where m, is the out-of-plane carrier effective mass of the
well layer and vy, and w, with n as an integer are functions of
a variable defined simply by Egs. (A3) and (A4).

The average impurity potential is

27e’N,

(V)=E;+ (z5-2). 9)

L

The average carrier potential is

Vy=- w{f{ecym& — 6%+ m(c—2)
U g (P | € ot )
_ e—ﬁ?;ic)} ; czi 772[<202+ e+ :-;)71(20)
+ 2_2 [75(2¢) = y5(2¢)] = mc[w,(2¢)
+ 2w1(26)]H. (10)

It is observed from Egs. (7)-(10) that the band bending
parameter c is fixed not only by the carrier density, i.e., the
doping level, but also by the channel width.
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III. LOW-TEMPERATURE TRANSPORT AND QUANTUM
LIFETIMES

A. Basic equations

Within the linear transport theory, which ignores the mul-
tiple scattering effects, the transport (7,) and quantum (7,)
lifetimes at very low (zero) temperature are represented in

terms of the ACF for each disorder,%!’

L_J df o @ (U@
o eorEs), ), Cak-pHr g
(1)
and
1__ Lt J”Fd f” o2k (U@P)
, eorir), M)y @ik g
(12)

Here, q=(g, ¢) is the 2D momentum transfer by a scattering
event in the x-y plane (in polar coordinates): ¢=|q]
=2kp sin(9/2), with 9 as a scattering angle. The Fermi en-
ergy is given by Ep= h2k2 12m*, with k= \271'17Y as the Fermi
wave number and m* as the in-plane hole effective mass of
the well.

The dielectric function &(g) in Eqs. (11) and (12) takes
account of the screening of scattering potentials by the 2D
carriers. As usual, this is evaluated within the random phase
approximation,’

s(q)=1+§Fs(q)[1—G(q)] for g <2kp,  (13)

with g,=2m*e*/e,#> as the inverse 2D Thomas-Fermi
screening length. The local field corrections arising from a
many-body exchange effect in the in plane are included by
the function'® G(g)=g/2Vq +k2

The screening form factor F S(q) takes account of the ex-

tension of the particle state along the growth direction, given
by

Fy(q)= f dz f dz' ()P )e 1 (14)

The previous theories'®? believed that it is too tedious to
calculate the screening function with a wave function such as
that in Eq. (1), so an empirical formula has been used so far,
which is simpler than Eq. (14), but still nonanalytic. With the
aid of our mathematical functions vy, and w,, the calculation
is lengthy, however, straightforward. As a result, one may
achieve an exact analytic expression,

Fy(1) = (7 BY8)[F (1) + F (1], (15)

with t=¢L as the dimensionless in-plane wave number. The
functions appearing here are defined as follows:
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Fy ()= * 2[6’41(6?/2)71@ *1/2) - 7 (20)]

. c+1?2 -
+ m[%*( t/z)’yl(c *1/2) + y,(2¢)

+27,(2¢) = %(20)] = t/2)2][ w,(2c¢)

+2w,(2¢)], (16)

[+ (c

where the upper (lower) signs refer to the subindex U (L). It
is interesting to note that in the absence of doping (¢=0), the
screening function given by Egs. (15) and (16) is simplified
to the one for the flat-band model.%’

B. Autocorrelation function for surface roughness scattering

To illustrate the band-bending effects on the electronic
properties, we calculate the transport and quantum lifetimes
limited by surface roughness scattering. As indicated,' the
weighted potentials in wave vector space for scattering from
the rough interfaces are given in terms of the local values of
the wave function {-={(z=F L/2) by

U:(q) =

with A, as a Fourier transform of the interface profile. For
high enough barriers V,,, one may replace the wave function
in Eq. (17) by its derivative,

VolZ+ A, (17)

K2 ,
Vo|§:|2=g|§:|2~ (18)

As dramatically warned,!?' the use of the values of an
approximate (variational) wave function and its derivative at
an interface plane can cause serious errors in the calculation
of surface roughness scattering. Indeed, these local values
can lead to a wrong dependence, e.g., on carrier density, and
to surface roughness scattering too big by a factor of about 1
order of magnitude. The drawback is more severe in the case
when surface roughness scattering is dominant and, with
some recent attempts at structural optimization, the mobility
has been raised by merely a few times.?>?? For getting rid
thereof, we need a formula, in which the weighted scattering
potentials are given in terms of quantities that are insensitive
to the trial wave function, such as the maximum of a wave
function and some integrals of it on the z axis. The peak of
the wave function from Eq. (1) is located at the point z,
=6L, with 6=—(1/)arctan(c/ ).

For the above-mentioned purpose, we integrate the one-
dimensional Schrodinger equation for a bound-state wave
function {(z) from z= ¥ © to z=z,. As a result, we obtain

zZ,

0 dzé,z( )ﬁVH(z)

V0|§1|2 =[E(c) - VH(ZO)]gz(ZO) + f

(19)

With the use of the wave function from Eq. (1), we may
express the weighted scattering potentials of interest in an
analytic form,
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FIG. 1. Ground-state wave function /(z) for a hole in the GaAs
square QW in the bent-band (solid) and flat-band (dashed line)
models for (a) a channel width L=150 A and sheet carrier densities
p,=10",10"2, and 10" cm™2 and (b) a sheet carrier density p,=5
% 10" em2 and channel widths L=100, 150, and 200 A.

V0|§1|2 = [E(C) - VH(ZO)MZ(ZO)

_ me*Bp, AT
” 2e;(c? + 772){772 c Li(xe =9

- (20+ ﬁ)Fl(iZC, + 5)—£[F2(i26, +0)
c 2
T
—FO(iZC, + 5)] + E[Qz(izc, s 5)

+20,(%2¢, = 5)]}. (20)

Here, as in Eq. (19), the upper (lower) signs refer to the top
(bottom) interface.

It is worth mentioning the merits of Egs. (19) and (20).
First, these are exact and applicable to any bound state in any
QW, i.e., a two-interface (trilayer) structure of any depth V.
Second, they enable a reduction of the errors associated with
the use of an approximate wave function. Third, they are
convenient for use in the case of infinite QWs since their
right-hand side remains definite, whereas the left-hand one
becomes indefinite at this limit (Vy— and {+—0).

PHYSICAL REVIEW B 77, 125335 (2008)

1.00 . I I
(a)
L =400 (A)
0.75 i
L
200
0.50 | e
100
0.25 . 1 .
0 5 10
t
1.00 y I y I
(b)
075L p,=10" (cm”) i
w
10"
0.50 -
10"
0.25 . 1 .
0 5 10
t

FIG. 2. Screening form factor F(r) vs the dimensionless mo-
mentum ¢ for 2DHG in the GaAs square QW in the bent-band and
flat-band models. The interpretation is the same as in Fig. 1 with
diverse parameters.

IV. RESULTS AND CONCLUSIONS

We have carried out numerical calculations to evaluate the
band-bending effects from single-side modulation doping on
the carrier distribution (Fig. 1), the 2D screening (Fig. 2),
and their quantum transport (Figs. 3 and 4) in square QWs.
The quantum transport is limited by interface roughness with
a Gaussian profile. From the results obtained, we may draw
the following conclusions.

(i) As shown in Fig. 1, due to band bending, the hole
distribution is strongly modified, increased near the top in-
terface and decreased near the bottom one. The modification
is found increased with a rise of the sheet hole density, i.e.,
the doping level and of the channel width.

(ii) As seen from Fig. 2, the flat-band model can remark-
ably underestimate the 2D screening. The bent-band screen-
ing is raised with a rise of the channel width and of the
doping level.

(iii) In accordance with the above conclusions, in the
bent-band theory, the surface roughness scattering of holes
from the top interface is, as seen from Fig. 3, remarkably
enhanced, so dominating over that from the bottom one. The
total two-dimensional hole gas (2DHG) mobility is, follow-
ing the Matthiessen rule, much lower than the flat-band one
(up to more than 1 order of magnitude).
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FIG. 3. Mobilities limited by surface roughness scattering with a
roughness amplitude A=5 A and a correlation length A=44 A for
2DHG in a GaAs QW (m*=0.112m,) vs channel width L at a hole
density p,=1.1X10'"" cm™ in the bent-band (solid) and flat-band
(dashed line) models. The mobility limited by scattering from the
top (bottom) interface is labeled ¢ (b). The 0.3 K measured data
(Ref. 12) are marked by squares.

(iv) The band bending in square QWs causes not only a
reduction in the magnitude of the 2DHG mobility as stated
above but also an alteration of its functional dependence on
the channel width, viz., a nonmonotonic evolution with a
sharp peak instead of a monotonic increase in the flat-band
case. Our theory provides a satisfactory description of the
recently measured!? dependence of the 2DHG mobility of a
GaAs channel on its width (inset of Fig. 3).

Following Ref. 13, the peak in Fig. 2 is located at a larger
well width (L,,,~300 A). However, this seems to be im-
plausible, since this was inferred with the use of a hole mass
m* measured by cyclotron resonance. The mass thus ob-
tained may be a spintronic effective one, so differs from the
zero-field mass.?*

It should be mentioned that the peak of the 2DHG mobil-
ity in modulation-doped square QWs of diverse channels
was experimentally found in 1993 by Xie et al.® and then by
a number of authors.’~!3 However, up to date, no satisfactory
explanation has been available, so its nature still remains as a
challenge in the transport theory for square QWs.

(v) In difference from the previous belief,!'~!? in the bent-
band theory, the transport and quantum lifetimes of two-
dimensional electron gas (2DEG) in Fig. 4 also exhibit a
sharp peak for a high enough electron density (n
=10'"" cm™?). Thus, the broadening of Landau levels, given
by I'~#/7,, shows a corresponding minimum. As seen from
the inset, the bent-band inverse transport lifetime TI_I at L
>160 A is in agreement with the recent data better than that
in the flat-band model even with finite barriers.?>-2°

(vi) It is found that the peak shape, viz., its height and
position, in the channel-width dependence of both lifetimes
is fixed by some parameters, especially the doping level.
With its increase, the peak becomes sharper and located at a
smaller width, while with its decrease, the peak becomes
smeared out or even disappears, the band-bending effect be-
ing negligibly weak.
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FIG. 4. Bent-band transport 7, a?d quantum 7, lifetimes limited
by a interface profile with A=4.5 A and A=40 A for 2DEG in a
GaAs QW (m*=0.067m,) vs channel width L at an electron density
n,=5X 10" cm™2. The inset shows T;l at n,=5.8 X 10'% cm™2 in the
bent-band (solid) and the finite-barrier flat-band (dashed line) mod-
els, and the 0.3 K measured data (Ref. 25).

V. SUMMARY

To summarize, within a variational approach, we obtain
analytic expressions for the envelop wave function and the
2D screening function for bent-band square QWSs. These
form a basis for calculating their properties such as electrical
transport, density of states, and broadening of Landau levels.

The band-bending effects are of more importance with an
increase of the doping level and of the channel width. The
bent-band system exhibits some features.

We prove that the band bending leads to a peak in the
channel-width dependence of both transport and quantum
lifetimes, whose existence has not been explained so far. The
peak is reproduced for 2DHG as detected experimentally
and, further, predicted for 2DEG.

We derive a special formula allowing to exactly calculate
surface roughness scattering with the use of an approximate
wave function. Our theory is clearly applicable to other
band-bending sources, e.g., external normal electric field.

APPENDIX: AUXILIARY FUNCTIONS

In this Appendix, we introduce some mathematical func-
tions, which make up a tool helpful to the description of the
modulation-doping effects in an infinite square QW. These
are defined as algebraic combinations of elementary func-
tions, given by

2 vL
F(nv)= —f dz COSz(nﬂ-Z/L)e—Z“/]z/L
L) 1

el— e 2V 1

2 20 T Ve

+ e 72" nar sin 2vnar — 7 .cos 2vnr) |

(A1)

and
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vL
dz sin(2nrz/L)e >/t

Qn(n;V)=%J

-L/2
_r
2o+ i)

+ 7 sin 2vnm)],

[(= 1)"nme” — e 2"(nar cos 2vnr
(A2)

with n=0,1,2,.... as an integer.

PHYSICAL REVIEW B 77, 125335 (2008)

For v=1/2, the functions are rewritten as follows: ,(7)
=I',(7;1/2) and w,(7)=Q,(7;1/2), such that

e
won=| L0 Ly
and
sinh 7 (A4)

w,(n) = (- 1)"nﬂm-
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