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Exciton-phonon interaction in planar nitride nanostructures: The case of acoustic phonons
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A quantum mechanical theory which describes the exciton-acoustic phonon interaction in plane semiconductor
AIN/AIGaN nanosystems at nonzero temperatures has been developed. The theory of exciton states is con-
structed by applying the effective mass model to an electron and a hole, taking into account internal electric fields
due to the macroscopic value of polarization, which is a significant factor affecting the states of quasiparticles
in nitride nanosystems. The theory of acoustic phonons was developed on the basis of the elastic continuum
model by analytically obtained solutions of the equations describing the components of the deformation field
of a semiconductor medium. We have considered both relevant cases, when the semiconductors forming the
studied nanosystem have a wurtzite-type crystal lattice and a zinc-blende-type lattice. In addition, we obtained
analytical expressions that specify the deformation and piezoelectric potential created by acoustic phonons for
these cases. For each type of crystal lattice, the cases of exciton-phonon interaction through the deformation
and piezoelectric potentials have been separately and sufficiently investigated. The theory of exciton-phonon
interaction was developed and characteristics of the renormalized exciton states were investigated using the
method of temperature Green’s functions using and the Dyson equation. We found that for wurtzite nanosystems,
the mechanisms of interaction through the piezoelectric and deformation potentials contribute to the exciton-
phonon interaction, while for zinc-blende nanosystems, the main contribution to this interaction is due to the
deformation potential. It is found that the temperature shifts of the exciton spectrum are of negative sign for
all temperatures, and the absolute values of these shifts increase with the temperature increase. An analysis
of the calculated exciton basic band shape function and decay rates made it possible to establish that, in the
case of the zinc-blende nanosystem, the contribution of acoustic phonons to the exciton-phonon interaction is
smaller than that in the case of the wurtzite nanosystem. Calculations of the correlated exciton mass testify that
the interaction of an exciton with acoustic phonons at all temperatures results in its increase by maximum 8%
in the case of wurtzite nanosystems and by 5% in the case of zinc-blende nanosystems. We believe that the
obtained theory and results of calculations will be useful both for a more complete and broader understanding of
exciton-phonon interaction processes in nitride nanosystems as active elements of THz optoelectronic devices
and for the further development of the theory of exciton-phonon interaction in geometric nanosystems of different

symmetries.

DOLI: 10.1103/PhysRevB.108.075403

I. INTRODUCTION

Electronic processes occurring in multilayer plane nitride
nanostructures have direct practical applications in the opera-
tion of quantum cascade lasers (QCLs) and detectors (QCDs)
[1-4]. The importance of the influence of phonons on these
processes should be emphasized, that is, their impact on non-
radiative transitions with energies being close to the energies
of optical phonons to ensure the transport of a tunneled elec-
tron beam from one cascade of a nanodevice to another. For
mono- or two-layer nanostructures and multilayer QCL and
QCD cascades, created on the basis of arsenide or nitride
semiconductor compounds, the spectra of optical phonons and
their interaction with electrons have been investigated earlier
[5-17]. For acoustic phonons, the problem of investigating
their spectrum and interaction with electrons was considered
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quite a long time ago [18-20] on the basis of finite differ-
ence method for single-well nanosystems and recently using
a similar approach for multilayer nitride nanostructures [21].
In addition, the cases of such interaction both through the
deformation and through the piezoelectric potential [19,20]
were considered. As far as we know, the interaction of ex-
citons with acoustic phonons in low-dimensional systems has
not been studied thoroughly theoretically yet. This is due to
a number of reasons, the main reason being the lack of an
analytical theory of acoustic phonons in nitride nanosystems
and an arbitrary number of semiconductor layers (this the-
ory was proposed in Ref. [22]). As a result, the theoretical
models applied mainly to the study of thermal conductiv-
ity of a nanostructure and the factors accompanying these
phenomena, developed in Refs. [23-26], are based on the
numerical solution of equations describing phonon modes.
The second problem is the lack of a developed approach
to the renormalization of the exciton spectrum. However, to
single out a number of experimental papers where the exciton-
phonon interaction in AIN/GaN nanostructures with different

©2023 American Physical Society


https://orcid.org/0000-0003-2787-1845
http://crossmark.crossref.org/dialog/?doi=10.1103/PhysRevB.108.075403&domain=pdf&date_stamp=2023-08-07
https://doi.org/10.1103/PhysRevB.108.075403

IGOR BOYKO

PHYSICAL REVIEW B 108, 075403 (2023)

geometrical symmetries was studied [27-31]. Moreover, at-
tention should be paid to two theoretical papers [32,33], where
the exciton-phonon interaction in anisotropic nonpolar 6H-
SiC crystals was studied.

The direct focus on the investigation of acoustic phonons
in the present paper is due to the reasons for the relevance
of developing the theory of electron-phonon and exciton-
phonon interaction, as well as the practical application of
such a theory to real nanostructures, due to these main rea-
sons. Plane resonant tunneling structures, which are precision
elements of QCLs or QCDs, should provide coherent tun-
neling electron transport. Despite the fact that the operation
of QCLs and QCDs is based only on electronic transitions,
there are a number of papers [34-37] devoted to nanosystems
in terms of their geometric and physical parameters, similar
to the active elements of these nanodevices, but the subject
of study in them are the exciton states. The present paper
is motivated by the need to understand coherency in plane
nanostructures’ resonant tunneling transport, which required
an understanding of exciton-phonon interactions. These in-
teractions manifest themselves in a temperature shift and
decay rate of the quantized levels. Among various electron-
phonon and exciton-phonon scattering effects, we here focus
on acoustic phonon interactions because the theory for it has
been least developed in detail for nitrides and because they are
the most relevant at low temperatures.

Thus, taking into account the current state of research, in
our paper we propose an analytical theory of the exciton-
phonon interaction in the case of acoustic phonons. The
proposed paper is structured as follows: the theory of sta-
tionary states of electrons and holes, an exciton problem for
nitride nanostructure, is considered in Sec. II. The theory of
acoustic phonons and deformation and piezoelectric potentials
created by them is presented in Sec. III A for zinc-blende
nanosystems and in Sec. IIIB for wurtzite nanosystems,
respectively. The theory of exciton-phonon interaction and
renormalization of the exciton spectrum, based on the tem-
perature Green’s function method and the Dyson equation,
is presented in Sec. IV. Analysis of the obtained theoretical
results and calculations performed on the example of a nitride
nanosystem is presented in Sec. V. Conclusions and most
important results are presented in Sec. VI.

II. SPECTRUM AND WAVE FUNCTIONS OF AN
ELECTRON AND A HOLE IN A MULTILAYER
NANOSTRUCTURE

First, we will establish the electron and hole spectrum of
the nanosystem under study. Its energy scheme, calculated
for an electron and a hole, along with a coordinate system
and notation for the boundaries between potential barriers and
wells, is demonstrated in Fig. 1. The exciton Hamiltonian, in
accordance with the notation in Fig. 1, is as shown:

Hex (0, Zes 2n) = Eg + Hey(ze) + Hon (z)
+H(p,ze,z) +Vze —zal). (1)

The Coulomb interaction between an electron and a hole in
Eq. (1) is described by the constituent part of the Hamiltonian,
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FIG. 1. The energy scheme of the nanosystem under study cal-
culated for an electron and a hole, respectively, together with the
squared moduli of their energy-level wave functions (solid lines
correspond to wurtzite semiconductors, dashed lines correspond
to zinc-blende semiconductors). The energy scale has a break in
the range from —600 meV to —3500 meV. The values of the
nanosystem layers from left to right in nanometers are as follows:
2.0/1.5/30.0/1.25/2.0 nm, where potential barriers are indicated in
bold font.

which is defined as follows:
2
e

Vze —zl) = @

4o )V 07 + (2 — )
where p is the relative distance between an electron and a hole
in a plane perpendicular to the Oz axis. To describe the relative
motion of an electron and a hole, one should consider their
motion in a coordinate system referred to their center of mass.
Such motion is determined by the following component of the

Hamiltonian:
H,( ) i <82+18) 3
r p’ Ze’ Zh s —— ~ A -~ 9
214(ze, zn) \3p>  p dp

where the reduced exciton mass is calculated as follows:
m(z.)m™ (z;)
m©(z,) +m™(z,)"

W(Zey z1) = @

The band gap as a function of temperature T is calculated
from the Varshni formula,

EX(T) = EyY —a™T? /(0™ + 1),
ESY) = EX(T)lr—o, *={AIN, GaN}, (5

where a®@, b@ are the Varshni parameters for AIN and GaN
semiconductors. Since in the nanosystem under study, some
of its layers are of a three-component semiconductor alloy,
the band gap depending on the content x of the AIN semicon-
ductor was calculated using the following condition:

Ey(x) =xEM) + (1 = 0)ES™N + ex(1—x),  (6)

where ¢ is a fitting parameter [38] which is different for
wurtzite and zinc-blende layers. The energy scheme of the
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nanosystem for the electron and hole without taking into
account the influence of internal fields, i.e., strain-affected
offsets for valance and conduction bands is calculated using
Egs. (5) and (6). This results are given in terms obtained by
the ratio of the conduction band to the valence band offset:

© 0, in GaN wells
@) =10.765(EA0N) _ E@N) i AIGaN
g g b 9
0, in GaN wells

(h) —
U (Zh) - {0235 (Eg(AlGaN) — EgGaN)), in AlGaN.

Next, we will calculate the strength of the internal electric
field that arises in the layers of the nanostructure due to the
arising spontaneous and piezoelectric polarizations [39—42].
For this purpose, we will use the boundary conditions for the
electric displacement field at the boundaries of the nanos-
tructure (D = Dyyy, Dy = ¢/ Fr + Pmtal) and the condition
imposed on the total potential drop on the entire nanosystem
(O FiAz® = 0) (see also Ref. [41]). This gives the fol-
lowing ratio:

N (k) () (p) N k
Z Ptotal Ptotal]AZ Z AZ((X ) (8)
S(a)g(a) S(a) ’
k=1;k#p (p)© (k) k=1 (k)

where the indices p and k specify the labels of the nanosys-
tem layers and, besides, p specifies the number of the layer
in which the electric field is calculated, whereas summation
takes place over the index k. The total polarization in Eq. (8) is
Pg:;l = P(” ) 4 Pflf ), AZP = 77D — 2P are the dimensions
of the nanosystem layer in which the magnltude of the electric
field strength is calculated, and the values e(a) specify the
dielectric constant of this layer. In general, the permittiv-
ity of nanostructure, nanostructure density, electron and hole
effective mass, and stiffness tensor can be presented as

J

WO (24) = A X 0%0(—24) + By, e 0@ 0(zy —

+ Z AlAI[L) ()] + By,

B, Bi[ £z |10 (20 — 2

U(“)(zo,) _

follows:
N

A () =Y A[0(z0 —2) = 0(za —

p=0
A® = [ (2, )m™ (24 )Citim(2) p(2)]"

o = {e, h}, Z[(XNH) = 400,

ng+l))],

©
(@) (@) -

where ¢, €, is the permittivity of AIN and AlGaN semi-
conductors, respectively, 6(z) is the Heaviside unit function.
Therefore, using the components ﬂ(g)(ze) and I?(;l)(zh) corre-
sponding to the free electron and hole, taking into account
Egs. (7) and (8), we find separately the spectrum and wave
functions of the free electron and hole. To do this, we find
solutions to the stationary Schrodinger equation:

+ U@ (z4) + U,§“><za>}w<“’(za>

Fp—lzt(xp 1)
Za - - -
F[’

O(Za _ Zép))]’ q(a)

2 9z m®(zy) 024

= EOW@(z.), (10)

where

N
U ) = ) (=1 'qF,

p=1
X [6(z0 — 207) —
_ q(e) = —¢
T g =e.
We calculate the wave functions of an electron and a hole in
the model of a closed nanosystem. This directly means that
the spectra of these quasiparticles are stationary. Thus, the
obtained solutions of Eq. (10) are damped functions in the
outer regions, relatively the nanosystem. Inside the nanosys-
tem, taking into account that the potential Ug")(za) Eq. (11)
has a linear dependence on the coordinate z,, we find that
the solutions of the Schrodinger Eq. (10) in this case will be

presented by linear combinations of the Airy functions Ai(z,)
and Bi(z,) inside it [43]. Thus,

QY

LNH))

)

)]

w A 2=D""m g F,
Eip(Za) = 7

q(a)

Ly ' (Fpza —F,,_lzf,{’l)):|;

-1
X(o(t)) = X(OIéV+I) =n \/2mé)a)(U(a)(Z0‘)|za<0, >zt T E)

12)

Next, we use the boundary conditions that describe the continuity of the wave function and flows of its probability density at all

boundaries of the nanostructure,

\pa (E, Z((XP)) —

A (E, o)

m@ (2o )dzg

=20

“I’a 1)(E, Z((xp));
_dYE ) (E,s Z)

m®(z4)dza )

b
=240
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then system Eq. (13) yields a dispersion equation, from
which the discrete electron and hole spectra are determined
(EY, s = (n, m), where the indices n and m are the num-
bers of the levels of the discrete spectrum of an electron
and hole, respectively). Having applied boundary condi-
tions Eq. (13), we will successively express the coefficients
Ay> Biviiy Al Bl in solptiops Eq. §12) in terms qf one
of them, which is chosen arbitrarily. This coefficient is ob-
tained using the normalization condition

+o0o
/ WO (E, 2 )W (EY, 2,)dzy = 6y, (14)
—0oQ
and thus the wave functions of a free electron and a hole are
completely defined.

Therefore, to obtain the spectrum and wave functions
of the exciton, one should find solutions to the stationary
Schrodinger equation:

Hex(pa Zes Zh)‘I"(Pa Zes Zh) = Eex\ll(ps Zes Zh)~ (15)

Equation (15) in the general case does not have an exact
analytical solution, which is due to the complex form of the
complete exciton Hamiltonian with a contribution describing
the interaction of an electron and a hole. In this case, to
perform the calculation of the exciton binding energy, we will
provide the exciton wave function in the following way:

(0, Ze, ) = U (2)W P (2,)D(p), (16)

where functions ®(p) are selected as follows [44,45]:

2 e PlH
D(p) = T (I7)

where A is a variation parameter. Now the exciton bind-
ing energy in the ground state will be determined from the
minimization condition for the functional, relatively this pa-
rameter:

(W (0, Zes 2 Hex (0, Zes 20 Yo (P, Ze 7))
("Ijnm(pa Zes Zh) | “I’[nm(p’ Zey Zh)) '

E> = min
i
(13)

Now using the exciton binding energy in the ground state
obtained from Eq. (18), we calculate the exciton binding en-
ergy E and the transition energy E,, = E\%" between an
electron and a hole:
Eb — E(e) +E(I’l) _Eex.
nm n m

nm?

ESP = B9 + B + E, — ES,

nm*

19)

Using the wave functions of an electron and a hole, we calcu-
late the intensity of intersubband transitions:

2

+00
b = V W)W (2)dz (20)

Let us now introduce for the exciton a quantized wave func-
tion as follows:

V(0. 2e:m) = D Wi, (0 Ze ), (21)
KK,

where

Xy Za <0, za > 2V

ko = 1,/ 2mP U + UL )R (22)

0<z <2V

Here dyx,k, is bosonic state annihilation operator with the

. . A At .
commutation relation [aikk,» Gy 1 = Sk k; Ok, 1,1 k3 then
the exciton Hamiltonian takes the canonical appearance,

H, = /dzedzh®+(vae9Zh)Hex(paZe’zh)‘:l\l(p’zeaZh)

= Z By i, (Ke, Ky, )&ltkekhakkt,kh , (23)
kk.k;

where  Eyu i, (e, ki) = Exai, (e, ki) + 1262 /210(20, 2) s
the dispersion law for excitons in the state (k., k), determined
from the dispersion equation defined by conditions Eq. (10),
where Kk is the exciton quasimomentum, which acquires all
values in the Brillouin zone.

III. SPECTRUM OF ACOUSTIC PHONONS OF A
MULTILAYER NANOSTRUCTURE. DEFORMATION AND
PIEZOELECTRIC POTENTIAL OF ACOUSTIC PHONONS

IN THE CASE OF SEMICONDUCTORS OF WURTZITE
AND ZINC-BLENDE CRYSTAL STRUCTURE

The piezoelectric effect due to the shear, as well as flex-
ural and dilatational types of acoustic phonons, were studied
in Refs. [46] and [19,47], respectively. However, this paper
and relevant ones were devoted only to nitride nanosystems
with a wurtzite-type crystal lattice, and such investigations
were not carried out for the case of a zinc-blende-type crystal
lattice. Therefore, we will focus only on the main points of
calculating the components of acoustic phonons for different
types of crystal lattices and the deformation and piezoelectric
potentials created by them.

Let us use the equation of motion for an elastic semicon-
ductor continuum, which is presented as follows:

u;(r,t)  doy(r,1) + )
= ir=ry4e.zi,
312 3xy RS

k=(1; 2; 3), (24)

p(2)

where the stress tensor is o (r) = Cigm(2)[0u;(r)/0x; +
ouy (r)/0x;]1/2. It provides the equation
b
n Mk(l‘)“ _o

32Mi(l',f)_i Citim(2) | 0u;(r)
0xx 0x;
(25)

PR35 | 2

A. Theory of the acoustic phonons modes and the piezoelectric
potential created by them in the case of the zinc-blende
crystal lattice type

As far as we know, for nitride nanostructures with a zinc
blende crystal lattice, the theory of both acoustic phonons and
the piezoelectric potential is not available. Since the stiffness
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tensor and the piezoelectric tensor are

the formation of deformation and piezoelectric potentials and
their effect on the exciton spectrum.

(p) (») ()
G Gy G 0 0 0 The solutions of Eq. (25), taking into account Eq. (26), will
Cf’z’) Cl(f) Cg) 0 0 0 be presented as follows:
B _ Cf‘;) CI(IZ?) C1(]1)) 0 0 0 . )
o lo o o ¢ o o] w(r, 1) = uy(g, )M, 0 =11, 2, 3, g= /¢ + ¢,
o 0 0 0 Cc” o 27)
o 0o o o0 o0 cp
which after simple transformations results in the following
00 0 &% 0 0 matrix equation:
=10 0 0 0 &7 o] (26)
(p)
000 0 0 e pPeul(q.2) ~ DP(q. ul(q.2) =0, (28)
which is fundamentally different from similar tensors for a
wurtzite-type crystal lattice, one should expect differences in with a differential operator of the following appearance:
ype cry Y P g app
J
(p) d* (») : (») (»)
—Cy} =T G 0 lq(clg +Cil );_z
D(q,2) = 0 —CP L+ g 0 (29)
acp et o g ey

Now, from Eq. (28), taking into account Eq. (29), we ob-
tain equations describing the flexural and dilatational phonon
modes:

dzu(lp% () dugp; (2)
(z) +1 % O 4 (Xl(l(y%) %( )=0
dz dz g
(p) _ (p) PN ~P) .
€13 = (CIZ +Cyy )C44(11)’

1% = J(@Ch — pra?)Ci, . (30)

J

(

as well as the shear phonon modes:

Lu’@ [, pP? e
— =g - — (z) =0. (€10
dz? cif

System Eq. (30) is structurally similar to the system that
arises in the theory of acoustic phonons in nitride nanosys-
tems with a wurtzite-type lattice [18,19,21,22]. Using the
method developed by us in Ref. [22] (based on application
Cayley—Hamilton theorem), we obtain the final analytical
solution:

P (2) = zqcl’”Z(A(”) Wz _ AP ) / |
WP (z) = ZI x<"> (x") }(Aé’s’), AP e—xiwz) / |uP(q)], (32)
2 (P2
Hu(p)(q)” \/|qc(p))»(p)| + ’()Lip)f i (Xl(p))z ,u(p)(z) :Agp)e—xz +B;P)exz, x= |q®— pg(;l)) ’
44

where AP are the roots of the biquadratic equation
[(X(P))2 + (X (p) )2 + qZC(P)C(P)])\'Z + (le)X3(p))2 — 0;
moreover, here A(” ) A(” ) A(”) )f"’ )
The coefﬁ01ents in the ﬁrst two solut10ns Eq. (32) are found
from the boundary conditions,

() _ ,(tD .
u1(3)(q, Z)”:z 0= "M (q, Z)|Z:zp+0’
—_ D
0'13(33)(‘]’ Z)| = 013(33)(Qv 2) pE— (33)

where the Cauchy stress tensor components are as follows:

»)
P)(2) + du;” (z) eilam—or)
dz

iquy

p) (p)
, —C
05(q,2) = 3 (

()

du )z .
(q’ Z) = <_lqcflz7)u(ll’)(z) +C D) 3 ( ))el(qr—wz)’

033
(34)
combined with the normalization condition:
2Srj‘” /_ :o Pt (q, 0g (G, 0y, 2)
+u3(q, wq, DU3(q, 0y, 2)] = 84qs S1L = AL AL, (35)

In addition, conditions Eq. (33) give a dispersion equation
that determines the phonon spectrum 2" = hw,,. Simi-
larly, using the boundary conditions for the components

u(q, 2); 023(q, z), we find the spectrum of shear phonons.
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Now our goal is to get an equation for determining the
piezoelectric potential. To do this, we use the fact that the
displacement vector is defined as

D(r,1) = —e0e(2)V Ly (v, 1) + PP (r, 1) + Py, (36)

It should be taken into account that the spontaneous polar-
ization is directed along the z axis (Py, = Pypk), and the
piezoelectric polarization is defined as follows [we immedi-
ately pass to the Voigt notation, since Eq. (26)]:

7B
Py, = ekméim = e,j B(2)(e11 622 833 2623 2813 2812)"

= 2e14(z)(e3 e13612)" , &1j = £5;(r, 1). 37

We now use the explicit form for phonon modes Eq. (32) to
calculate the magnitudes of the strain tensor components &;;.
Moreover, we will take into account the fact that the nanosys-
tem is not affected by from external distributed charges, which
according to the Maxwell’s equation gives

Pext = (V- D) = 0. (33)
Having substituted expressions Eqgs. (37) and (38) into

Eq. (36), we obtain the equation which describes piezoelectric
|

(g, nyg» 1) = Z Z ZSL,O(P)

p=0 niq

ﬁ)ép)(Qs Wnyq,s 7) =

Then, using Egs. (32), (42) and separating the equation for the
component (ppB(z) ng(q, wy, z) in Eq. (41), we find [see
also Eq. (A1)]

¢y (@) — P () — s 8
dz2 8(17) Slp(P)a)nlq
dw'”(2) dw'P(z)
! (p) _ i 1 2 =0.
X |:CIxCI)w3 (2) l(qy i +q. e
43)

J

‘ng(q, Wy, I, [) = AEgB(I', [) = aZB

ag®
@l ZSwm

+a%qu(A(p) —Xz +B(p)exz)]}el(qr ot) _

7B

VP (p)(q, Wpg»2)y 20=0; Zn41 =

potential:
—SOV[E(Z)V¢ (r, D))+ V[2es@)(enezen) | =
(39)

It should be noted that in Eq. (39) there is no contribution from
spontaneous polarization. Next we write this equation for a
single layer of the nanosystem, and perform the Fourier trans-
form for the components of phonon modes, as well as for the
generated deformation and piezoelectric potentials according
to the relations

U (G, g 1) =Y up(q. 0y, 2)e O me1);
niq

$E (g g 1. 1) = Y $E (G, g, D)) (40)
nq

then we will obtain

— £ PV LR (x, 1)

uy(r,t) 9>
4 (P) 2
+ ( 0ydz *

uy(r,t)
0x0z

0%us(r, t) _
axdy N

Next, it is convenient to pass from the obtained Fourier com-
ponents to generalized coordinates and momenta, and then to
the occupation number operators, since, for the example in
Ref. [44,47], we obtain the operator for phonon modes in the
representation of occupation numbers:

(41)

[b+( Q) + b, (@QIDL (G, Ong» 2)EF0(z — 2,) — 0(z — 2p41)],

+00. (42)

(

To determine the coefﬁcients AW B®P) the boundary con-
ditions for the potential <p B(z) and electric displacement

D3 (z) = 808(Z)d<ppB(z)/dz are used:

ZB(P)(Z)} — ¢ZB(P+1)(Z)|

z—>2z,—0

72,40’

eV (2) [ dz e(2)dep, " (2) [ dz

72,40 z—2,+0"

(44)

By calculating the deformation potential for the entire valence
band, we obtain

[e11(r, 1) + exn(r, 1) + &33(r, 1)]

Z ga.c? £ 3P[09) + (P ]AL 5 + AP

Z¢pz (q, Oy gr Z)ez((lr wt) (45)

niq

where az® = ac is the deformation potential constant for the valence band.
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Consequently, the Hamiltonians describing the interaction with phonons in terms of the piezoelectric and deformation
potentials in the case of a zinc-blende-type lattice are as follows:

(p) z
2h
Ptz 4 g p—az _ _C14 4 —g5 g (p)
PZ_ZZZ[A et +B T 20ePq\ SLp Py, {e /o e "o (q, §)ds

gnp p=1 s=1

—e % / D (q, £)dE ” (6} (=) + b, (@1 [0(z — 2) — 0(z — 2p)];
0

Hdef—ac ZZZ [qq C

gn p=1 s=1 2” (p)(CI)” SJ_“)mq

AP0+ (PN g

+q,(AP e % + B ) | (b} (—q) + b (@16 [0z — 2) — (2 — 2p41)]- (46)

B. Theory of modes of acoustic phonons and the piezoelectric
potential created by them in the case of the
wurtzite-type crystal lattice

For nanosystems with a wurtzite crystal lattice, we de-
veloped a theory of acoustic phonons [22]. But taking into
account the form of the elastic constant tensor, the equa-
tions for phonon modes can be easily obtained without
using the results of Ref. [22] from Eq. (30) by replacing:
Cf’z’) — Cl(g); Cﬁ) — Cég); Cl(’l’) — C;g). In addition, in the
last equation of Eq. (30) there must be (¢*> — pPw? /Cﬁ)) —

(@CL/CP — pPw? JCP). Then, for the nanosystem under
study, solutions of Eq. (30) &, &, a"’ can be represented
similar to (32) [see Eq. (A2)]

Now the piezoelectric polarization, taking into account the
Voigt notation, will be defined as follows:

WZ
Py" = ekméim = 6’,] Z(2)(e11 22 €33 2623 2813 2612)”

2e15(z) €13
= 2e15(2)€23
e31(2)(e11 + e) + e33(2)e33

, € = &ij(r, ).

(47)
J

3 (2)

e AN

Now using equation this solutions Eq. (A2) in relation
D(r,t) = —sos(z)V¢WZ(r t) + PWZ(r 1) + Py, taking into
account expressions Eq 47), we obtaln

— 80V [e(2)V e (1. 1)] + V[2e15(2) £13 2e15(2)e23 €31(2)
x (e11 + &2) + e33(2)exs]” =0, (43)
taking into account the fact that ¢,*(r, 1) = ¢}, *(z)e" @ =")

giving the following equation for a separate layer of the
nanosystem:

3%u 9%u
_ 808(”)V2¢gzz(r, 1)+ (6(11;) + e(p))( 1 + 2)

0xdz  dyoz
0°u 0“u
) 3 3
+61[; <3_+W)+e

2
( 7u3

Woz =0 (49)

Having substituted Eqs. (42) and (A2), we obtain an equa-
tion for the component wggz(z) =@’ (q, wy, 2) [see also
Eq. (A3)]:

1 h dw'”(z)
— ( (l);) + (p)) s 1 +q
g0\ 281 pPwy 4 dz

dw([’)(z) ) )d2 (P)(Z)
Y jlz +eP@w (z) — - =0. (50)

For the deformation potential, we obtain in our case the following expression:

wZ
¢def (q5 wq’ ra t) =

AEX(r,t) = (aic — D1)exs(r, 1) + (aac — Da)(en(x, 1) + exn(r, 1))

e 2
= [(azc — D2)qqqc; P — (aiec - Dl))bip){()‘gp))z + (Xl(p))2}]
ZSLwnlq —1

<AL, A [ 1o

+ qy(A“;p)ef)"(z +B(2P)e)"(z)}ei(qr7wi) _

> b8 (G wngr DT, 1)

niq

where ajc, axc, Dy, D, - are the deformation potential constants for the valence band.

075403-7



IGOR BOYKO PHYSICAL REVIEW B 108, 075403 (2023)

Thus, the Hamiltonians describing the interaction with phonons in terms of the deformation and piezoelectric potentials in
the case of a wurtzite-type lattice are as follows:

1 h : %
Z} : 2 : APtz 1 B p—az _ i) o) {e"zf e % cDi’”(q, &)d&
qni p=1 s=1 co¢ SLp Ome ‘

—e / e* D (g, s)ds}[éz (=) + by (@1 [0z — ) — 0z — 2ps1)];
0

HN: = Z Z Z {[(a2c — D2)ggsc” — (arc — Dl))‘gp){()‘ip))z + (Xl(p))z}]

qn; p=1 s=1 2” (P)(q)” Siwnlq

~ () ~ ~ 5 ~(p) ¥ ~ ~ i
x (AP M5 = AP M) 4, (AP e 7 4+ BV ) Vb (—q) + b (@16 [0z — 7)) — 0z — 20)], (52)

where the coefficients A, B are found from the conditions similar to the conditions Eq. (44).

IV. HAMILTONIAN OF THE EXCITON-PHONON SYSTEM. RENORMALIZATION OF THE EXCITON SPECTRUM BY
INTERACTION WITH ACOUSTIC PHONONS. CORRELATED EFFECTIVE MASS OF THE EXCITON TACKING INTO
ACCOUNT THE EXCITON-PHONON INTERACTION

We start using bosonic operators 5,1*1 and l;,,, representing the phonon Hamiltonian as follows:

ph - Zha)mq< nlq(q)bnlq(q) + ) [anrlq’ l;n’]q’] = 6n1n’5qq’ (53)
niq

Next, the renormalized positions of the ground and excited electronic states, the exciton lifetimes in these states, and the effect
of phonons on the effective exciton mass are studied. It is assumed that the system has a weak exciton-phonon coupling. It
should be mentioned that the exciton band is separated from other bands in such a way that their influence is that which can be
neglected.

To obtain the Hamiltonian describing the interaction of excitons with acoustic phonons, in this case it will be assumed that an
electron and a hole interact independently with acoustic phonons through the mechanisms of both deformation and piezoelectric
potentials established above. It results in the following Hamiltonians describing this interaction:

Ay def d £ def
AL = [ dnan o) (B + B ¥, r)

= > R (@), gt [0, (—q) + by ()], (54)

kk Kkiqn;

where the corresponding binding functions are calculated using expressions Egs. (45), (46), (51), and (52) due to the relations

N
2 *
F®) (g) = [ / |27 (p)|"dp? / W (Euk, . 20) (V) (B, 20)) dze
p=1 Zp—1

2p *
x / W (Exy» 20) ety (@ Ongr )% (W) (Ery» 20)) dzh}[e@—zp)—e(z—zﬁn], a1 = +oo.

Zp-1

(55)
So, the complete Hamiltonian of the Wannier-Mott exciton system with acoustic phonons is as follows:
A N . . . A A 1
H = Hox + B + B + A5 = D B (ks ki)l i, + ) ﬁwn,q<bn+,q(—q)bn.q(q) + 5)
Kk Kk mq
+ Z [dekeefk/,qnl (@) + Flfli,khqnl (q)]&i;quekhakkekh [bj{, (—q) + bnl (@] (56)

Kk kyqny

Let us now introduce the retarded temperature Green’s function of the exciton state, built on the stationary states of the electron
|n) and hole |m), respectively, and n and m are the numbers of the levels of the spectrum of these quasiparticles. It is defined as
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follows:
Gun(k, @) = {fie — Buepe (ke i) = M(k, )}~ 0 = @+ in, 0 — 0. (57)
The mass operator in Eq. (57), which takes into account the contribution from the one-phonon process is obtained as follows:
1 + vnl (CI)
i) — Exk o, (Ke, k) — 12K — @)% / 20z, 2) —

Mk, o)=Y F0 ()[R ()] {

o Q, (q)

vy, (q)
T = Exk ., (Ke, ki) — B2k + @)? / 214z, 2) + 20, (@)

(58)

The value v, (q) = {exp(2,,(q)/ksT) — 1}~! is the average value of the occupation numbers of the acoustic phonons in the
state with number ;.

Using the mass operator Eq. (58), the temperature dependence of the exciton states is calculated, which is determined by the
basic shape function for the light absorption band, following the general theory of excitons [48], which is determined as follows:

pk §T) ImM (k, §)

k&1 === € — Brack, (koo ki) — Re(k, )12 + [ImM (k, &)

£ = ho. (59)

Let us take into account the fact that the discrete part of the spectrum is renormalized in the case of weak exciton-phonon
interaction. To specify the influence of this factor, we perform the Fourier transform of the Green’s function Eq, (57), passing
from summation over the wave vector ¢ to integration by the rule Z =S, /2n)? IS dq? and using the Dirac relation:

- S[F(q)ld*q, 60
//F(qH-ln //F(q) ’”// [F(@ld"q (60)

where P is a symbol for an integral calculated in the sense of Cauchy principal value. The shifts A,,, and decay rates y,,,

obtained from the dispersion equation fiw’ — En — MK, @) = 0 are as follows:

Apn =ReM(k, )|, _, = (2n)2 ZZP[/ [vn,(q) +5

Yam = —2ImM (K, )], _,

S (S Z € Z
E»3dl| [vn,(q>+ s } FS0 () [FEE82 ()] 8 By —

nm n

In addition, our goal is to study the effect of temperature on
the effective exciton mass in the nanostructure under study. As
it is known from experimental and partially theoretical papers
[27-29] that the presence of temperature does not result in
a strong extinction of the exciton band,; then, in this case,
the description of the exciton as a quasiparticle remains valid,
moreover, we can neglect the imaginary part of the mass oper-
ator Eq. (58). Let us now expand the equation obtained from
the pole of the Green’s function for the exciton Eq. (57) into a
series in terms of the quasi-momentum k, while retaining only
the quadratic term:

_ k2
hew' — Epp — ET ReM(k, o), _,
?M Kk, ) 5
———— 7 K =0; u=ulz, ). 62
o N t= 1(Zes 2) (62)

Therefore, the renormalized value of the effective exciton
mass is as follows:

n
1+ 0°M(k, ') / OK?

o= (63)

‘ k=0

z) f (pz)
1} e @ Feast @] p
q;
Enm - Eﬁﬁzq + in (q)

Ening + 0, (9)1d%q. (61)

(
and the renormalized exciton dispersion law looks like

212

r _ /
Enm - Enm + ReM(ka w )}k=0 + W

(64)

V. RESULTS AND DISCUSSION

The calculations were performed using the geometric pa-
rameters of a nitride nanosystem with geometric parameters
typical for recently created quantum cascade detectors [4]. In
accordance with the notation of the coordinate system pre-
sented in Fig. 1, the nanosystem consists of three Aly4Gag N
potential barriers of A; =2.0nm, A; =30.0nm, Aj; =
2.0 nm thickness and two GaN potential wells of d; = 1.5 nm
and d, = 1.25 nm width, respectively. The physical parame-
ters (which are taken from Refs. [34,38,49,50]) used in the
calculations are similar to those presented in Tables I and II
(the effective masses of an electron m and a hole mj are
given in units of the mass of a free electron m,). The choice
of just these geometric parameters of the studied nanostruc-
ture and the approach to performing calculations described
below is due to the fact that considerable attention is paid
to short-period quantum cascade detectors, the cascades of
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TABLE I. Physical parameters of the GaN and Alj 4Gag¢N wurzite semiconductors.

Material m: m,’; p(kg/m3) Cy (GPa) C]z(GPa) C13(GPa) Cs3 (GPa) C44(GP&) Ces (GPa)
GaN 0.186 0.270 6150 390 145 106 398 105 122.5
Alg4GaggN 0.266 0.342 4992 392.4 141.8 106.8 388 109.4 129.5
Material e33(C/m?)  e3(C/m*)  e;5(C/m?) aic(eV) axc(eV) D (eV) Dy(eV)

GaN 0.73 —-0.49 —0.40 —-4.9 —11.3 —-3.7 8.2

Alg4GaggN 1.06 —0.53 —0.43 —4.3 —11.5 —9.1 8.4

which are usually nanostructures with two or three potential
wells [4,51,52]. It makes it possible to study sequentially
a number of typical nanostructure configurations, the often
considered cases of nanosystems with a single potential well,
in particular.

The energy scheme of the nanosystem calculated for an
electron and a hole, together with all the discrete spectra
(E,, E,) of these quasiparticles formed by size quantization
are presented in Fig. 1. Here we present the results of calcu-
lations for semiconductors with both a wurtzite-type lattice
(solid lines) and a zinc-blende-type lattice (dashed lines). For
clarity of the presented results, the energy scale is detailed
and has a break from —600 meV to —3500 meV. As can be
seen from Fig. 1 in the nanosystem under study in both cases,
there are ten electronic and nine hole discrete stationary levels
available. In this case, the energies of electrons and holes for
semiconductors of the two types considered are close, but in
the case of a wurtzite-type lattice, they are somewhat higher
than in the case of a zinc-blende type. The localization of these
electron and hole states is shown by the squared moduli of
the wave functions given for each of the states. It should be
noted that the oscillating part of the electron wave functions
is located above the potential line, while in the case of holes
it is located below the potential line. As can be seen from
Fig. 1, the oscillating parts of the electronic functions end at
the point corresponding to the intersection with the potential
line, while for holes this point actually corresponds to their
beginning.

We will carry out subsequent calculations of the studied

This principle of calculation clearly demonstrates the spec-
trum of electron and hole states of the nanosystem under
study, calculated as a function of the value of d, which is
presented in Fig. 2. The scale break in this figure is in the
range —100 meV to —3600 meV. As can be seen from Fig. 2
in this approach, one can clearly observe the formation of the
bottleneck effect in the calculated dependencies for stationary
electronic states, and this effect is the most evident for the
lower levels of the spectrum. Thus, considering how the hole
states of the nanostructure are localized (in fact, in the area of
the internal potential barrier), it is obvious that the hole energy
levels do not actually depend on the value of d, which is
confirmed by the calculated dependencies in Fig. 2, which are
almost straight lines. It should also be noted that for wurtzite
and zinc-blende type semiconductors, the dependencies of
both quasiparticles on d are similar.

Before proceeding to the study of the acoustic phonons’ in-
fluence on exciton states of the nanosystem, let us find out the
etymology of the formation for the values of the deformation

E” (meV)

n

physical quantities as follows. We fix the value of the thick- CrF 3650 |

ness of potential barriers and perform calculations in such a a0k ]

way that the value of the left potential well changes from L

0 to di + d,, and the value of the right well changes from -3750 I~

d + d to 0. Then, in fact, the value of 0 < d < d; + dp will 3800 =

specify the position of the internal potential barrier regarding [ =
external ones. It should also be noted that the trivial case of 0.0 0.4 0.8 12 g©®1.6 2.0 2.4
a nanosystem with one quantum well can also be obtained in d (nm)

our calculations, moreover, this case is always presented on
the calculated dependencies at d — 0 and d — d| + d,. In
addition, we will further assume that the value d**P) indicated
on the dependencies given in the paper corresponds to the
above parameters of the nanosystem geometric configuration.

FIG. 2. The electron E© and hole E( spectra calculated as
functions of the internal barrier position (0 < d < d, + d,) in the to-
tal potential well (solid lines correspond to wurtzite semiconductors,
dashed lines correspond to zinc blende semiconductors). The energy
scale has a break in the range from —100 meV to —3600 meV.

TABLE II. Physical parameters of the GaN and Aly 4Gay¢N zinc-blende semiconductors.

Material my my o(kg/m?) Ci1(GPa) C12(GPa) Cy4(GPa) e14(C/m?) ac(eV)
GaN 0.190 0.290 6150 293 159 159 0.50 —6.71
Aly4Gag N 0.246 0.362 4992 297.4 159.4 172.6 0.54 —-5.8
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FIG. 3. Displacements u;(z) (black lines) and u3(z) (red lines)
localized in the nanosystem at ¢, = ¢, = ¢ = 10 nm™" (solid lines
correspond to wurtzite semiconductors, dashed lines correspond to
zinc-blende semiconductors).

and piezoelectric potentials in the studied nanosystem. For
this purpose, we calculated the values of the displacements
u; and u3 included in the mentioned potentials according
to expressions Egs. (44), (45), (51), and (52). An example
of the result of such calculations for u; and u3, when they
are localized within the entire area of the nanosystem, is
presented in Fig. 3, respectively, for wurtzite semiconductors
(solid lines) and zinc-blende semiconductors (dashed lines).
The energies’ acoustic phonon spectrum obtained from the
dispersion equation determined by the boundary conditions
Eq. (33) must satisfy the limits of application of the elastic
continuum model, which imposes a condition on their value:
Q< 35meV [18-20,22]. Taking this fact into account and
without loss of generality, to establish differences between the
dependencies obtained for different types of crystal structure,
the value of the wave number were taken fixed: ¢, = g, =
g=10 nm~!. In this case, the calculated acoustic phonon
energies belong to the interval from 10 meV to 29 meV. As
can be seen from Fig. 3, the dependencies u; and u3 testify
a similar behavior, forming the same number of nodes in the
nanostructure region, but they differ in amplitude and phase
both among themselves and in both cases of the crystal struc-
ture of semiconductors.

Further, the results presented in Fig. 4 demonstrate the
behavior of the deformation and piezoelectric potentials in the
area of the nanosystem. These quantities were calculated for
the same value of the wave number g, = g, = ¢g. As can be
seen from Fig. 4, all potential values acquire only negative
values inside the nanosystem, having a clear tendency to de-
crease from left to right in the scale of z values. In this case,
the largest modulo value of the studied potentials is formed in
the region of the right quantum well at the boundary with the
initial potential barrier. As can be seen from Fig. 4, in the case
when the nanosystem is formed by wurtzite-type semiconduc-
tors, the absolute values of the deformation potential dominate
the absolute values of the piezoelectric potential by 2-5 times.

10

Py 0y, (MeV)

1 L 1 L 1 L | s 1 s | L |

0 5 10 15 20 25 30
z (nm)

FIG. 4. Deformation potential (black lines) and piezoelectric po-
tential (red lines) calculated at ¢, = g, = ¢ = 10 nm™! (solid lines
correspond to wurtzite semiconductors, dashed lines correspond to
zinc blende semiconductors).

However, in the case of a zinc-blende nanosystem, this fact
is not satisfied: the value of the deformation potential is the
dominant value, exceeding the equal absolute value of the
piezoelectric potential by 18—20 times. We obtain that the es-
tablished fact remains valid for all nanosystem configurations
determined in our calculations by the value 0 < d < d; + d»
introduced above. Thus, we can conclude that in the case
of a wurtzite nanosystem, the effect of acoustic phonons on
exciton states is due to both deformation and piezoelectric
potentials, while in the case of a zinc-blende nanosystem,
the exciton—phonon interaction is determined mainly by the
deformation potential.

Taking into account the localization of electron and hole
states in the nanosystem, in further calculations we calculate
the displacements A,,, and decay rates y,,, for the first three
exciton states (n = m = 0..2). At the same time, the tem-
perature range from 50 K to 300 K will be relevant for us,
which will make it possible to cover a variety of temperature
conditions for existing semiconductor devices. To compare,
we will first consider the dependencies for displacements
Aum = Ay (d) for different types of crystal lattices, and then,
in the same vein, we will analyze the dependencies for y,,,, =
ynm(d )

Figures 5(a)-5(f) present the results of calculating the
shifts of the exciton spectrum, which were performed for four
temperature values: 50 K, 100 K, 200 K, 300 K. Figures 5(a)—
5(c) correspond to the case of wurtzite semiconductors (WZ),
and Figs. 5(d)-5(f) correspond to zinc-blende semiconductors
(ZB), respectively. As can be seen from the given dependen-
cies A, = Ap(d) in the low-temperature regime (50 K), all
shifts have a negative sign, i.e., the interaction with acoustic
phonons results in a shift of exciton energy levels to lower en-
ergies range. At the same time, we do not set ourselves the task
of considering the simplest case when T = 0 K; moreover,
this case cannot be obtained by passing to the limit 7 — 0 K
within the proposed theory. It should be noted that increasing
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FIG. 5. Shifts of the exciton spectrum calculated as functions of d for various temperatures. (a)—(c) correspond to a wurtzite semiconductors

and (d)—(f) correspond to a zinc-blende semiconductors.

temperature does not result in an increase in the absolute
values of the shifts and the formation in the dependencies’
A, (d) intervals of d values, in which the values of the shifts
depend on d sufficiently and such intervals, where such de-
pendence is not great. For example, for A&')Z (d) and AOZ(? (d),
this interval of strong dependence on d is actually the same:
0nm < d < 1.3nm, however, in the case of AY“(d) the max-
imum absolute value of the shift at 7 = 300K is two times
greater than in the case of Aozg‘ (d). In the interval 1.5nm <
d < 2.75 nm, both values of shifts depend on d insufficiently.
It can be seen from Figs. 5(b) and 5(e) that the dependencies of
the shifts AY‘{Z (d) and Aﬂg (d) are quite similar to each other
in the interval 0 nm < d < 0.35 nm. For the remaining values
of d, it is clear that AY*(d) > A%P(d). Taking into account
now the dependencies in Figs. 5(c) and 5(f), it is estab-
lished that the shifts A%Z (d) and A% (d) in a narrow interval
1.45nm < d < 1.55nm form its maximum absolute values.
In addition, despite the formal similarity of the dependencies,
AYZ are clearly different from each other: A%B|r_so0k >

ZB ZB ZB :
AT lT=200k > AT IT=100k > ATl |T=50k, and in the case of

A%B the values are quite close to each other for all temperature
values.

Further in Figs. 6(a)-6(f), the results of calculations and
the decay rates for exciton states are presented, the shift of
which was calculated above. The temperature values at which
the calculations were performed are the same as in the case
of the dependencies presented in Fig. 5. As can be seen from
the comparisons of Fig. 6(a)-6(c) and Figs. 6(d)-6(f), they
are quite similar to the case of both types of crystal lattice,
but a number of differences should be noted. The maximum

values of decay rates are somewhat higher for the case of
wurtzite semiconductors; moreover, the temperature increase
does not affect the dependencies for zinc-blende semiconduc-
tors to a less extent, which at all temperatures will remain
symmetrical relative to the value d = (d; + d,)/2. Special
attention is paid to providing the condition: yW-“B)|r_sox <
VVEZB) |1 10k < YnEEB 1 a0k < YA EB)|r 300k for all
possible nanosystem configurations d. Having summarized
the dependency analysis in Figs. 5 and 6, it should be con-
cluded that the lower absolute values of shifts and decay
rates in the case of zinc-blende semiconductors are due to
the dominance of only the mechanism of interaction with
acoustic phonons through the deformation potential, while
in the case of wurtzite semiconductors, both mechanisms of
such interaction are beneficial, which, in fact was predicted
by analyzing the dependencies in Fig. 4.

Further, the dependencies presented in Fig. 7 result in
calculations for the energies of electron-hole transitions and
exciton basic band-shape function, which were calculated for
the above temperatures in the vicinity of these energy values.
As can be seen from Fig. 7(a), the energies of electron-hole
transitions in the case of zinc-blende-type semiconductors
somewhat predominate on results obtained in the case of
wurtzite-type semiconductors, and the dependencies on d
themselves are quite similar. The values of these energies,
obtained at d = d**P, to be clear, correspond to the val-
ues of the maxima of the exciton basic band-shape function
Ly, Ly, Lssz. It can be seen from Figs. 7(b) and 7(c) that
the dependencies L;;, L, L33 on energy & are of quasi-
Lorenz curves. With the temperature increase, the effect of the
widths increase for the obtained curves and a decrease of their
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FIG. 6. Decay rates of the exciton states calculated as functions of d for various temperatures. (a)—(c) correspond to a wurtzite semicon-

ductors and (e)—(f) correspond to a zinc-blende semiconductors.

maxima values is observed, which is additionally explained by
the dependencies shown in Fig. 6. It should be noted that for
all calculated temperature values, the maximum value of the
function L,,,(§) is always observed in the case of a nanostruc-
ture based on zinc-blende semiconductors. This is explained
by the effect established above, when for zinc-blende-type
semiconductors, the contribution of acoustic phonons to the
exciton-phonon interaction is mainly due to the deformation
potential and is smaller than in the case of wurtzite semicon-
ductors. In addition, as seen from Figs. 6(c) and 6(d), at T =
50 K the following condition is satisfied: L,,,,(§)|r=sox >
an(é)lT:lOOKv an(é)h‘:ZOOK’ an(%-)|7’:3OOK- ThUS, we can
say that there is an approximation to the theory at 7 = 0 K

J

when y,, = 0, according to the general theory of excitons
[45], however, it is clear that we do not mean the direct
convergence of these results and the theory at T = 0 K should
be considered separately.

At the final stage, we will study the effect of acoustic
phonons on the renormalization of the exciton effective mass
in the nanosystem under study. Since the effective mass of an
exciton is different in different semiconductor layers, then in
relation Eq. (65) we will consider the value of the reduced
mass of the exciton u the value of its mass averaged over the
contribution of the layers of the nanosystem (this approach
was used in Ref. [53] for the electronic problem). In our case,
the expression for the average exciton mass is as follows:

+oo L@ (g, (h) W) +00 |\ (@£, )|? -
<u>=<unm>=[/ i+ el el [ el dzh}

m© (ze)

3

In addition, expression Eq. (64) clearly shows that the average
exciton mass depends on the numbers n and m of the corre-
sponding bound electron and hole states.

In Fig. 8, the temperature dependencies of the average
effective exciton masses are presented, demonstrating their
renormalization due to the influence of acoustic phonons for
a nanosystem with wurtzite and zinc-blende semiconductor
layers, respectively. As can be seen from Fig. 8, the exciton
effective masses (u11), {(22), {i433) are close to each other
at T =50 K. In this case, for all temperature values, the
following condition is satisfied: (u1;) > (u22) > (u33) and
always (uVZ) > (u”B) and the observed effect is an increase

o mP(zp) ©3)

(

of the exciton effective mass due to the exciton-phonon in-
teraction. It should be noted that at temperatures 7 < 200 K
the dependencies of (i) on T are of a quadratic type,
which is weakly expressed for (u»;) and even weaker for
(33). At temperatures 7 > 200 K, a quasilinear dependence
of the renormalized effective exciton masses on temperature
is already observed, which is a consequence of the actual
implementation of the approximation: v, (q) ~ kgT /$2,,(q).
In general, it should be noted that in the case of wurtzite
semiconductors, the renormalized effective mass of an exciton
increases more than in the case of semiconductors of the
zinc-blende type [54] and amounts to the maximum possible
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zinc-blende semiconductors.
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FIG. 8. Temperature dependencies of the effective exciton mass
(um) in the case when layers of nanosystem are of wurtzite semi-
conductors (solid lines) and zinc blende (dashed lines).

about 8% and 5%, respectively; for (u11), for (u2n) and (u33),
these values are even less. Thus, it can be summarized that as
the number of levels of electron and hole states increases, the
effective mass of the exciton formed by these states is less and
less renormalized due to interaction with acoustic phonons.

VI. SUMMARY

Summing up, it should be noted that the following main
statements of the developed theory and results obtained on
its basis were presented. A consistent analytical theory of
the interaction of excitons with acoustic phonons in planar
semiconductor nitride nanosystems have been developed. This
theory takes into account both possible cases of orientation
of the crystal lattice of nitride semiconductor nanosystems,
the wurtzite type and zinc-blende type, respectively, and can
be applied for arbitrary nonzero temperatures. First, using the
model of effective masses for an electron and a hole, the exci-
ton states were investigated and the exciton Hamiltonian was
obtained in the representation of the second quantization. The
theory is qualitatively specified by the use of exact analytical
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expressions for the phonon modes obtained in the elastic con-
tinuum model, which determines its flexibility and variability
and also makes it possible to be presented in the secondary
quantization image of Hamiltonians, which are responsible
for the interaction mechanisms through the deformation and
piezoelectric potentials. Having performed the calculation
of mass operators and applying the method of temperature
Green’s functions together with the Dyson equation, the prob-
lem of renormalizing the exciton spectrum was solved to
obtain the characteristics of this spectrum: temperature shifts
and decay rates. In addition, expressions were obtained for
the exciton basic band-shape function and the renormalized
exciton effective mass averaged over the nanosystem layers.
Having performed calculations using the proposed theory, the
following results were obtained.

We have found that for the energy levels of electrons and
holes and the energies of electron-hole transitions in the case
of a wurtzite nanosystem, their values somewhat prevail in the
case of a zinc-blende nanosystem.

We have found that the deformation and piezoelectric po-
tentials are of negative sign, but in the case of a wurtzite
nanosystem these potentials are of the same order of mag-
nitude, while for a zinc-blende nanosystem the deformation
potential significantly exceeds the piezoelectric potential, be-
ing in this case the predominant factor contributing to the
exciton-phonon interaction.

We have shown that the temperature shifts of the exciton
spectrum calculated depending on the geometric configuration

J

of nanosystems have a negative sign, and the absolute values
of the shifts have a clear tendency to increase with tempera-
ture increase. Similarly, we have established the temperature
increase in the decay rates of the exciton states. We also
found that the values of temperature shifts and decay rates
for the same exciton states in the case of a wurtzite nanosys-
tem are dominated by the same values for the zinc-blende
nanosystem.

By analyzing the function of the absorption band calcu-
lated for temperatures from 50 K to 300 K, it was found
that the effect of acoustic phonons suppresses electron-hole
transitions, and this effect is much more sufficient for wurtzite
nanosystems. In addition, for the half-width y,,, in the case of
zinc-blende nanosystems, we observe the effect that y,, — 0
and 33 — 0if T — 0 K.

We have found that the value of the renormalized exciton
effective mass increases due to the interaction with acoustic
phonons for all calculated temperatures, and the value of such
an increase is up to 8% in the case of a wurtzite nanosystem
and up to 5% in the case of a zinc-blende nanosystem. In this
case, the temperature dependencies of the effective exciton
mass are at first quasiquadratic, and at temperatures above
200 K they are quasilinear.

We hope that the proposed theory and results of calculation
on its basis will be helpful for researchers working both in
the field of theoretical and experimental investigation of the
interaction of quasiparticles in nanosystems and in the field of
optoelectronic devices such as QCLs and QCDs.

APPENDIX: ACOUSTIC PHONON MODES, CALCULATIONS OF PIEZOELECTRIC POTENTIAL

The solutions of Eq. (43) are as follows:

7B » ) e&? 2h
7) = AP % 4 Ptz _ o
¢PZ ( ) 808(1’)q SLp(l’)a)n]q {
) dw(”)(z) dw(p)(z)
d)ip)(q, &)= quI)'wgp)(Z) — 14y ! X 2
dz dz
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| @]

Acoustic phonon modes in the case of wurtzite semiconductors,
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which are solutions of Eq. (30), are as follows:
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Solutions of Eq. (50) look like the following:
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