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ARTICLE INFO ABSTRACT
Keywords: The analytical theory of acoustic phonons arising in the layers of a nitride-based nanostructure,
acoustic phonon taking into account the presence of the piezoelectric effect, was developed. Proposed theory is
electron-phonon interaction based on the first obtained exact solutions of the system consisting of equation of motion for
piezoelectric effect a semiconductor medium and Maxwell equation. The theory of the electronic spectrum renor-
deformation potential malized by their interaction with acoustic phonons via deformation and piezoelectric potentials
piezoelectric potential was developed using the method of the temperature Green’s function and the Dyson equation.
Green’s function Direct calculations of the electron level shifts and their decay rates are performed for geometric
and physical parameters of the new experimentally created nanostructure for various temperature
values.

1. Introduction

Semiconductor nitride compounds AIN, GaN, AlGaN and others are now widely used in nanotechnology, because
on their basis many nanostructures of different symmetry have been created, such as quantum dots and their arrays,
quantum wires, single and multiple quantum well structures [ [—4]. A separate important area is the creation and studies
of the multilayer plane nanosystems - the so-called resonant tunneling structures (RTS), which are practically used as
precision elements of quantum cascade lasers (QCL) [5] and detectors (QCD) [6] etc.

For RTS created on the basis of Group III Nitrides an important role is played by the effects of the potential profile
deformation of such nanostructures by an internal electric field, which is a consequence of the arising spontaneous and
piezoelectric polarizations [7-10]. Regarding the influence of the potential associated with the piezoelectric effect,
such related problem was solved only numerically [11], using the finite difference method in order to study the thermal
conductivity of a single-layer GaN nanofilm. The spectrum of acoustic phonons with allowance for the piezoelectric
effect was not investigated itself; only the group velocities of acoustic phonons were calculated. It should be noted
that the approach proposed in this paper is not applicable for nanosystems with a large number of layers due to the
used boundary conditions. Firstly, these are zero conditions for the stress tensor components at the boundary with the
external environment, and secondly, the boundary conditions for the components of the elastic displacement vector are
not provided or are not used at all.

Besides, it is necessary to highlight a group of papers considering the studies of the piezoelectric effect and acoustic
waves propagation in piezoelectric semiconductor crystals and nanostructures [12—17], furthermore, part of them were
performed for the nitride-based semiconductors [12—14, 16].

The interaction of electrons with acoustic phonons in nitride-based RTS has been investigated recently [18]. How-
ever, the interaction of electrons with acoustic phonons via the piezoelectric potential for nitride semiconductor nanos-
tructures generally remains unexplored, moreover, for the case of interaction via the deformation potential the influence
of the piezoelectric effect has not been investigated either. Similar problem for a GaAs quantum well was considered in
the paper [19]. In this paper the piezoelectric potential was calculated in the first order of the perturbation theory, ne-
glecting the effects of the piezoelectric field on the components of the elastic displacement field for acoustic phonons.
Direct numerical calculations in this paper were not performed. So, it should be concluded that theoretical studies of
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Electron-acoustic phonon interaction via the deformation and piezoelectric potentials

the piezoelectric effect influence on electronic processes associated with acoustic phonons are not available now and
are of another new problem from the point of view of theory and mathematical formulation relatively similar papers
[18-23].

In the proposed paper exact analytical solutions of the differential equations of motion, which describe the elastic
displacement of a multilayer nanostructure medium, taking into account the piezoelectric effect, are obtained. The
partial components of the Hamiltonian for the electron-acoustic phonons system, which describe their interaction
via the piezoelectric potential and deformation potentials, are determined. The spectrum of electrons renormalized
by their interaction with acoustic phonons via the piezoelectric and deformation potential was obtained using the
method of temperature Green functions. Using the parameters of the cascade of an experimentally created quantum
cascade detector as an example, the spectrum of acoustic phonons and electrons are calculated. The calculations of
the renormalized electron spectrum and the decay rates of electronic states were performed at the cryogenic and at the
room temperature.

2. Theory of acoustic phonon modes taking into account the piezoelectric effect

We will study acoustic phonons in a multilayer nanostructure, the geometric shape of which in the Cartesian co-
ordinate system Oxy looks like in Fig. 1a. The nanostructure layers corresponding to the quantum wells are the GaN
semiconductor, and the layers are potential barriers of the AIN semiconductor. In general, the acoustic phonon modes
are determined by finding solutions of the equation of motion for the nanosystem elastic medium, which looks like:

0%u;(F,1) 9oy (F, 1)

P —3 ox, S TITH M=y X=z i, k=(1; 2; 3) )

where u; (7, t) = u;(x, y, z, t) - is the vector of the elastic displacement field corresponding to the point r = (x;, x,, x3) =
(x, y, z), at the moment ¢.

Due to the layered AIN/GaN nature, the density of the nanosystem semiconductor material is dependent on the
coordinate z, i.e:

N+1
— — (») _ _ _ » _ ) Po=PAaN> P—cVen - _
p=p(z)= Z P [0(z zp,_1) —0(z zp)], p = { p1 = poan, P—odd Z_] =—00; Zyy4 =+ (2)

=0
- where p® - is the nanosystem p-th layer material density (pa;y and pg,y correspondingly are the AIN and GaN
semiconductors density), 6(z) - is the Heaviside unit step function.
Taking into account the influence of the piezoelectric effect we represent the stress tensor as follows:

i (F) = Cipp(2Duy,,(F) — e (2)E)(7), 1, m=(1; 2; 3) 3)

where the second term in the relation (3) is responsible for the piezoelectric effect with an electric field strength E; (7).
It is obvious, that the elastic C;;;,,(z) and piezoelectric constants e;;;(z), the dielectric tensor components €, (®, z)
also depend on the coordinate z as it follows:

N+1 T
(Coamt®) @ ent2)" = 3 (Cf), ey @) [0z =2, = 0= 2] @
p=1

where Ci(lfl)m and egz, sgi) (w) - are their corresponding values in the p-th nanosystem layer.

The strain tensor components are defined as follows:

1 < ou,(F)  0u,,(F) >
+ b

ulm(r) 2 axm axl

2

(&)

then the equation describing the relation between the electric field and the elastic displacement of the semiconductor
medium looks like:

D;(7,1) = ejj,(2uy,,(F) + €3 (w, 2) E (7, 1). (6)
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Figure 1: Geometric scheme of the multilayer superlattice (a) and the effective potential of a separate cascade of the
quantum cascade detector from the paper [6] with plotted squared moduli of the wave functions for the first (n = 5)

electronic states localized in each of the quantum well (|¥,(E,, z)|2 referring to the corresponding energy values of electronic
levels E,) (b).

It is assumed, that the investigated nanosystem is electrically neutral, then, neglecting the density of free charges
Peharges = 0, we obtain from the Maxwell’s equation:

divD,(7,1) = (V - D,(F, 1) = 0. 7

Further, having assumed, that the components of the elastic displacement and, accordingly, the electric field asso-
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ciated with this displacement have a harmonic dependence on time
u;(F, 1) = u,-(f)eicut; E(r,t)= Ei(;)eiwt "

then, the system of coupled equations (1) and (7) taking into account Eq. (3), (5) and (8) looks like:

B
P2 u (F)Sy,; — dixk (C,-k,m(z)ng(r)> + % (e (DE (7)) = 0;

©))
0 duy (F) 0 _
Z e —— )+ — (g;(w, 2)E =0.
X, <ezkl(z) ., ox, (eix (@, 2) Ex(F))
Since the investigated RTS is homogeneous relatively the xOy cross-section and acoustic waves propagate along

the Ox axis, it is necessary to represent the elastic displacement u;(7) and the electric field E;(F) strength as a function
of x and z:

N+1 N+1
ViR =V, 0= Y VP2 [0G-2,.) - 0G-z)] = X VP [0G - 2,0) - 0z - z,)] 7%
p=1 p=1 (10)
T T
Vi={u, E}, ui(z)=< uP(z) () () ) , Ef’”(z):( EP(z) 0 0 ) .

where u(lp )(z), u(zp )(z), u(3p )(z) - are the elastic displacement vector components, defined in separate nanosystem p-th
layer and it is taking into account that the electric field in our case has only one nonzero component.

Now using expression (10), the system of differential equations (9) written for separate p-th layer of the nanostruc-
ture is obtained as it follows:

0° 9’ p(x, z)
PP’ — Cl.(lfl)m u(x,z) — el(.z— =0;
0x,0x,, 0x,.0x;

(1m)
) azuk(x, z) _ W az(p(x, Z) _

. : 0.
kL 9x,0x, ik 0x;0x),

where it is taken into account, that E,(F) = —d¢(F)/dx, and @(F,1) = @(x, z,1) = @(z)e'(~99 _ is the piezoelectric
potential.

Taking into account that the semiconductor layers of the nanosystem are of wurtzite type crystal lattice, it is con-
venient to switch to the Voigt two-index notation Cyyy,, = Cup, €5y — €45 [24]. Then the tensors of elastic and
piezoelectric constants, and dielectric permittivity can be represented as follows:

») » »
T - S
C12 Cll C13 0 0 0 0 0 0 0 e(P) 0
C([’) C(P) C(P) 0 0 0 15
C(p): 13 13 33 . e(P): 0 0 0 e(p) o ol
aff 0 0 0 C(P) 0 0 > Tap 15 ’
44 (») (2] ()
® e e ¢3 0 0 0
0 0 0 0 Cu 0 (12)
o o o o0 o0 c¥
P 0 0
®» _ _ )
Eap = eaﬂ(w) = 0 &), (@) 0 ,
0 0 6(31;)((0)

where dielectric permittivity tensor components are determined in the high-frequency case according to the Liddane-
Sachs-Teller relation:

2_ 2 2_ 2
@ = 7 6, (2) 0" = @7 6042
€11(0,2) = £50(2) —————— €33(®,2) = £, () T——F—— (13)
@ = OroE)\* W% = D704, (2)
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- €4 1s the high frequency dielectric constant, w;, and wy - are the frequencies of the longitudinal and transverse
modes of optical phonons respectively, defined in the vicinity of a I'-point as irreducible representations A(z) and
E|(xy) [13, 24, 25]. Taking into account (10), (12) from the system of equations (11) we obtain:

) d? 2P : ® )\ d @, ) d
Cuzta6 0 q <C13 +Cy ) iz 4 <e31 tes ) iz u”(z)
(p) d* 2~
0 ~Cos gz T4 Cs 20 20 u)'(z) | _
; (p) ) 4 (p) d 2D (p) d () 2 (2] -
'q <C13 +Cy ) iz 0 G TGy 3302 T s ”%p)(z)
w2 () ) d () d »Y(2)
0 0 ey tesd iq (e31 +e15> T e x
p(p)w2u(lp)(z)
_| #Pe?uP(2) u
(D) y2,,(D) (14)
PP wuy"(z)
2
End
The system of differential equations in matrix form is equivalent to the following equations:
2..(p) (p)
u du do®
W 1 : (p) (p) 3 2~ _ (p,.2),D® , (p) (») P _
Cy 2 +iq (C13 +C44> T + <q ¢, —rPo ) u +iq <e31 +els) 12 =0, (15)
dZu(P)(
®» 2 2~ _ (9, 2\, (D) _
Cy — + (q C66 oy (z) =0, (16)
4P du®? 2o®
o~ 73 : » » 1 240 _ .2\, ® . ®2 (p_ 0P
G 42 T <C13 +C44> dz T (q Cpy —P7@ ) Uyt e men 5 =0, 17
® d2u? 420
. (2] »\ 49 ® . 2.® _ _® 2 (p) _ 3 na e _
iq <e31 + e15> e tequy —€,4°¢® ey 1 + €5, e 0. (18)

The Eq. (16) describes shear acoustic phonons. The properties of their spectrum and the elastic displacement field
components have been investigated in details for both single-well [20-23, 26] and multilayer nanostructures [27]. It
can be seen from of Eq. (1) that in our case the shear acoustic phonons do not contribute to the induced piezoelectric
effect. Therefore, this equation is not mentioned below. The case of the electron- shear acoustic phonon interaction
via the piezoelectric potential is a separate problem, which we investigate in the paper [28].

The solution of the self-consistent system of equations (15), (17), (18) can be found exactly in an analytical form,
using the method described below.

The system of differential equations (15), (17), (18) describing the displacement field components and the electric
field caused by the piezoelectric effect in the separate p-th layer of the RTS with the introduction of the following
notations:

a? 0 0 0 —ia? -ia? a? 0 0
AP = 0 agp) aép) - B =] _; a(zp) 0 0 . c@ = 0 a(6p) _ a(7p) (19)
0 —a(gp) a(llz)) 0 0 iaip) 0 a(7p) —a;p)
where
d? =CP; o = aP(q) = q (Cl(g) " Ciﬁ?); a? = d?(q.0) = PP’ - PC;
aip) =q e(3pl) + e(lig) : agp) — C§§)§ a(6p) — a(6p)(q’ w) = pPw? — qzcii); a(7p) — e(llg)qz; (20)
=l = =)
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Electron-acoustic phonon interaction via the deformation and piezoelectric potentials
appears as one the matrix differential equation:

)dZU(p)
z

A(P + B(P

() T
>ddU +CPU® =0, g» = gO(z) = (”ip)(z) W) ¢<p>(z)> Q1)

The solutions of the Eq. (21) are found as follows:

T
UP(2) = aP e, o =< a? o o ) _ 22)

Taking into account the relations (21) and (22), the equation is obtained from which the eigenvalues A% are found.
This is a bicubic equation, which is reduced to a cubic equation using the standard procedure. Its cumbersome solutions
are obtained using the Cardano’s method. Further, the functions a? are found, using the Cayley—Hamilton theorem
as follows:

a? = ig® 1) = » ®\ ;. B _ O (N2, D _ ~P (0N L p),2 7 ®.
o) =idD AP = iq (€ + €1 4V; of) = d? (1P) +df = CF) (AP) + gV - PO
2
® 4, ® (,® ® ® [, ®
<a2 Ag ) + [al (/IS ) +a; [as (/ls ) +ag ]
® (), ® -
—d (/13 ) + ol 23)

2 2 2
() ®)\ ® () ® 2 _ 200 ® () ® 2 _ 200
[q(c13 +C44)/1s ] +[C44 (AS ) + PP — 2CY [(733 (AS ) + PP — g2 CY

2
([7) (P) (02]
elsq’ <)”S )

(p)
3 s

[ S

where the norm of a vector a(p ). that i is, the | value is found as follows:

o= /el

So, the final solutions of the system of differential equations (15), (17), (18), taking into account (24), are as follows:

(24)

6 aip) " 3 (p) ( .
») = _ S Az - (p) (p) () AP ) -1
“@) = Z |a s e = <C13 +Cy ) Z (sz 1€ A ;
s=1 s =1 |
2
6 a(p) 3 [Cii) ( Ai}”) + pPe? — qzcﬁ)]
ll(p)(Z) — Z s (p) /1(1’) <A(p) ﬂ(li)z n A(p) —A(I])z) :
3 () Ay ») 25-1¢
2l AT
6 »
®)(,) — s APz _ 25)
@P(z) = Z @ APe" ==
s=1 | ag |

2 2
o fo(cReel) ] e () + g - 2] [ (32) + i - ]
= Z 5 X
5=1 » 2 (p) (p) (p)
: e (42)] o]

x ( AP Az 4 6_4(;')2)_
5—1 23

These solutions within the studied nanostructure are as follows:

N
U(g,,2) = UO(q, 0, 2)0(=2) + UN*D(q,0,2)0(z — zy) + Y, UP(g,0,2) [0(z = 2,,) - 0(z — z

p=1
U={u1 uy qo}.
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In the relations (26) it was taken into account that, in accordance with the requirement of monotonic decrease for
functions u,(q, w, z), u3(q, w, z), @(q,w, z) at z — +oo, the following condition must be provided:

im (uy(q,,2), u3(9,0, 2), (g @, ) =(0 0 0)" @7)

from where we obtain: A(O) = A(O) = AV = A(N+1) = A(NH) = A(NH) = 0. The rest unknown coeffi-
cients are uniquely determmed by the boundary condltlons for the dlsplacement field components of acoustic phonons

i’:l)(q, w, z), the components of the stress tensor o,,(q, w, z), ¢,,(q, ®, z), as well as piezoelectric potential 0P (g, w, 2)

and normal components of the electric displacement vector Dgp)(q, w, 2):

u® Lt
l(3)(q,w Z)| Uiy (4@, Z)’

1
o(g, o, Z)’Zzz o (g, o, Z)‘

® ‘ _ ~(ptD) |
6.7(q,w,2) 22,0 6. (g, w,z) z=z,,+o’ (28)
»?(q, o, Z)| = " (q, o, Z)’
z=zp—0 2=z, 0
DY (q. Z)’ = D"V (q. 0, Z)|
| z=2,—0 z z=z,+
where
(p) (p)
1 ou; (x,z) our(x,z)
0)(¢..2) = 65(q. ,2) = € EP (g, 0. x.2) = Ecﬁ?( ) -
00 poagoi — Lo (oo DN L 0d0P@ ] e,
€53 (EP(2)e ) = 5Cay | —iaus ) + P +ige’ P e :
» Oy ® ® _ 0 p)(xz)
0P(q,0,2) = 030 (q.,2) = CHV - uP(x,2) + (CH - C ”) = (29)
o)
( lqc(P) (P)(Z)+C(P)d d( )>ei(wt—qx);
Z

() () () ()
ou(x,z)  ouy (x,2) ouP (x, z) dul’(2)\

(p) X Yy (» (), (p) (p) i(wt—gx)
D,(z) = ( x + o + ey, —az —igey uy (2) + eg; —dz e .

"o

Using the conditions (28) and for adjacent layers of the nanostructure with indices "p
the transfer matrix method [13, 24, 27], we obtain:

and "p + 1" and then applying

T
®\ — 7(@.p+D) P+D\. |, (»\ — ®» ®» (02] ®» ®» (02] .
’a >—T (q,a))|a >, |a >—<Al A2 A3 A4 A5 A6 ) ;
TCr)(g,0) = (17(q, ) 1P*D(q, w);

»
a(p) _g® 4P _g® Az
DI R S - S -a
ﬁ<p> ﬂ<p> ﬁ<p> ﬂ%% ﬁ;;) ﬁ{;) ‘o (30)
p p p p p p
T TR S R | I
13 P P p  _sb » _sb )
S S B | I
P
R P S AR S | RN
My My Mp Ty M3z T %
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where
» _ . (p) (p) ®||.
@, =-iq <C13 +C44>'15/ ”as ”
pY == (ci+ om0 ) /]|

® _ iq ») » ®Y\ 32 _ ~ (0,2 »,2_ 2D
Vs = 2|a(”)| [C44 <C13 +C44>’ls Cus (44)% +plo”—q"C ) +
N

2
(p) 2 (p) (p) 2 ®) 52 ®),2 _ 2P ®) 52 @2 _ 22 (p)
2674, <q (C13 +c44> ,1S>+(c44,15+p1’w p C”)<C33/1s+p1’a) G

+ b
® 2 _ P12
€5q° ~ e334; 31
® _ _ (p) ) ®\ _ ~~p Y\ 2 ® ® 52 2 »
Oy =~y [<C13 (C13 +C44) Ci Cs3 >q + (53 <C44 Ay + po >]/”"‘s ”
2 (p) (p)22 ®) 52 ») 2 2P ®) 52 ) 2 2P
o1 <c13 +c44> /13+(C44,15+p o? - 2 ) <C33/1S+p1’a) p c44)
gls - B
(p) ) ()
o] (5 -515)
A
» _ n 2] ®\ ® 2 ®(~D,2 ®,.2 _ 2~
s = ’a(p)‘ [(CB +C44>e31q €33 <C44 A+l o" =g Cyy )]
S
s=1, 2, 3.
Then, being applied (30) successively for the entire RTS, we obtain its transfer matrix:
N
@) = Tq.0)|a™*"), Tq.0) = [T . (32)
p=1
hence, the acoustic phonons spectrum €2, (q) is obtained from such a dispersion equation:
al 1
T(q.0)| =[] (*"@.@)" {**D(g.0)| = 0. (33)
p=1

Using boundary conditions (28), we express the coefficients A(lp), A(zp), Agp), AZ”), Ag”), A(G”) in terms of one of
them. This coefficient is obtained from the normalization condition for the displacement components u; 3, which is
as follows:

+00
h
p(2) \u1(q, w,, Dt (g, w,,2) + us(q, @ ,oulg w0, 2)dz = ———6, 1, (34)
[oo [ q 1 q q 3 q ] 2Alelya) qq
where Alely - is a cross-sectional area of the nanostructure by plane xOy, besides A/, Aly >> zZp.
For the components of the elastic displacement u;3)(q, @, r), associated with acoustic phonons and the piezoelec-
tric potential ¢(q, Wy, r), the Fourier transform is provided:

U(q, @y, 0o7) = Y, UG, 0, 4, 2)€™, (35)

ma

where the functions u3,(q, Wy, g5 z) and ¢(q, Dy g0 z), are the coefficients in the expansion containing the entire fre-
quency spectrum of the flexural and dilatational modes of acoustic phonons @, ,.

Having performed the known transition from the obtained Fourier components to generalized coordinates and
impulses, and then having applied the operators of occupation numbers according to [18, 19, 24], we find the operator
for the elastic displacement components in the representation of occupation numbers:

N+1

~ n 2 T ST WA igF

3@ @, 1) = D D /m <bn1(—q) +b, (q)> w‘fg)(q, ®, 427 [0(z =z, 1) — 0(z — z,)] .
p=0 niq xBbyP mq
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A(p) ~(p) —
1(3)(‘]5 nyq’ ) P(p u1(3)(qs niq’ Z)a Z—] = —0C0. (36)

Further, to determine ¢(q, Wy, g5 z), we substitute expansion (35) into Eq. (17) taking into account (36). After conver-
sion and simplifications of the equation we obtain:

o (q, 0, ,, ) (f;)ff ( 2 1] h y
(Pq’ n,q° = — - . -
dz2 e 14 ®\/ 2A1_ Al p®
z €33 €33 xBEyP T Ony g . (37)

2 (q,w, . 2) di'?(q, w, ;. 2)
« l_C@) 3 me® o <C<p>+c<p)) I me ) (qzcii) _p(p)wZ) 2P(q wp 12

33 dz? dz

Its solutions in general are:

(p(p)(q’wnlq’z) A(p) an +B(”) Inl +

w, [ 0y ®) S ()
* (1) ®) ! ) <e T ® / e’ F(q,wnlq,X)dX—e*"lz/ e *"1XF(q,w,,lq,X)dX>,
2){,111) 631; 2Al)cAlyp p wnlq 0 0

2,4@) @)
d*w(q, @, 4 X) —q2< >dw1 (q,a)nlq,X)+
dz? dz
" ( gc? - p(p)wZ) 0P (q, @, 4. X), 2P =4q o /o).

(38)

F(g, @, X) = —C)

where the coefficients Aff; ) and Bf,’: ) are determined from the last two boundary conditions (21).
Now, the Hamiltonian for acoustic phonons in the second quantization representation is as follows:

1
ac 2 ha)nlq ( nq nlq + E) (39)

nq

where lA);lq and i’m q - are the operators of creation and annihilation of the phonon state in the Bose representation
respectively.

3. Theory of the electron-acoustic phonon interaction via deformation and piezoelectric
potentials in the presence of the piezoelectric effect

To develop a theory of the electron-acoustic phonon interaction, at first we find the solutions of the electronic
problem - wave functions of an electron and its spectrum. In the general case, it is necessary to separate the electrons
motion along the Oz axis from their motion in the xOy plane, which is important for of functioning nanodevices.
Taking into account the fact, that the transverse dimensions of the nanostructure are much smaller than its longitudinal
dimensions (Al,, Al,>>d, d =b; +w; +...+b,), it makes possible to represent the electron wave function due to
the papers [18, 29] as follows:

W (r 2) = ——— () (40)

VvV AxAy

where k - is the electron quasimomentum, 7- is the vector in plane xOy.
So, in this case we can already investigate the electronic states of the nanostructure looking for solutions of the
Schrodinger and Poisson system of equations:

nd 1 d hk
[_TE_m(z)E + Ve = Bkt o ]‘”Z) )
(4D)
i dVH(Z) _ _i + _ _
12 [eoo(z) 17 =T {e [ND(Z) n(z)] +[§{al,(zp)5(z zp)}
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where E,; - is the total energy of an electron in the nanostructure, and

+o0 -1
2
mr = [/ <|‘Pn(z)| /m(z)) dz] W, (2) = Y (r 2)| 20 42)
—00
is the electron effective mass, determined for each n-th level of the electronic spectrum, in the calculation of which the
contributions from the all the RTS layers [18, 29] are taken into account, thus:

N+1
_ _ _ ) mp=muN, p—even _ ) _
m=m(z) = Z m® [H(Z -2z, 1)—0(z— zp)] , mP) = { my = mags p—odd Z_|=—00; Zpn, =40
p=0

(43)

- where m?) - is the material density of the p-th nanosystem layer (m; amd mg,y) - respectively, the effective electron
mass for semiconductors AIN and GaN).

To find self-consistent solutions of the system (41) is it necessary to consider the contribution of the effective
potential components of the nanostructure for an electron:

The physical notion of each of the terms (44) is described in details in the papers [30, 31]. AE-(z) = AE-(z,T)
- is the energy scheme of the nanostructure for an electron in the model of rectangular potential wells and barriers,
which is calculated according to the Varshni relation [30] for a given temperature value T ; Vg (z)- is the Hartree
potential determined by the ionized acceptor impurities with a concentration N g(z) and static charge of electrons with a

concentration n(z) = (m(2)k T [xh?) Z [¥(E,, 2)[’In |1 +exp (Ep — E, [kpT) |, where E . - is the Fermi level of

n
the nanosystem material, obtained from the neutrality condition, E,, - is the n-th electronic level energy value; Vi - is

the exchange-correlation potential in the Hedin-Lundqvist representation, V - is the potential, which is determined by
N N

contribution of the internal electric field F, = Z (P = P,) (2 — 2/ [ €? Z(zk - z,1)/e® 8,9, 30, 31] arising
k=1:k#p k=1
in the p-th separate nanostructure layer, caused by the total value of the piezoelectric and spontaneous polarizations P? = P+ P
[8, 9]. Besides, in the Poisson equation from system (41), the value 0,(z,) = P, (z)‘ - Pp(z)’ - specifies the surface charges
Z—?Zp Z—?Zp

arising at the boundaries of the nanosystem layers due to different values of the total polarization in them. The methodology for
finding solutions of the system (41) is well known from [30, 31] and similar papers. In this regard, we will not describe this issue
in details, determining the solutions of the system (41) with the required accuracy, using the finite difference method [30] or the
semi-analytical method [31]. Then we approximate the nanostructure effective potential for an electron (37), representing it as a
piecewise continuous function:

N M
U2 = 2 eFie(z,)z [9(1 —z,) -0z, )] @s)

p=1 1=0

where the strength of an electric field corresponding to the approximated RTS potential is defined as follows:

Ffff(zp/) = (Veff(zpm) - Veff(zp/))/e(ZP1+1 - Zpl) (46)

where the coordinates of the splitting points of the nanostructure p-th layer are: z, = I(z, — z,_,) /2M, p=1..N, z,=0, M -
is the number of these partitions. Taking into account (45) and (46), the solutions of the Schrodinger equation in system (41) are
linear combinations of the Airy functions Ai(z) and Bi(z) inside of the nanostructure, and decreasing exponents in the external
medium to the left and right of it. In general, the wave function of an electron can be represented as follows:

N M
Wo(E.2) = A%t 0(=2) + ) Y [AP AICP(2)) + B Bi(("(2))] [9(2 -z,)-0(z -z, )] +
(N+1) e 1/3 h2k?
+BNTVe TR0 (z — 2y ), (P(2) = (2mPeF(z,) /1) [(AEC(Z) —E;+ —) [eF(z,)— Z] , @7

2m*
2)c2
7O = N+ = \/Zm1 (AEC(Z) -E;+ %)/fl
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For the wave function W, (E, z) and its density of current continuity at the boundaries of the RTS layers, the boundary condi-
tions being provided:
d¥Y?(E,;, z) dY7V(E,;, 2)
‘-I’(p)(E .z )_ 1P(P+1)(Enl,“ z): __Ek Tk 77 = Bk ek ,e—>0 (48)
? m(z)dz m(z)dz
Z:Zp—E Z:Zp+£
we obtain the dispersion equation for determining the electronic spectrum E,;. Besides, using boundary conditions (48) and the
normalization condition for the wave function W, (E,;, r,z) = ¥, (E,, r,z), which is presented accordingly to the expression
(40):

40
/ / VYo (o 1, 2)Y (B s 1, 2)drdz = —5(k k'S, 49)
it is completely determined, since in this way we obtain all coefficients A®, BN+D  A®@)  B@) in solutions (47).

Now for electronic states determined in the RTS effective potential V_;(z), we represent their wave function using the second
quantization method [18, 24] as follows:

V(r,2)= ) D Wi D)z (50)
k n
and then the Hamiltonian of noninteracting electrons takes the well-known appearance [24]:
H,= Y Edldy 1)
n.k

where E,; = E, +h*k*/2m’, A*- and 4, -are the creation and annihilation operators of electronic states in the studied nanostructure
respectively.

Now let us take into account that in the semiconductors of wurtzite-type lattice the conduction band displacement is defined as
follows [32, 33]:

AE, =a £ +a) (e +¢ (52)

y,V)

where €
band.

Now the Hamiltonian describing the interaction with acoustic phonons via the deformation and piezoelectric potentials in image
of the second quantization in phonon variables, is determined as follows:

H i / 0u?(q, 0, . 7)
b (3)+ bt = : » 3 4> @y 4 i
def ™ Z ZO 2p(p)w Al Al (bnlq(4)+b,,lq(—q)> (lqazcu] ([],(U,,]q,z)+alcT L.
qny p=

X [9(z —2z,)—0(z— zp)] ;

€,,, €,,-are the stress tensor components, a,,., a, - are the deformation potential coupling constants for the conduction

xx° yy?

N+1

=2 D 07,0, b, (@ + b} (D) [0z - z,.,) — 0(z - 2,)] (53)

qny p=0

where w, - is the frequency of the acoustic phonons spectrum obtained from the dispersion equation (26), and n, - is the branch
number of this spectrum. Thus, the interaction of electrons with acoustic phonons via the deformation and piezoelectric potential
is determined by the Hamiltonian as follows:

Haiory= Y, FoU@a, o a [b,@+5,-a)]. (54)

n,n',nyk,q

where the binding functions look like:

h Z
def (p)
Eon (@) = 1/—2p<p>w ALAl / W (Es 2) (zqazm1 (4, 0, 4 2)+
ou? (g, w, ,.2)
+ ““—az ki TYN(E, 1, 2)dz, (55)

Zp
Fy @)= / YO(E, ;. 20P(q.0, . )TV (E, ;. 2)dz.
z

-1
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Thus, the Hamiltonian for a system of the electrons with acoustic phonons in the plane RTS, taking into account the presence of the
piezoelectric effect, is:

A=HA,+H, +H_+H, (56)

Now, to carry out the renormalization the spectrum of electrons due to their interaction with acoustic phonons via the deforma-
tion and piezoelectric potentials in the presence of piezoelectric effect, we perform the Fourier transform of the temperature Green’s
function, directly obtained from the Dyson equation [18]:

Gi(Q=1/(Q-E; - M;(Q) (57

Using the weak-coupling approximation for the mass operator M,;(Q) in Eq. (57) we have:

I+v v
Md;f(pz)(g) — 2 d:f(:/z)( )| ny B ny : (58)
n = nkny Q- E,,,’;_q - in +in Q- En/,k+q - in +in
where Q, = hw, , and the quantity v, = (e"n /%87 _ 1)~1 _ are the occupation numbers of the acoustic phonons spectrum

levels, where the first term in (51) describes the creation of acoustic phonons, and the second, the annihilation of acoustic phonons.
The mass operator represented as (51), with analytic continuation to the imaginary axis at # — =0, describes the one-phonon
approximation.

Further, using equations (57) and operator (58), we study the effects of the interaction of the electrons with acoustic phonons
on the electronic spectrum via the deformation and piezoelectric potentials. It is advisable to study this effect by calculating the
temperature level shifts of the electronic states of the spectrum (A,) and the corresponding decay rates (I',).

In most of the experimentally realized QCD, in the QCD from the recent paper [6] in particular, the parameters of which are
used in our further calculations, the longitudinal motion of electrons parallel to the z axis, that is, perpendicular to the nanostructure
layers, is functionally important. Thus, in direct calculations, it will be expedient to assume that the transverse quasimomentum
k = 0, then we obtain @ = E,;|;,_, = E,. The energy E, of the electronic level renormalized by the interaction with acoustic
phonons can be obtained from the pole of the Fourier transform of the Green’s function (57) taking into account the expression (58),
which is similar to finding the solutions of the dispersion equation:

Q-E,-M,(Q)=0 (59

since E, = A, — l",,/2 [18], then from here we find:

def(pz)

. _ _ALAIL @ de?

AP = ReM (Q = E, k = 2 // | | ’
" ~ Qap

Al Al

def (pz) — _ — — — _ _ O(FLDL)

o) = 2ImM,(Q = E,.k=0)= = z//(s E,—E,; in )
ny

(60)

Fe (g )| g,

nnyn'

where in the first integral (60) the symbol P denotes that the integral is taken in accordance with via the Cauchy principal value.
The energy of renormalized n-th electronic level E,, taking into account total temperature shift and its decay rate I', due to the two
considered types of interaction with acoustic phonons is as follows:

E,=E, + A% + AM T, =T% 417 (61)

4. Discussion of the results

Using the results of the theory of electron-phonon interaction developed above, calculations were performed for the example of
geometric and physical parameters (taken from the papers [14, 25, 33, 34]) of the recently experimentally investigated cascade of
QCD [6], which can operate from the mid-infrared to visible spectral range of electromagnetic waves. The geometrical parameters
of the cascade layers are as follows: potential barriers (A7, i = 1.6): (1.04; 1.56; 1.56; 1.56; 1.56; 1.04) nm, potential wells
(d,.ex”, i = 1..5). (3.38; 3.64; 3.64; 3.64; 3.64) nm. Besides, the input potential well of width w;=3.38 nm is n-doped with the
concentration of charge carriers: n, = 2 - 10! cm™ as in the cascade of the experimentally investigated QCD [6].

In Fig. 1b the calculated dependencies on the geometric dimensions z for the squared moduli of the wave functions for the first
five electronic states, localized in each of the potential wells of the studied RTS, are shown. The dependencies W, (z) = |‘Pn(En, z)|2
for the levels localized in the active band of the cascade are shown by solid lines and for the electronic states of the extractor - by
dashed lines. All dependencies are reduced to the energy scale, displaying the corresponding nth level energy value E,(f), where s -
is the number of the potential well. The dependencies W, (z) formed for each number of level » in each of the potential wells s are
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Figure 2: Dependencies of the dilatational (solid and dashed red lines) and flexural (solid and dashed blue lines) modes of
the acoustic phonons spectrum Q, on wave vector g as well as the boundaries of the intervals in which they are formed
according to the relation (62)

almost identical to each other in terms of localization in the potential well and the maxW, (z) and minW,(z) values. It can also be
seen in Fig. 1b, that for the energy levels the following condition is always provided: E < E¢*D, that is, the energy values for
levels with the same number n increase in potential wells from left to right.

In Fig. 2 the dependencies on the wave vector g for the flexural and dilatational acoustic phonons branches of the spectrum in
the presence of the piezoelectric effect are shown. Similarly, as in the case of the absence of the piezoelectric effect, the spectral
dependencies for acoustic phonons are formed within four intervals, however, in this case, the boundaries of these intervals are
not determined by the modes of transverse and longitudinal acoustic phonons in bulk AIN and GaN crystals [19-22, 26, 27]. The
boundaries of these intervals, which are shown in Fig. 2 with black solid lines, now is obtained from the following expression:

2
3 6 2 3 6 ©2)

|: A\’ a”(w0)h?(w) E(")(a))] ? |:E(p)(a)) ( 5(p)(w))2:| ’
( ) - ¥ ¥ - ~0
describing the condition for the existence of three real roots of the cubic equation in canonical form with coefficients &7 (), 5% (w),
&P(w) (no shown due to their cumbersomeness), which results directly from equation (21) Having written the condition (62) for
GaN and AIN semiconductors and having numerically found the solutions of (62) for for a given value of g, we obtain each time
four values w(q) for GaN and AIN. From the obtained values w(q), always two values for GaN and AIN satisfy the condition:

QIO AN (g) < 25 - 30 meV (63)

which is known from the papers [21, 27, 34, 35], the other two values for GaN and AIN exceed the values of the acoustic phonon
energy in several times, and thus these values can be rejected. So, in decreasing order of the values they acquire depending on
the wave number ¢, we get: ©,(q) = Q" (); Q,(q) = &V (@); Qy(q) = Q™M (@) () = Q™ (q), where it is indicated,
which the semiconductor material corresponds to each of the dependencies shown in Fig. 2 with a black solid lines. It is also clear,
that the left value of the first interval is obtained when the value g = 0, i.e. Qiﬁ) = in (@) o0 In fact, condition (63) is the limit

of application of the model of deformation and piezoelectric potentials to study the interaction of electrons with acoustic phonons,
since in this case the allowable range of energies of acoustic phonons is only taken into account. In particular, such an application
of the deformation potential formalism was effectively used in related papers [21, 22].

As it can be seen from Fig. 2, within the first interval (QSI), 91(‘1)) at ¢ = 0, branches of the acoustic phonons dilatational

and flexural modes are formed; their further evolution with a change in ¢ has a number of features, that are special for each of the
established intervals. For each type of acoustic phonons, two branches are simultaneously formed, which, with increasing values of
the wave vector ¢, tend to merge with each other. The presence of paired branches is especially well seen in the range of the acoustic
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Figure 3: Dependencies of the acoustic phonons spectrum Q, (a) calculated at ¢ = 2nm™" and electronic spectrum E, (b)

on the relative position of the active band and the extractor in separate cascade (0 < d < d, + ds)

phonons energies Q, ,(g) <10 meV, where this effect is, in fact, observed in the range from Q(O) to values slightly exceeding Q(g)
values. The physmal meaning of the branches represented by dashed lines will be estabhshed by studying the dependence of the
spectrum of acoustic phonons on the geometric parameters of the nanostructure. This is due to the fact, that the dependencies on
q for the spectrum of both types of phonons are, in fact, the same. It can also be seen that, for the first interval, the branches of
dependencies €2, (¢) for flexural and dilatational acoustic phonons can approach each other, forming anticrossings, and in the range
of values €, (g) > 15 meV these branches can intersect many times.

The energy dependencies €, (g) of acoustic phonons in the second interval (Ql(q), Qz(q)) are formed by branches that cross
the boundary value Q,(g) with of g increasing. In this interval, further convergence of the majority of paired branches and the
formation of anticrossings between the branches of flexural and dilatational phonons are observed.

The energy dependencies of acoustic phonons in (¢) in the third interval (Qz(q), 93(q)) are formed by branches that cross
the boundary value €2,(¢) with increasing ¢. In this interval at Q, (¢) < 10 meV, the difference in the values of the energy of the
paired branches is still quite clearly visible. Besides, from Fig. 2, it can be seen that in this interval at Q, (¢) > 10 meV, almost all
paired branches already merge with each other completely, and directly the energy dependencies €, (¢) become quasilinear.

The dependencies of the acoustic phonons branches energies in the fourth interval (93((1), 94(4)) differ significantly from their
dependencies in the other three intervals. When the dependencies Qﬂl (g) reach values that coincide with £4(q), the behaviour of
both branches of flexural and dilatational acoustic phonons becomes similar. The branches €2, (q) grow with of g increasing , while
remaining practically parallel to the ©,(¢) dependence and being equidistant to each other (Q, ,(g) — &, (g) = cons?).

Summarizing, we note that the obtained dependencies of the spectrum of dilatational and flexural acoustic phonons &, (g) can
be partially comparable with the spectral dependencies obtained for single-well AIN/AlGaN nanostructures [21, 23]. First of all,
this regards the boundaries in which the branches of dependencies are formed, their behavior at small values of the wavenumber g,
the evolution of the phonon branches in the interval (93 (@), 94((1)). Complete agreement cannot be expected due to the multilayer
nature of the studied nanostructure, the presence of the piezoelectric effect and, as a consequence, the use of a different kind of
boundary conditions

An important aspect is the need to study the dependencies of the acoustic phonons spectrum and the electronic spectrum in
the investigated nanostructure on its geometric parameters. For a nanosystem, which is, in fact, a separate cascade of QCD, it is
advisable to study the dependencies of the spectral parameters of electrons and acoustic phonons not on the width of the potential
well of the active band, but on the relative position of the active band and the extractor in the studied cascade. To perform such
calculations, the values of the thicknesses for all potential barriers (Ae"p) as well as the widths of the internal potential wells of the
cascade (d;*, dj*, d,” ), are taken to be fixed and equal, respectively, to their experimentally realized values, which are given
above. The sum of the w1dths of the active potential well and the output potential well of the cascade is also considered as constant:
d™ +d.*. We will increase the width of the active potential well from 0 to d;** + d;'*, and width of the potential well d; is change
from d;™® +d* to 0. It is clear, that since in the above calculations next condition is provided: d, + dy = d"* + d;*, then at
d, = a’ ® experlmentally realized the configuration of the cascade is obtained. The results of the acoustic phonons and electrons
spectra calculations depending on the values of d, are shown in Fig. 3a, b.

Taking into account the features of the dependencies €2, (¢), the calculations of the dependencies of the acoustic phonons

spectrum on the value of d, were carried out for such value of the wave number: ¢ = 2nm~'. This value of g is chosen due to the
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Figure 4: Dependencies of the elastic displacement components u,(z), u;(z) associated with acoustic phonons and the
piezoelectric potential @(z) arising in the layers of the nanostructure, calculated at g = 2nm™!

fact, that for large values of ¢ we would obtain a large number of similar dependencies, and for smaller values of g the contributions
of phonon branches from all the intervals established above would not be demonstrated, which is undesirable. As it can be seen
from Fig. 3a, the dependencies of the acoustic phonon spectrum £, (d) are formed within four intervals, the boundaries of which
are set above. In each of these intervals branches of the spectrum dependencies are formed and depend both on the value of d and
do not depend on it (such branches are shown by dashed lines). It is obvious that the branches that do not depend on d belong to the
layers of the nanosystem, the geometric values of which do not change, that is, in fact, they are the contribution of all layers of the
cascade without potential wells d; and d;. In this case, branches that do not depend on d in all intervals of dependencies are placed
mainly between two branches that depend on d. The exception is two branches, respectively, of flexural and dilatational acoustic
phonons, which intersect with two other branches in their pair; they are located in the first (2 > €,) and second (Q; < Q < Q,)
intervals, respectively. Further we will discuss only the d-dependent branches of the phonon spectrum.

For the first interval (Q > €, ) itis clearly seen, that in this interval the dependencies €, (d) form n; maxima and #, — 1 minima,
and it should be noted that this effect is also observed for the fourth interval (; < Q < Q,), but is not observed for the other two
intervals. For the second interval Q;, < Q < Q,) and for the third interval (2, < Q < Q,), a clear dependence between the number
of maxima and minima is not observed: in some branches, the number of minima may be dominated by the number of maxima, in
others, their number is equal. It should be noted, that the dependencies €, (d), that are formed in the range of d change are actually
symmetric to the d =~ (d, + d5)/2 value.

In Fig. 3b the dependencies of the electronic spectrum on d values for investigated nanostructure are shown. Solid lines
correspond to electronic states localized in the input and output wells of the cascade, dashed lines correspond to electronic states
localized in the remaining potential wells. As it can be seen from Fig. 3b, the dependencies E, (d) of the electronic spectrum levels
contain both levels, that strongly depend on d and levels, that are relatively slightly dependent on d. On the contrary to the case for
acoustic phonons, where some of the levels did not demonstrate a dependence on d, in the case of an electronic spectrum all levels
depend to varying degrees on d. For electronic levels localized in the input and output wells of the nanostructure, » maxima and
n—1 minima are formed, respectively. In this case, due to the fact, that the electronic levels are localized with a nonzero probability
in all potential wells of the nanostructure, the formed peculiar anticrossings are always formed by five levels, and are contributed
from electronic levels and localized in the d,, d;, d, wells of the cascade, which in the vicinity of these anticrosings demonstrate
in fact the most significant dependence on d.

In Fig. 4a, b the examples of the dependencies for elastic displacement components the #,(z) and u;(z) and the piezoelectric
potential ¢(z) arising in the layers of the nanostructure, which are caused by acoustic phonons, are shown. Presented dependencies
were calculated for a fixed value of the wave vector q.

As it is seen from Fig. 4a, the components of elastic displacement u,(z) and u;(z) are harmonic functions shifted in phase
relatively to each other. In this case, both functions acquire both positive and negative values in the region of the nanostructure and
follow to zero in a semiconductor medium outside of it, according to relation (20). As a result, it can be seen, that these functions
within separate layer of the nanostructure can behave as symmetric (#,(z)) and antisymmetric (u5(z)) functions relatively the center
of this layer respectively. It should also be noted, that this effect is not general for all the nanostructure and is most significant in
the extractor.

Further, in Fig. 4b the dependencies ¢(z) for the piezoelectric potential caused by flexural and dilatational acoustic phonons
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Figure 5: Dependencies of the of the electronic spectrum levels displacements and their decay rates, which are induced
by their interaction with dilatational and flexural acoustic phonons via the deformation potential, calculated at ¢ = 2nm™!
and for temperature values: T = 77K (a, b) and T = 300K (c, d)

are shown. As it can be seen from the figure, the piezoelectric potential can also take on positive and negative values on the range
of z, and the absolute maximum values |@(z)| of the function are achieved within the potential wells and at the boundaries with
potential barriers. As in the case of displacements u,(z) and u;(z), the piezoelectric potential follows to zero at z — +oo.

The main and final goal of our investigation is to establish the properties of the interaction of electrons with flexural and
dilatational acoustic phonons through the two possible mechanisms, which we have considered: via the deformation potential
and via the piezoelectric potential. Since the studied nanostructure was functioning as a separate cascade of QCD, which was
experimentally investigated in the paper [6] at liquid nitrogen temperature (77K) and room temperature (300K), we will directly
calculate electronic spectrum for the effective potential (44), the temperature shifts for electronic levels and their decay rates exactly
at these temperatures. For the purpose of more sufficient visual comparison, the aforementioned characteristics of the electron-
phonon interaction were calculated depending on the total value of the input and output wells (0 < d < d| + d;) as the electronic
spectrum in the dependencies in Fig. 3.

In Fig. 5a, b, c, d the dependencies of the temperature shifts of the first four electronic spectrum levels localized in the active
band and their decay rates (see (53)) on d of the values are shown, caused by the interaction of electrons with acoustic phonons via
the deformation potential at temperatures T = 77K (Fig. 5a, b) and 300K (Fig. 5c, d). As it is seen from Fig. 5a, the dependencies
A‘i“(d) can intersect each other, as it can be seen from region (I) (Onm < d < 1.7 nm). However, for dependencies A‘:Cf(d) in
general, the following condition is provided: A‘lief(d ) > Agef(d) > Agef(d ) > Ajef (d), that is, the lower electron levels shift more, as
it can be seen in the region (I) (1.7 nm < d < 7.02 nm). It should be noted, that the dependencies of the temperature shifts Aﬂef(d )
have a negative sign over the entire range of d, except for small intervals in the vicinity of points d ~# 1 nm and d =~ 4 nm in (I)
(II) regions, respectively, for which: Ajef (d) > 0. The dependencies of the shifts A;‘ef(d), which were calculated at a temperature
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300K, which are shown in Fig. Sc, differ significantly from the dependencies shown in Fig. 5a. As it can be seen from this figure, the
extrema that took place at T = 77K become more pronounced, the absolute values of the shifts increase several times. In this case,
the shift of the first electronic level over the entire range of d is negative A{*'(d) < 0. The dependencies AJ'(d), AY'(d), AY'(d)
become more symmetric near the abscissa axis, while in the region (I) (Onm < d < 2.9 nm), the maximum, both positive and
negative, these displacements are formed. The positions of these extrema on the scale of d values practically coincide with their
positions on the dependencies calculated at T = 77K. In the region (II) (2.9nm < d < 5.8 nm) the shifts A (d), A (d) also
form intervals with a positive level shift, wherein the shift Ajﬁf(d ) > 0 in this region. In the region (IIT) (5.8nm < d < 7.02 nm)
A%*f(d) < 0 is obtained .

Further, in Fig. 5b the dependencies on the value of d for the electronic levels decay rates are shown, the calculation of which
was carried out at temperature T = 77K. As it can be seen from the figure, three different regions can be distinguished in the
range of variation of d with characteristic behaviour of Fgef(d) quantities. Thus, in the region (I) (Onm < d < 3 nm), the values
of the decay rates I'\*(d), I'*(d), I''*(d) depend slightly on d, while I'\*'(d) a minima is formed in this region. In region (II)
(3nm < d < 4.4 nm), the quantity I" g“(d) depends slightly on d, forming minima, F‘lief(d ), Fgef(d ), and Fjef(d) forms two minima
and one maximum at the boundary of the region. In the third region (III) (4.4nm < d < 7.02 nm), the largest values for all
dependencies Fﬂef(d) are formed. At the border of this region, the dependencies Ff:ef(d) decrease sharply.As it can be seen from
Fig. 5d the increase of the temperature to T = 300K causes a significant deformation of the dependencies Fjef (d). The maximum
of decay rates values Fgef(d ) is increased significantly from almost 1.5-2 for the first three levels, and more than twice for the fourth
electronic level. Inregion (I) (Onm < d < 2.3 nm) all quantities Fﬂef (d) have already shown a dependence on d, forming pronounced
extrema; in region (II) (2.3nm < d < 4.3 nm), the dependence Fgef(d) already forms a clear maximum, extrema of the decay rates
dependencies T (d), T$*'(d), ['{*"(d), that were formed at T = 77K are now shifted to the left along the abscissa axis. In region
(III) (4.3nm < d < 7.02 nm), which at T = 300K has, in fact, the same dimensions as at T =77K, the extrema of the dependencies
Fgef(d ) do not change their position, in fact, they only increase their values. It should also be noted, that the T = 300K values of
the dependencies F‘:ef (d) are ordered according to the growth of the number of the electronic level n (l"fq‘ef d) < Fﬁfl (d)), except for
two small intervals d between regions (I), (II) and (IT), (III) for which the following condition is provided: I%*(d) > ' (d).

In Fig. 6a, b, c, d the dependencies for the displacements of electronic levels and their decay rates due to interaction with
acoustic phonons via the piezoelectric potential are shown (see (53)). As it is seen from Fig. 6a, which shows the dependencies
on d for the temperature shifts of the electronic levels at T = 77K, the dependencies A}*(d) have only a negative sign and have the
form of curves that intersect many times. For example, in the first area (I) (O nm < d < 2 nm), the maximum and minimum values
for Ag‘(d) are formed simultaneously for over the entire range of d. At the boundary of this region, the minimum values acquired
are Asz(d) and Aiz(d) respectively. In the second region (II) (2nm < d < 4.4 nm), it should be taken into account that the values
of Aﬁ’z(d ) prevail over the values of the attenuation values for other levels, and all dependencies reach their minimum values at the
boundaries of this region. In the third region (II) (4.4nm < d < 7.02 nm), as it can be seen from the figure, A™(d) and A (d)
slightly depend on d, the dependencies A}’ (d) and A} (d) form one maximum successively.

The influence of the temperature increase on the shifts of the electronic levels is clearly seen from Fig. 6c, which testifies the
dependencies AP (d) calculated at the temperature T=300K. As it can be seen from this figure, the temperature increase results in
the increase in the absolute values of the shifts AY*(d), however, first of all, it should be noted that, they are different from those
caused by the electron-phonon interaction via the deformation potential, these shifts have an exclusively negative sign. It should
be noted, that with the temperature increase in regions (II) 2nm < d < 4.5 nm) and (III) (4.5nm < d < 7.02 nm) the condition
|AY ()] >
realized in narrow ranges of d: |A§Z(d )‘ > )A‘l’z(d )| and ‘Agz(d )| > |A§’Z(d )|. All the dependencies AP*(d) reach minima at the
boundaries of these three regions.

Further, in Fig. 6b the dependencies I}’ (d) for the decay rates of electronic levels at T = 77K are shown. As it can be
seen from the figure, the dependencies I’ (d) form three areas, for which the following features can be specified. For region (I)
(Onm < d < 1.5 nm), from left to right, the decay rates maxima for the fourth, third, and second electronic levels are formed, decay
rate of the fist electrons level I (d) is slightly dependent on d. In the region (II) (1.5nm < d < 4.5 nm) I'}'(d) already depend
slightly on d, and the rest of the dependencies form distinct maxima. In the region (III) (4.5nm < d < 7.02 nm) there are small
intervals for which I'}’(d) < I'™*(d) and I'}"(d) < I'}'(d). In general, in the whole range of change d we have: I'}'(d) < I (d).
The temperature increase to T = 300K, as it is seen from Fig. 6d, causes an increase in the I'""(d) values in several times, while the
dependencies ng(d ) and l"gz(d) approach each other, being intersected many times. Similarly, as for the dependencies in Fig. 6b,
there are three regions of d variation, the boundaries of which are determined by the almost simultaneous formation of minima of
the dependencies I'?*(d). In each of these regions, the value of Fiz(d ) dependence is prevailed by the values of other dependencies.
The dimensions of the region (II) (4.2nm < d < 7.02 nm) are almost the same as at T=77K. Region (I) (0 nm < d < 2.2 nm) is
larger than at T = 77K, and region (II) (2.2nm < d < 4.2 nm) is smaller. In all these areas, the extrema of the dependencies I'?(d),
which are formed at T= 77K, are more sufficient; the formation of additional extrema and some deformation of these dependencies
I'"*(d) should also be noted.

The calculated energies of quantum transitions between the electronic levels of the active zone, renormalized by the interaction

with acoustic phonons due to both mechanisms considered above, are as follows: Q,, = Q,, + A% + AST + AF + AP At

AE frl(d)‘ is provided. The exception is the first region (I) (Onm < d < 2 nm), where the following conditions are
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Figure 6: Dependencies of the of the electronic spectrum levels displacements and their decay rates, which are induced by
their interaction with dilatational and flexural acoustic phonons via the piezoelectric potential, calculated at ¢ = 2nm™!
and for temperature values: T = 77K (a, b) and T=300K (c, d)

T = 77K it is obtained, that Q,, = 390.7 meV; Q,, = 771.8 meV; Q,, = 1039.9 meV. At T = 300K it is obtained, that
Q,, = 396.5 meV; fzw =776.4 meV; Q,, = 1047.4 meV. These data correlate well with the corresponding values obtained in
the paper [6].

Summing up, it should be noted that both mechanisms of interaction of electrons with acoustic phonons with increasing temper-
ature cause rather significant renormalization of the electronic spectrum E, and, accordingly, the energies of electronic transitions
(Q,, = E, — E,) and absorption bands (I',,, = I', + I',,). An interesting effect obtained is the temperature expansion of the ab-
sorption band (AI',,, = an,(T)|T=300K -, (T)|T=77K). The observed effects directly result in the intensity of quantum transitions
between electronic levels and the electronic conductivity of the nanostructure, in fact, decreasing of them due to the increase in the
resonance widths of these electronic levels and breaking of the excited electronic states coherence.

5. Conclusions

The theory of the flexural and dilatational acoustic phonons spectrum in the presence of piezoelectric effect and the components
of elastic displacement caused by these phonons was developed for plane multilayer AIN/GaN nanostructure.

Using the Matsubara temperature Green functions method and the Dyson’s equation, an analytical theory of the electron-acoustic
phonons interaction via the deformation and piezoelectric potentials at arbitrary temperature values was developed. On the basis
of the proposed theory, analytical expressions, that describe the temperature shifts of the electronic spectrum levels and their decay
rates were determined, which are direct characteristics of the interaction with acoustic phonons.

Using the physical and geometric parameters of the QCD cascade, which was investigated experimentally, on the basis of the
developed theory, the calculations of the dependencies on the wave vector for the spectrum of flexural and dilatational acoustic

I. Boyko et al.: Preprint submitted to Elsevier Page 18 of 20



Electron-acoustic phonon interaction via the deformation and piezoelectric potentials

phonons were performed; the dependencies on the geometric design of the nanostructure for the electronic spectrum and the spec-
trum of flexural and dilatational acoustic phonons, as well as the values of temperature shifts of the electronic spectrum levels and
their decay rates were studied.

It is shown that the spectrum of acoustic phonons is formed within four intervals, in which different properties of the spectrum
branches appear, both depending on the wave vector and on the geometric parameters of the nanostructure.

It is determined that the temperature shifts of the electronic spectrum levels, caused by the interaction of electrons with acoustic
phonons via the deformation potential at temperature values 77K and 300 K, acquire both negative and positive values. In this case,
the absolute values of the shifts for the electronic levels and their decay rates increase with the temperature increase in several times.

It is found, that the temperature shifts of the electronic levels, caused by the interaction of electrons with acoustic phonons via
the piezoelectric potential at temperature values 77K and 300K, acquire only negative values and their absolute values also as well
as decay rates of electronic levels are increased with the temperature values increase.

The obtained values of the quantum transitions energies between the renormalized electronic levels are in good agreement with
the experimental values.
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