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Microscopic calculation of the electron-phonon interaction in quantum wells
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The electron—optical-phonon scattering rates in GaAs/AlAs quantum wells are calculated on the basis
of a fully microscopic description of the phonon spectra. The results indicate the great importance of
confined as well as GaAs-like and AlAs-like interface phonons. By comparing our results with those of
several macroscopic models, we resolve a long-standing controversy on their ability to describe the

relevant vibrations.

I. INTRODUCTION

Semiconductor superlattices (SL’s) and quantum wells
(QW’s) have attracted increasing attention because of
their improved electrical and optical properties with
respect to bulk materials. The advantages offered by
these layered systems (whose basic element is a hetero-
structure between materials with different band gaps) are
essentially related to the two-dimensional (2D)
confinement of electrons and holes in the narrow-band-
gap material. Such a confinement is responsible for the
high mobilities of the two-dimensional electron gas ob-
tained in modulation-doped samples, as well as for the
high efficiency of radiative transitions of interest in laser
applications.’

Recently, several time-resolved optical techniques have
been developed? that allow the study of electron and hole
dynamics on a picosecond and sub-picosecond time scale.
Such temporal regime, important for the study of relaxa-
tion of photoexcited carriers as well as for the incoherent
tunneling across thin barriers, is dominated by the carrier
interaction with the optical lattice vibrations. A coupling
to acoustic phonons leads, in fact, to much slower pro-
cesses.’

The layered structure of 2D systems also has profound
consequences on their vibrational properties, which are
strongly modified with respect to the bulk case.* Raman
measurements and microscopic calculations have clearly
indicated that the optical modes of GaAs/AlAs SL’s and
QW’s are confined in either one or the other constituent;
i.e., the atoms of each layer tend to vibrate at the fre-
quency of the appropriate material. In addition, the pres-
ence of the heterointerfaces between rmaterials with
different dielectric properties leads to vibrations (the so-
called macroscopic interface modes) with a potential ex-
tending into neighboring layers.*

Despite the importance of the electron-phonon interac-
tion in determining the fast optical and electrical
response of a 2D systems to external disturbances, most
of the studies which have appeared in the literature either
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neglect the effect of layering on the phonons, or are based
on macroscopic models.’ ™! These models allow a great
simplification in the formal treatment of the interaction,
but were often obtained under rather arbitrary assump-
tions, particularly in the choice of boundary conditions to
be imposed at the interfaces. The result has been a great
proliferation of models, providing conflicting interpreta-
tions of available experimental results,”’ and generating
much controversy and even greater confusion.

A case in point is provided by the interpretation of the
experimental evidence of a relatively slow relaxation of
photoexcited electrons in QW’s, with characteristic cool-
ing times that are even a factor 10 slower than the corre-
sponding bulk results.?! “2* One of the solutions that has
been proposed (based on the so-called ‘“‘slab mod-
el”3~7%12.13,16) attributes the reduced cooling to the reab-
sorption of nonequilibrium phonons emitted during the
earlier stage of the relaxation.'>?* In such a model, the
electron coupling to the optical modes of the QW does
not differ significantly from the coupling to bulk pho-
nons. On the contrary, the alternative phonon descrip-
tion provided by the so-called “guided-mode model”®!*
leads to scattering rates well below the bulk values, thus
attributing the reduced cooling simply to the phonon
confinement in two dimensions. Other models have also
been proposed (see below).!%11:15:19

Recently?® we have proposed a study of the
electron—optical-phonon (e-ph) interaction that relies on
a fully microscopic ab initio calculation of the phonon
spectra in 2D semiconductor systems.?’” There, we have
been able to discuss the peculiarity of such interactions
without any assumptions on the boundary conditions for
the vibrations, and to discriminate between the different
macroscopic models. Here we will present the theoretical
approach and the results in greater detail, together with a
critical discussion of the different simplified schemes.

The general formal setup for the calculation is illustrat-
ed in Sec. II. In Sec. III we describe our microscopic ap-
proach, while the formulation of the macroscopic models
used previously is discussed in Sec. IV. Our results for
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the scattering rates are presented in Sec. V, and provide
an indication for selecting the most appropriate
simplified macroscopic description of vibrations at the
wave vectors relevant to the interaction with carriers. In
the same section we discuss the dependence of the total
scattering rates on the QW thickness, and demonstrate
that their value always falls between the values calculated
for bulk GaAs and bulk AlAs phonons.

II. SCATTERING RATES FOR e-ph
INTERACTION IN QUANTUM WELLS

In general terms, the scattering rates for the e-ph in-

teraction are given by Fermi’s “golden rule” as

r(u,u')=27”l<u'|H|u>|25(Eu,—Eu), (1)

where u and u' describe, respectively, the initial and the
final states of the crystal (electrons plus phonons). For
the polar interaction with phonons, the interaction Ham-
iltonian H is given by —e¢@, where e is the electron
charge and @ is the electrostatic potential associated with
the lattice vibrations. In a QW, with the growth axis
along the (001) direction, the total scattering rate of an
electron with in-plane wave vector k from subband i to
subband j is given by

Lyk)= 3 Ty(k,kj,v)

k"‘v
2 2
== 3 1G(quvPAN+i+D)
kH’V
2. ’

7k} 3 ok
—— — F fiw , (2)
2m* 2m*

where k =k|*q, N is the Bose function for the phonon
occupation, m* is the electron effective mass, and the
coupling factor G;; is given by

Gylapv)= [ 61(2)6;(2)pyq (2)dz . (3)

Here {;(z) [£;(z)] is the envelope function for an electron
in subband i (j), the solution of Schrodinger’s equation
within the effective-mass approximation, and ¢ is the po-
tential associated with the quantized phonon mode v.
For a transition from subband i to subband j (often indi-
cated as i —j), the term #iw* appearing in the energy-
conserving & function is equal to fw,(q)E(E;—E;),
which is the sum (difference) of the energy of the emitted
(absorbed) optical phonon and the energy separation of
the initial and final electronic subbands. For intrasub-
band scattering (i =j), G is nonzero only for phonons
with symmetric potentials; phonons with antisymmetric
potentials contribute to the scattering between subbands
of opposite parity (e.g., 2— 1 intersubband scattering). In
earlier work, most calculations assumed bulk phonons
and simply neglected the effect of layering on ¢. More
recently, several proposals have been put forward in or-
der to calculate ¢ from simple continuum ap-
proaches.’” ' Such models will be examined in Sec. IV.
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III. PHONON DISPLACEMENTS
AND POTENTIALS FROM THE
MICROSCOPIC CALCULATION

We are interested in using an accurate microscopic
lattice-dynamical approach to obtain a reliable descrip-
tion of the input quantities (phonon frequencies and dis-
placements) that are needed to derive potentials and
scattering rates. Following Ref. 27, the dynamical matrix
D of a SL can be constructed in terms of real-space in-
teratomic force constants derived from an ab initio local-
density linear-response calculation performed with nonlo-
cal norm-conserving pseudopotentials and a large plane-
wave basis set. As a consequence of the very close simi-
larity between the Ga and Al cations, the difference in
the force constants of GaAs and AlAs was shown to be
very small, and the force constants of the virtual crystal
(i.e., of a periodic crystal with average Ga and Al pseudo-
potential as cationic potential) were demonstrated to
reproduce the phonon spectra of bulk GaAs and AlAs
and of GaAs/AlAs SL’s very accurately.?”’” We can there-
fore build D up by using such virtual-crystal force con-
stants and the appropriate masses. Phonon frequencies
and displacements are then obtained by direct diagonali-
zation. The advantage of this scheme is that it has the
accuracy and the predictivity of first-principles calcula-
tions, but is also tractable for systems with a large num-
ber of atoms in the unit cell, as needed here.

Before coming to a discussion of the results for disper-
sions and displacements, it is important to note that per-
forming a lattice-dynamical calculation is much easier for
a system with three-dimensional periodicity. We there-
fore simulate our GaAs QW within a supercell geometry;
i.e., we extract the QW displacements from the output of
a SL calculation (see below).

Figure 1 shows the phonon dispersion for a
(GaAs),y/(AlAs),, (001) SL along one of the in-plane
directions, { 100). The angular dependence for vanishing
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FIG. 1. Phonon dispersion of a (001)-oriented

(GaAs),/(AlAs),, SL along the in-plane (100) direction (left
panel) and as a function of the 6 angle between the direction of
q and the growth direction at |[q|—0 (right panel), calculated
with the model of Ref. 27. The vertical dotted lines mark the
minimum and maximum g’s for an intrasubband emission pro-
cess of a 0.25-eV electron (see Fig. 7).
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FIG. 2. Atomic displacements (u,) of the topmost GaAs-like
modes of a (001)-oriented (GaAs)y/(AlAs),, SL for
q=(0,0,9,—0). The GaAs layer is centered at z =0; the
dashed vertical lines mark the As interface planes. Diamonds,
stars, and asterisks indicate the positions of Ga, Al, and As
planes, respectively.

wave vectors is shown in the right panel. Two separate
GaAs- and AlAs-like frequency ranges can be recognized.
For q||{001), longitudinal and transverse vibrations are
decoupled. For the general directions (and in particular
for q parallel to the interface plane) this is no longer true.
The z component of the displacements u=(0,0,u,) for

the highest GaAs-like LO modes, w;q;, @10, and oy g3,
is shown in Fig. 2 for q=(0,0, ¢), with vanishing €. It ap-
pears that their displacements are strictly confined in
GaAs and vanish in AlAs already very close to the inter-
face. When the direction of the vanishing wave vector
varies from (001) (34=0°) to {100) (#=90°), w; o, shifts
to a lower frequency and wy o, becomes the highest mode.
All the even-order modes, @y gy, @104 - - - » DY Symmetry
do not shift. The sequence of the highest-frequency
GaAs-like modes at (g,,0,0) is shown in Fig. 3 for two
different values of ¢,. Indeed, by comparing Fig. 3(a)
with Fig. 2, only the odd-order modes appear to be
modified. Modes w;, and o, maintain their sinelike
shape. When g, increases, all the confined modes are de-
formed and show a sharper decay at the interfaces. The
mode originating from ; o; shows increasing localization
at interfaces with increasing g, and is therefore identified
as an IF mode (IF1). A second IF mode in the GaAs-like
range (IF2) originates from the lowest-order confined TO
mode. The same picture holds for optical modes in the
AlAs-like range. In the AlAs-like range, the IF modes
(Fig. 4) fall in the gap between the remaining modes of
the LO and TO branches. Therefore, they show only a
minor hybridization with the confined modes of the same
parity.?® In the GaAs-like range, instead, the IF modes
and confined modes fall close in frequency, and therefore
mix strongly. Previous discussions on the anisotropy of
zone-center optical modes in SL’s from microscopic cal-
culations can be found in Refs. 11 and 29. It is important
to notice for further considerations (see the Appendix)
that also for IF modes the ions vibrate almost exclusively
in one or the other material.

In polar crystals the ions have dynamical charges
(Born ionic charges), producing long-range electric fields
that couple to the charged carriers.’® The scalar poten-
tial at position r generated by the vibrating ions is
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FIG. 3. Atomic displacements (u,) of the topmost GaAs-like modes of (GaAs),/(AlAs),, for two different wave vectors

q=(g,,0,0). Notations as in Fig. 2.
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FIG. 4. Atomic displacements (u,) of the two AlAs-like interface modes for a (GaAs),o/(AlAs)s SL. Results for three different

wave vectors q=(g,,0,0) are shown. Notations as in Fig. 2.
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FIG. 5. z component of the atomic displacements (u,) and
the corresponding potentials (V) for GaAs-like optical modes in
a (001)-oriented 56-A QW surrounded by two AlAs layers. The
QW interfaces are marked by vertical bars. The confined modes
of highest frequency and the two interface modes are displayed
from top to bottom in order of decreasing frequency. (a), (b),
and (c) are from the macroscopic models; (d) shows the results
of the microscopic calculation, with diamonds indicating the
atomic displacements of anions. The plots are for g,=0 and
q,=0.15 A ~! (one of the largest values of g significant for the
coupling).

r, in cell R; €, is the high-frequency dielectric constant
of the appropriate layer. The effective charges are also
obtained from the first-principles calculation.?’ In a sin-
gle QW the envelope of the potential for mode u" is given
by
iq,-a)
Prq(2)= 3 U'e; ﬂ#'—)—ulz(q”)sgn(z ~z,)
n

Xexp(—q,lz —z,[), (5)
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FIG. 6. Solid lines: potentials of the AlAs-like interface pho-
nons of a (GaAs),/(AlAs),, SL for two wave vectors
q=1(g,,0,0). The GaAs layer is centered at z =0; the dashed
vertical lines mark the As interface planes. The dot-dashed
lines are the corresponding result of dielectric continuum mod-
els.
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Here ) is the area of the 2D unit cell, and N, is the
number of lattice points in the normalization volume.

The microscopic displacements and potentials are col-
lected in Fig. 5(d) for GaAs-like modes at q=(0.15
A ~1.0,0). For AlAs-like IF modes, the potentials associ-
ated with the displacements of Fig. 4 are shown in Fig. 6
by solid lines.

IV. PHONON DISPLACEMENTS
AND POTENTIALS FROM MACROSCOPIC MODELS

Here we will introduce and discuss the different macro-
scopic phonon models that have been proposed in the
literature in order to clarify the reasons why they lead to
drastically different results for the rate of electronic tran-
sitions in QW’s and SL’s. Continuum approaches for
long-wavelength optical phonons are based on the equa-
tion of motion (Born Huang)*

pii(r)= —whouu(r)+e*E(r) (6)

for the relative displacement u of cations and anions, to-
gether with the following expression for the dielectric
function:

2 2

_ Wy~ W
do)=e, 22 )

Wt — W

which connects the electric field E with the electric dis-
placement D=¢€E. Here

e*=[€wﬂﬂ(w%o_a"2ro)]l/2 (®)

is the Born effective charge and u is the reduced mass.
0o and wyg are the limiting longitudinal- and
transversal-optical phonon frequencies. From (6) it fol-
lows that

E=———u=—V¢p. )
The inclusion of phonon dispersion®!>!° within hydro-
dynamic models, which would provide additional terms
with derivatives of u in the equation of motion (6), will
not be discussed here.

The broken periodicity in the growth direction of a
quantum-well system appears in the macroscopic model
as a discontinuity of the material parameters at the inter-
faces. This means that the equation of motion for the
quantum well may be treated by solving (6) within each
medium and introducing boundary conditions at the in-
terfaces.

The slab model,>~ 7% 121316 which applies purely elec-
trostatic boundary conditions at the interfaces, gives two
sets of modes in the GaAs-like frequency range: (i)
confined modes, whose displacements, represented by
sine or cosine functions, have antinodes at the boun-
daries, where the potential vanishes; (ii) IF modes, whose
potential and frequency strongly depend on the in-plane
wave vector q,. For large values of g, the potentials are
localized at the interfaces, while at small values they ex-
tend much further. The potential associated with
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confined modes (g, =n/d) has the form
cos(g,z), n=1,3,5,...
Pnl2)=C ‘sin(qzz ), n=2,4,6,... (10
where
flolo—oto) |'* 4 an
€0 0Ad (q22+qﬁ)”2 )

d is the well thickness, and A is the in-plane normaliza-
tion area. Displacements and potentials for GaAs-like
modes are shown in Fig. 5(a). Clearly, the “mechanical
boundary condition” requiring continuous displacements
at the interfaces is not satisfied by this model. Neverthe-
less, the comparison with Fig. 3 shows that the macro-
scopic displacements do not differ significantly in shape
from the microscopic ones for the largest q’s, except
very close to the interfaces. The same type of agreement
is reflected in the corresponding potentials (see Fig. 5).
For the potentials of IF modes, see Refs. 7, 9, and 16.
The plots for AlAs-like IF modes are given in Fig 6, to-
gether with a comparison with those obtained from the
microscopic calculation. Note the excellent agreement
between the macroscopic and microscopic results at these
values of q, confirming the electrostatic origin of IF
modes.

An alternative approach, on the contrary, imposes
phonon confinement by requiring vanishing displace-
ments at the interfaces. This implies that the electric
field and potential vanish in the barrier, at least at finite
q;’s, as follows from (9). The phonon potential associated
with the completely confined modes can be written as

sin(q,z)+const, n=1,3,5,...

Pnl2)= n=2,4,6,... . (12)

¢ cos(g,z)+const,
This approach has been used by Ridley,'* who assumes
const =0, i.e., potentials with antinodes at the boundaries
[the “guided-mode” model, Fig. 5(b)]. The assumption of
vanishing displacements at the interfaces rules out the ex-
istence of IF modes. The major drawback of the guided-
mode model lies in its inability to fulfill electrostatic
boundary conditions, accepting a discontinuity in the po-
tential. A partial improvement can be obtained** by as-
suming the constant in (12) to be equal to —1*/2*1 for
the modes with even n, which guarantees that the poten-
tial is continuous and vanishes at the interfaces. For the
modes with odd #, the continuity requirement would im-
pose const=x1, and hence a finite potential in the bar-
rier, which in turn implies for q,70 a long-range electric
force, inconsistent with the complete confinement as-
sumed in the beginning.*®’

Huang and Zhu (HZ) have proposed an improved mac-
roscopic phonon model'! that satisfies, besides the elec-
trodynamic boundary conditions, the continuity of the
displacements at the interface [Fig. 5(c)]. Requiring ¢=0
and d¢/dz=0 at the interfaces, the scalar potential of
the confined modes is

cos(nwz/d)—(—1)""?, n=2,4,6, ...
sin(p,7z/d)+C,z/d, n=3,517,...,

@,(z2)=CX

(13)
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with p;=2.86, pus;=4.91, p,=6.95, and C,;=1.95,
C;=—1.98, C,=2.00. The corresponding displace-
ments have a vanishing z component as well as vanishing

x,y components at the interfaces. The factor C is given
by
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In Fig. 5 the microscopic patterns of the GaAs-like
modes at q=(0.15 A ~1,0,0) are shown together with the
results of all macroscopic models discussed above. It
turns out that while for small q;’s the best approximation
is given by the HZ model, for larger q;’s [as the one of
Fig. 5(d)] the slab model is more adequate. Indeed, the

B Hw? o—wdo) 172 wrong boundary conditions used in this last model seem
= 2—A to affect only a few atomic planes close to the interfaces,
€x®@L0 where the electron wave functions of the lowest subband
in ) 3¢, (2) 21712 are ana.ll anyway (see Fig. 8 below). '

X f dz \qjpp(z)+ v . (14) Within the slab and guided models, the total scattering

L z rate for confined modes is given explicitly by

J
2, %(,.2 2 2
e’m*(wio—wrg) |H;;(q,)]
k) = (N+1£H) > — — T (15)
o q, ~2m*ow —2m*o
2T F T+q§ =2k} |kt F 7

with the form factor

sin(q,z)

Hyj(g)l = [dz 88208, X | cosq 2 . (16)
We can see that the scattering rate is now expressed as a
sum over the confinement wave vector q,. Because of the
opposite symmetry of equal-order modes, the two models
lead to very different scattering rates, resulting in the
controversial discussion of the effect of phonon
confinement on the e-ph interaction.

Part of this confusion originates from the fact that the
choice of the appropriate macroscopic description to be
used in the transport calculations was sometimes driven
by an erroneous extrapolation of the results of Raman ex-
periments rather than from the output of microscopic
calculations that have become available in recent
years.*?? Indeed, from off-resonance Raman spectra,
generally taken in the backscattering configuration from
the (001) surface, it is possible to conclude®?! that the
confined mode of lowest order (and highest frequency,
®101) has a nodeless displacement pattern, approximately
vanishing at the interfaces; the successive modes have an
increasing number of nodes and a similar behavior at in-
terfaces. This, however, does not imply that such order-
ing applies to the wave vectors relevant for the e-ph cou-

pling. In fact, Raman spectra in that scattering
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FIG. 7. (a) Minimum and maximum g’s for an intrasubband
emission process [sketched in (b)] vs electron energy.

I

configuration probe the lattice vibrations at ¢, =0 and
small values of g,, and are indeed consistent with the mi-
croscopic results of Fig. 2. The wave vectors q of interest
for the treatment of e-ph scattering in QW'’s, instead,
have the largest component parallel to the interfaces (the
range of relevant q;’s is illustrated in Fig. 7), where the
different ordering shown in Fig. 3 applies.

V. SCATTERING RATES: RESULTS AND DISCUSSION

We now move to the calculation of the scattering rates
for polar electron-optical-phonon interaction in a QW,
based on the microscopic phonons. For the electron
wave function we use the solution of Schrodinger’s equa-
tions within the effective-mass approximation.> The en-
velope functions of subbands 1 and 2 are shown in Fig. 8.
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FIG. 8. Envelope function of the two lowest electronic sub-
bands. The GaAs layer is centered at z =0; the dashed vertical
lines mark the As interface planes.
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Figure 9 shows the room-temperature emission rates for
the 1—1 and 2—1 transitions (1 and 2 indicate the two
lowest subbands), obtained for a 56-A well with a barrier
height of 1 eV. We note the following: (i) The first
confined mode [topmost in Fig. 5(d)] contributes to about
28% of the total 1—1 intrasubband rate, while the third
mode is already much weaker. The modes of opposite
parity do not contribute. On the contrary, the second
confined mode [second row in Fig. 5(d)] is the dominant
one for the 2—1 intersubband transition. (ii) The IF
GaAs-like modes (shown in Fig. 9 together with the
remaining confined modes because of the above-
mentioned hybridization) are important, carrying about
14% of the interaction. (iii) A very strong contribution
to the scattering rate comes from the AlAs-like IF
modes. The importance of such modes is explained by
the fact that their potential extends far into the GaAs
layer at the q of interest (see Fig. 6). The contribution of
the remaining AlAs-like modes is negligible.

The resulting times for intrasubband and intersubband
emission at room temperature are then, respectively, 0.09
and 1.0 ps, confirming that the slow cooling rate detected
experimentally cannot be associated with phonon
confinement, and must therefore be related to hot-phonon
effects.'>?* Full simulations based on our present results
will be published elsewhere.>?

We now compare our results for the microscopic-
model phonons with those obtained, for the same struc-
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FIG. 9. Calculated total intrasubband and intersubband
emission rates as a function of electron energy (solid lines), in-
cluding all GaAs- and AlAs-like modes. Dashed-dotted lines
show the contribution of all GaAs-like modes (including the in-
terface ones). Dashed lines refer to the confined GaAs-like
modes only, out of which the mode of lowest order (first for in-
trasubband and second for intersubband transitions) represents
the largest contribution (dotted lines).
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ture, from the models of Figs. 1(a)-1(c). In order to get
comparable results from the microscopic and macroscop-
ic calculations, we use in the macroscopic description
phonon frequencies and effective charges as calculated
microscopically. The parameters used are listed in Ref.
33. Figure 10 shows the contribution of GaAs-like
modes to the phonon-emission rates at room tempera-
ture. The slab and HZ models (dotted and dashed lines,
respectively) agree fairly well with the microscopic calcu-
lation (solid line). Such agreement can be understood
from the fact that, although the microscopic displace-
ments are not properly reproduced by the slab model at
all g,’s, at the relevant values of g their deviations are
limited to a small region near the interface. The predic-
tions of the guided-mode model are instead completely
inconsistent with ours. The reason for the failure of the
guided-mode model is that this model does not fulfill the
electrodynamic boundary conditions at the interfaces.
The total emission rates including also the interaction
with AlAs-like interface modes are shown in Fig. 11. Ad-
ditionally, the results for interaction of the confined elec-
trons with bulk GaAs phonons are shown. It turns out
that the use of bulk GaAs phonons is already an accept-
able approximation for the total scattering rates.

All the calculations discussed so far were carried out
for a 56-A GaAs well. It should be mentioned, however,
that the relative contribution of the interface modes to
the total scattering depends strongly on the well thick-
ness. Moreover, the relative contribution of GaAs- and
AlAs-like IF modes changes; since the coupling of these
modes to the electrons is different (much stronger in
AlAs), this also produces changes in the total scattering
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FIG. 10. Comparison of the scattering rates from our micro-
scopic calculation with the results of macroscopic models. Only
the contribution of GaAs-like modes is shown. The intrasub-
band rate of the guided-mode model is multiplied by a factor of
10.
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FIG. 11. Comparison of the total scattering rates (GaAs- and
AlAs-like modes) from our microscopic model with the results
of macroscopic models. The scattering rates for interaction
with bulk GaAs phonons are also shown.

rates. The dependence of the total emission rate of a 50-
meV electron in the first subband on the well thickness d,
as obtained from the dielectric gontinuum model, is
shown in Fig. 12. While for a 100-A well this rate is well
approximated by the scattering via bulk GaAs phonons,
for very thin wells it tends to the AlAs phonon value.
The fact that the total scattering rates always fall in the
interval defined by the interaction with GaAs and with
AlAs bulk phonons is true for the microscopic descrip-

L B A e ma |

AlAs phonons

T (1/ps)

0 l 20 ] 40 60‘ ‘ .80 AlOO
d (A)

FIG. 12. Room-temperature phonon emission rate of a 50-
meV electron in the first subband as a function of the well thick-
ness. Curves for interaction with bulk GaAs and bulk AlAs
phonons are shown together with the results of the dielectric
continuum model (slab plus IF). The diamond indicates the re-
sult of the microscopic calculation for the 56-A well.
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tion as well, as discussed in the Appendix. The result of
the microscopic calculation for the 56-A well is included
in Fig. 12 for comparison.

VI. CONCLUSIONS

In conclusion, we have presented a calculation of the
polar electron-LO-phonon interaction in GaAs/AlAs sys-
tems, based on a fully microscopic approach for the pho-
non spectra. The contribution of confined and GaAs-
and AlAs-interface phonon modes to the electron scatter-
ing was calculated. The results indicate the importance
of the interface phonon scattering, at least for wells as
thin as the 56-A well that we have considered.

While some of the macroscopic phonon models used so
far lead to acceptable predictions for the scattering rates,
the results of another model are completely inconsistent
with the microscopic results. It turns out that the correct
use of the dielectric boundary conditions is crucial for the
applicability of macroscopic models to polar electron-
phonon scattering.

It was demonstrated that the total scattering rates in
GaAs/AlAs quantum wells fall always in between the
rates given by the interaction of the confined electrons
with bulk GaAs and bulk AlAs phonons. Consequently,
even the rough assumption of unmodified bulk phonons
may provide reasonable results. An accurate description
of the phonons is instead necessary when one is interested
in the contribution of individual modes, e.g., for the in-
terpretation of the results of time-resolved spectros-
copies.®
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APPENDIX

In this Appendix we give an estimate of the upper and
lower limits for the rates of polar optical-phonon emis-
sion and absorption in QW structures. In particular, we
show that in QW'’s the probabilities

2T
Lk k=== 3 €*1Gy(qpv)* (N +5+3)

X8(Ek”,--—Ekﬁj?ﬁwv) (A1)
of electronic transitions from state k”,i to k ,’,, j with emis-
sion (absorption) of one optical phonon always fall in be-
tween the values calculated for the interaction of the
confined electrons with the bulk phonons of the two com-
ponents of the QW structure. Ek‘i are the electronic en-

ergies. Using Eq. (3) for the coupling factor G;;, we have

N 2me?

X [dz [ dz'g}(2)6;(2)E,(2")

XEHz)(z,2') (A2)
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where

d(z,z )=\§ ¢vq“(z)¢p,,q“(z )S(Ek“, —EW Ftw,) . (A3)
The sum over all phonon modes v in (A3) can be carried
out by using the completeness relation

8068um > (A4)

2 Vna(QVmp(q)) =

where a and B indicate the Cartesian directions. The
eigenvectors v, are related to the atomic displacements
by v,=V'M,u,, M, being the atomic masses. As dis-
cussed in Sec. III, all the optical modes (confined and in-
terface) of a GaAs/AlAs superlattice can be divided into
a GaAs-like (optl) and an AlAs-like (opt2) branch,
and—to a good approximation—the atomic motions in-
volve either the GaAs or AlAs layers. This fact allows us

J

®(z,z')=73 exp(—gq,lz —z,|)exp(—q,|z' —

X[G,,y,,aASS(Ek”, E, +hwG“As)+(1—6n)y‘,;“ASS(Ek",-—E FhofS)],

where
e*
8QIEL N M, 010

Yn=

For the derivation of (A6) we have approximated the fre-
quencies of all phonons of the GaAs- (AlAs)-like optical
branches by o3 (0f4'*). We have tested that the effect
of this approximation on the energy-conserving & func-
tion is negligible for the purpose of the present demon-
stration. The sum over the acoustic modes appearing in
(A5) was neglected, since the long-range electric fields of
the acoustic modes are small compared to those of the
optical modes. From (A6) one can see that the coupling
function ®(z,z’) is a sum of a part interacting with the
coupling constant of GaAs and a part with the AlAs cou-
pling. This allows us to write the transition probabilities
(A1) as

Tk, k))=pyT3*A%(k ki) +(1—p)T A%k, k) (A7)

where I'8?As and 'A% are the rates of the considered

electronic transition calculated for the interaction of the
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to split the completeness relation (A4) into the two rela-
tions:

2 U:a(q")vmﬂ(q")+ 2 U:a(q”)vmﬂ(q")

vEoptl vEac

><6 e aBSnm n >

(AS)
2 U:a(q")vmﬁ(q")+ 2

vEopt2 vEac

X(1—0,)(1—86,,)=

U:a(q” )vmﬁ(q" )

Saﬁanm(l

where ©, =1 for atoms of the GaAs layers and ©, =0 for
the atoms of the other layer. The second sum in Egs.
(AS) contains all the acoustic modes. Using Eq. (5) for
the phonon potentials and the completeness relation (AS5),
the coupling function ®(z,z’) can be transformed into

z,|)[1+sgn(z —z,)sgn(z'—z,)]

(A6)

[

confined electrons with bulk phonons of GaAs and AlAs,
respectively. The relative weight y (0=<y =<1) of the
GaAs and AlAs branches for a given transition between
electronic subbands i and j depends on the spatial region
of the coupling function ®(z,z’) that is probed by the en-
velope functions §; and ; of the electrons [see Eq. (A2)].

If we assume equal coupling constants for both constit-
uents of the QW and take the macroscopic limit (a —0),
the coupling function (A6) transforms into the known ex-
pression for the interaction with bulk phonons:

e**
q)(z, )= ————‘—‘exp( _q” lZ _ZI| )
40 A4 ewﬂwLoq i
X S(Ek”,- - k|’|j + ﬁ(l)Lo) . (AS)

The fact that for equal polar electron-phonon coupling in
the well and barrier materials the coupling to the pho-
nons of the quantum well gives the same result as the
coupling to unmodified bulk phonons was already shown
by Ando and Mori'® within the framework of the dielec-
tric continuum model.
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