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Abstract

Dispersion laws of the full optical phonon spectrum of a nanotube made of wiirtzite-type
materials as well as the corresponding Frohlich electron—phonon interaction terms are derived
and studied within the framework of the dielectric continuum model for a uniaxial crystal. The
coupling coefficients describing electron—phonon interaction are obtained in an analytical
closed form, depending on the dispersion law of the involved phonon branch. We present and
discuss results of numerical calculations of optical phonon spectrum and Frohlich coupling
coefficients for some chosen wiirtzite AIN nanotubes. Observed features, induced by the

anisotropy of wiirtzite-type materials, are discussed.

(Some figures in this article are in colour only in the electronic version)

1. Introduction

Since their discovery, initially as a particular form of
carbon [1], nanotubes (NTs) have been subject to a thorough
study, both theoretical, due to their fundamental significance,
and experimental, due to their potential applications in various
fields of technology.  With the advent of new growth
techniques, an increasing number of anisotropic wiirtzite-type
materials, such as ZnO [2], GaN [3, 4], AIN [5, 6], BN [7],
have been successfully cast in g-1D NTs.

For device applications, understanding the electron—
phonon interactions in NTs is of great importance, particularly
in the case of wiirtzite III-nitride semiconductors, where it is
known that electron—optical phonon interaction plays a main
role in determining free carrier mobility. The studies of the
electron—optical phonon interaction (Frohlich interaction) in
nanostructures are based mainly on the dielectric continuum
(DC) model [8]. One can identify two main reasons for
using the DC model: first, it allows one to obtain analytical
closed-form expressions that can be used for calculating
the properties of nanostructures made of structurally similar
materials, at least in the limit of long wavelength phonons.
Secondly, this model is essentially analogous to the envelope-
function method used for describing the electronic spectrum in
nanostructures; consequently, on this basis, electron—phonon
coupling can be consistently analyzed. In addition, it is worth
mentioning that the results obtained with the DC model, e.g. in
the case of GaAs/AlAs planar heterostructures, were proved to
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be in good agreement, within the limits of their validity, with
those resulting from detailed microscopic calculations [9] or
found in experiments [10].

Recently, the DC model was used to describe some
features of optical phonon spectra and electron—optical phonon
coupling in g-1D anisotropic (wiirtzite-type) semiconductor
systems [11-13].  Those studies were mainly devoted
to the interface phonon modes and their coupling with
conduction band electrons in wiirtzite GaN/AIN cylindrical
quantum wires [12] or core—shell wiirtzite cylindrical quantum
wires [13]. Also, a classification of the possible types of optical
phonon modes in g-1D nanostructures was proposed [12, 13].
The full spectrum of the optical phonons, as well as their
interaction with electrons in a freestanding quantum wire
made of wiirtzite-type materials and the corresponding polaron
problem were investigated in [16].

The aim of this paper is to investigate confinement effects
on optical phonons and on electron—optical phonon interaction
in a cylindrical nanotube made of anisotropic, wiirtzite-type
materials. It is organized as follows: the dielectric continuum
model appropriate for use with our considered anisotropic
system is introduced in section 2. We then calculate and
analyze, in section 3, the full optical phonon spectrum of
the nanotube; numerical results carried out in the case of
wiirtzite AIN cylindrical NTs, for two different ratios of the
inner and outer radii are presented and discussed. Finally,
in section 4, the Frohlich Hamiltonian is obtained; Frohlich

© 2009 IOP Publishing Ltd  Printed in the UK
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coupling constants are calculated numerically and the results
are discussed.

2. Equations of the model

We consider a cylindrical tube having inner radius R; and outer
radius R,, made of an uniaxial anisotropic polar material with
its optical axis directed along the tube axis. To simplify the
study of the optical phonon modes in such a system, we work in
the context of the dielectric continuum (DC) model, restricting
ourselves to the case of polar crystals having the optical phonon
field described by a 3D real vector field. This assumption
allows us to investigate the properties of optical phonons in
uniaxial crystals such as layered materials (InSe, GaSe, Pbl,,
etc), wiirtzite-type materials (ZnO, CdS, GaN, AIN, InN), and
other anisotropic polar materials. However, the numerical
results presented in this paper are restricted to the case of AIN.
According to the uniaxial symmetry involved, the equations of
the model are written in terms of three vector fields (i (F, t)—
the optical phonon field, P (7, t)—the polarization field and
E (7, t)—the electric field) [14]:

-

N (F 1) + Bl Ey(F, 1)

ﬁ(x(?v t) = ﬁ?Zﬁ(X(?s t) + ﬁng(x(?s t)

iy (F 1) = 0

where the index o corresponds to a direction that is either
parallel (@« =||) or perpendicular (¢« = 1) to the optical axis.
The expressions of the B-coefficients lead to a diagonal form
for the dielectric tensor, with the components [14]:

2 2
(0fp) —w

TR E
(@ho)? —o?

@)

£q (@) = €4(00)

where &,(00), wf, and w{, are high frequency dielectric
constant, the transverse phonon mode frequency and the
longitudinal phonon mode frequency along the principal
direction «, respectively. In the electrostatic approximation,
the electrostatic potential ® (¥, ¢) is the key quantity of the
problem. Performing a partial time-Fourier transform of
the fields involved, the components of the phonon field are
obtained from (1) in terms of the spatial derivatives of the
electrostatic potential, according to the relation:

Y (@i, 0) = —VO(F, w) 3)
a=|,L
where
ge(®) = [(050) — 0*1/B%. )

In every distinct domain of the system (p < R, R} <
p < Ry,orp > R,), the electrostatic potential satisfies the
following equations:

A =0, (p <Ry )
Zq)(Z) 32q)(2) 32q>(2)
g (w) 2 + 8L(w)<8—xlz + 3—)65) =0,
(R < p <Ry (6)
APY =0, (p > Ry), 7

where p = (x? 4+ x3)!/2.

In terms of cylindrical coordinates (p, z, ¢), the
electrostatic potential in domains 1 and 3 is given by the
expressions:

M (p,z, ¢) = Za“w @ Ol (qlp), @)

% (p,z,9) = Za“wmq(z,go)Kmaqm), )

Iy (2) and K, (z) being the modified Bessel’s functions of the
first and the second kind, respectively [15]. By considering
periodic boundary conditions along the optical axis of the
system we obtain

eiqzeim<p
9
V2L

withg = ZL r = 0,£1,£2,...and m = 0,£1,£2,.. .,
respectlvely, L is the length of the tube. In domain 2, the form
of the electrostatic potential is

lglp
CD(Z)(,O, Z,9) = |: (2)f(1)< )
mz,q 5@)]
lg1p

(Z)fa)( 5@ >|>}W’"q(z’¢)’

where, depending on the sign of the ratio s(w) =

qu(zv (0) = (10)

Y

e1(w)

(@) the

functions f(V(z) and f?(z) are defined by the equalities:
() = Ln(z) and fP(z) = Kun(z) for s > 0 and,
respectively, f{'(z) = Jj () and fP(z) = Y} (2) for
s < 0; Jiy(2) and Y}, (z) are Bessel’s functions of the first
and second kind. Standard electrostatic boundary conditions
are considered at the two surfaces of the tube. At the surface
p = Ry, these conditions lead to the equations:

R
L (lg|R1) = amq(w)fg)('q'il)
s ()|
R
s (w)]
! _L(a)) (1)'< lg| R )
a1 = Is(w>|[a’"q(w)f‘“ s@)]
' R
+ ﬁnlq(a))félz) <|q|71):|, (13)
s (w)]
where ay (@) = a’f;(w)/a(l)(w) and Bg(@) =
b\ () /af)) (w). By introducing the quantity & = % and

taking into account the classical expression of the Wronskian
of the solutions of Bessel’s equation [15],

w) 1
o) @' () — :
Jo @ fy @) = | @]z

the expression of &, (@) and B,,, (w) coefficients are obtained:

Y@ 2@ - (14)

g () = —E& 5 |[1|m|(|q|R1)f<2> (&)

- Yt )'I.m.aqml)f@)(&)}
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Iqu(a)) é]l |

s (w)]
e1(w)

We have to note that the above defined «,,,(®) and B, (w)
coefficients depend on w in two ways: firstly, through &; and,
secondly, due to the presence of the factor % in (15)
and (16). Then, in domain 2, the electrostatic potential which,
in addition, satisfies the electrostatic boundary conditions at the
inner surface, has the form:

[lm(|q|R1>fni”’<a>

I{m|(|q|R1)f,ﬁ”(€1)] (16)

% (p,z,9) = Za“>qu(s, O Wag(z, ), (17)
where £ = \/“‘S"(—Z)‘ and
Fpg (€, @) = g (@) fVE) + Bug (@) fPE).  (18)

3. Optical phonon modes

By imposing electrostatic boundary conditions at the outer
— — _lalR> : : ;

surface, p = {32, & = S ), the equatlen for'the dispersion

law of the optical phonon modes can be written in the compact

form:

Jm(g, @) =0, 19)

where

@] Fn(ers ) Kn(lgIR2)
m 5 = - . 20
fld ) == T T K(qlRy

This way of writing the equation for the dispersion law of
the optical phonon modes will be used in the appendix to
obtain the normalization constant for the eigenvectors of the
phonon field and, consequently, to put the electron—phonon
interaction term into a closed form. In the following, in order
to discuss the frequency spectrum of the optical phonon modes
we use (15), (16), (18) and (20) to put (19) in its developed
form:

1y Vis@)| £(1) \m\(“l‘Rl)
I €D = %oy S GV, TRy
(y Ss@)] £(1) K[ (Iq1R>)
m (82) =575 (&) ¥k
2y JIs(@)] £(2) I\m\(|‘1|R|)
f (gl) el (w) f (g )I\M\(VHRI) (21)
f(Z) (g_— ) VIs(@)] (2)(§ )K (Ig|Ry) -~
SR ) Kon(lIR2)

The classification of the optical phonon modes of the tube
is similar to that used in the case of a wire [16], resulting
in surface phonon modes for s > 0, with ¢, < 0, and
confined phonon modes for s < 0 (quasilongitudinal modes
for e; < 0 and quasitransverse modes for ¢ > 0). The
presence of the inner surface leads not only to the appearance
of the corresponding surface phonon modes, but also to the
modification, in the long wavelength range, of the whole
phonon spectrum, as will be specified in the following.

3.1. Dispersion laws of surface phonon modes

The spectrum of the surface phonon modes, having frequencies
distributed in the range (a)%o, wﬂo), is composed by two sets
of phonon branches, each set corresponding to one surface.
The phonon branches of the inner surface are situated in the
upper part of the surface phonon spectrum. We introduce a
new superscript index u, taking the values 1 and 2 in order to
label the surface phonon branches corresponding to the inner
and outer surface, respectively. We shall call this index the
character index and, in the following, we shall use it also to
label the confined phonon modes (as quasitransverse phonon
modes for © = 3 and quasilongitudinal phonon modes for
© = 4). Among the surface phonon branches, the ones with the
angular number m = 0 have a peculiar behavior, changing their
character to a confined type at specific values of the wavevector
lg|, irrespective of the value of the ratio R;/R,. Thus, by
taking into account that in both situations s(w) — oo, for

w — a)Tlo, w > w%o in the case of the m = 0 branch of

the outer surface modes (1 = 2), or v — wﬂo w < a)EO in

the case of the m = 0 branch of the inner surface modes (u =
1), respectively, approximate expressions of m = 0 Bessel’s
functions for small arguments &; and &, can be used, so that the
value of |g| which determines the branch character changing
is obtained for each set. Then, the m = 0 phonon branch,
corresponding to the outer surface, changes its character into
that of the quasitransverse m = 0 branch, for values of |g|
smaller than q(gz), given by

0 = = : [R
0 R; — R} &)(oro)

Ki(gy R
?2)
Ko(gy R2)

Iiqq” Rz)i|
(g Ro)
(22)
By taking the limit R; — O, the result obtained in the case of
a quantum wire (see (33) in [16]) is recovered for qéz).
Also, the m = 0 phonon branch of the inner surface
(uw = 1) changes its character into that of the m = 0
quasilongitudinal phonon branch for |g| < qél), where

= a(wﬂo)[ 1 Iy(q0" Ry)
0 =

ln(%) R Io(qol)Rl)
In the limit |g| — 0, the phonon mode frequencies withm #£ 0

of the two sets depend on the ratio =L, being given by the
relation:

1 Ko(gl"
o(q ) Rz)} (23)
R K} (q" Ry)

()

152 1L \2_&
(wip)” + (w1) ai?oo)
(0] ’

1+ 8m

£1(00)

)= 24)

(g

with 4 = 1 for the inner surface and © = 2 for the outer
surface; we have denoted

(1>_1_ R

_ @y-1
» TR = (&)

(25)

One can easily verify that, according to (24), the degeneracy of
the surface modes with m # 0 at ¢ = 0 encountered in the case
of a wire (the common frequency value is the solution of the
equation ¢ (w) = —1) [16] is lifted in the case of a tube. For
the outer surface modes, irrespective of the ratio R;/R,, the
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Figure 1. Spectrum of optical phonon modes of a wiirtzite-type AIN tube with R, /R, = 0.85 (a) and R, /R, = 0.5 (b), respectively. The
phonon branches of all types with the same m value are drawn with the same type of line: a black line for m = 0, a blue (gray) line form =1
and an orange (light gray) line for m = 2. Solid lines with corresponding colors were used for drawing the modes with / = 1, while dashed
lines were used for drawing the modes with [ = 2. At the scale of the plot, both quasilongitudinal and quasitransverse confined modes with

| = 2 are overlapping for R, /R, = 0.85.

values (24) (in fact solutions of the equation &, (w) = —g'?)
always exist. However, the situation is quite different for the
phonon modes of the inner surface, particularly in the domain
of large wavelengths. Thus, an inner surface branch with
m # 0 exists in the whole range of g only if the frequency !,
the solution of the equation ¢, (@) = g(l) is smaller than the
value wﬂo. Otherwise, at a specific value of |g| denoted by
gD, the branch adopts a quasilongitudinal-branch character.
For |g| — o0, the branches of both sets meet the limit value
wy, the inner branches from above and the outer branches from
below, where «y is the corresponding solution of the equation
SJ_((,U)S”((,U) =1.

3.2. Dispersion laws of confined phonon modes

The confined phonon modes of the tube, derived from
the solutions of the electrostatic potential ®®(p, z, @) for
s(w) < 0, identified for a three-dimensional wiirtzite-
type crystal with the so-called extraordinary optical phonon
modes, can be classified, similar to the case of a wire [16],
in quasilongitudinal modes, for © € (o], 0f,), and
quasitransverse modes, for w € (a)TO, a)Tlo). In addition to the
indices m, g and p, a supplemental index / appears, labeling
different solutions of (21). Note that, in the case of a wire made
of an isotropic material, this supplemental index is associated
with the /th zero of the Bessel function J},,(z).

For u fixed, the phonon spectrum is composed by a
set of confined phonon branches, w = a),(n’ﬁl)l = wf]ﬁ)(q),
depending on |¢g|. In the following, in order to be consistent
with the notations used for treating in a similar manner the
various types of phonon normal modes, we assign the index

[ = 1 for the surface modes (© = 1,2) in the following
notations w,(n’g)l = w[(r’l‘l) (q) = w,Sﬁf,) and u,(,’fq)l F) = un )(r)
In figures 1(a) and (b), the full spectrum of optical phonon
modes of an AIN tube is presented for the values 0.85 and 0.5
of the ratio R;/R,, respectively. The following values of AIN
parameters were considered [17]: gj(o0) = 4.77,&,(00) =
477, 0l = 611 cm™, iy = 671 em™", 0], = 890 cm™!
and wi; = 912 cm~!. As can be seen, with increasing R;/R>
ratio, more quasilongitudinal (i = 4) phonon branches change
their character into that of a inner surface (w = 1) phonon
branch: (4,0,1), (4,1,1) and (4,2, 1) in figure 1(a), and
the branches (4,0, 1) and (4, 1, 1) in figure 1(b). All other
confined quasilongitudinal phonon branches start from a)LLO for
|g|R, — 0and go to a)” at large values of |g|R;.

With regard to the quasuransverse phonon modes, all the
branches start from a)TO, for small values of |g|R,, and go
to a)TO, for large values of |g|R,, excepting the branch with
m = 0 which changes its character, becoming an outer surface
branch for values of |g| greater than qéz). Introducing the unit
vectors {€,, é,, é;} of the cylindrical coordinates system, and
considering (3), (4), and (17), the components of the phonon
field eigenvectors (along, and perpendicular to the optical axis,

respectively o« = || and o = L) are given by the expressions:
. ig
iy (0. 2. @) = af,,’t)f”mez g (@ @) Fn(E. @), (26)
(,U-)(])
mqu_(p <, QD) = ( ) mq(z’ QD)
x [*p 9L b1 6 0) + 8, 2 P, w)} @
JIs o
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where, in fact, the frequency o is the frequency a),(n’;)l of the
corresponding normal mode. In a similar manner to that
developed in appendix A of [16], the orthogonality relation
verified by the eigenvectors of the optical phonon field is
found:

/ dv u(“)*(r)u(“)[ (F) = Smm 8qq 8118y - (28)
v

Taking into account the orthogonality relation (28) and
considering the above formulae, the expression of the
normalization constant afn’;),(]) for all types of optical phonon
modes is obtained, in the appendix, in the following compact
form:

2000 \1/2
algu)l(l) — 80\4\1?7) _
1q 2 1/2
[e” (w)e 1 (w) <Fr;1( l?xl(lfjn)) —3f"‘;z)"")j|
w=w£:;1
(29)

3.3. Dispersion laws for a slab, obtained as a limiting case

Based on the asymptotic behavior of the Bessel functions at
large arguments, V(&) — (2x&)71%ef and fP (&) —
(%)'/ 2¢=% for s > 0, and, respectively, fV(&) —
(F)'Peos(E — § — %) and fP(E) — ()7 sinE -
T — 5, for s < 0, in the limit R, R, — oo, but with
Ry — Ry = d = const., (21) recovers the form of the optical
phonon dispersion law, with a wavevector directed along the
optical axis, for an anisotropic slab having an optical axis in
the plane of the slab:

_lqld g1 + /s

e v = , fors > 0, 30
L (30)
and .
 lqld \/
e_'% = lelLT’ fors < 0, 31
e —14/]s

p being the parity index, with p = 1 for symmetric modes and
p = —1 for anti-symmetric modes.

4. Free phonon Hamiltonian and electron—-phonon
interaction

In this section, by paying an equal consideration to all types of
optical phonons, the Frohlich Hamiltonian is obtained for our
considered anisotropic tube. First, we discuss the Hamiltonian
of the free phonons. The Hamiltonian of the free optical
phonons of a quantum wire Hp,, was obtained in [16] by
starting with the following expression for the energy density
of the free optical phonons:

h(F) =Y 3L+ (@56) 4l (F) — Bl Ea (Fua (F)] (32)

a=,L
resulting in

Hyp = / dvh (7). (33)
\4

In (32), I1, is the o-component of the momentum density,
canonically conjugated to the corresponding component of the
field u,.

Here, in order to obtain the contributions of all types
of phonons to Hpyp, all the fields appearing into the forms
of the Hamiltonian densities will be developed in terms
of the eigenvectors of the phonon field, which verify the
orthogonality relation (28). In the following, we shall consider
[1(7) and () as field operators written in the Schrodinger
picture. Thus, the operator i (7) can be written in terms of the
phonon normal modes (m, g, [, ®):

Q) = Y hp [0 (Fats, + he.], (34)
mqlp
where, w1thout losing the generality of the problem, the

quantities )Lm 1 are considered to be real quantities, depending

() ()+

mal mq are the annihilation and creation

()
mgql

on|m|and|q|;a, and a

operators for the phonon mode (m, ¢, I, ). The operators a

and a(‘ )+ satisfy typical Bose commutation relations:
+ +
[af(f’ft])l’ o )1] =0, [ar(n/f])l ’ f(nuq)l 1=0,
(35
+
@), a5 = S S g Sy

For the purpose of putting the phonon Hamiltonian into the
form

_ (] W+ (1)
Hyy = Y how (@) (ay g, + 1),
mqlu

(36)

we make use of the classical equation of motion (formally
identical with the equation verified by the operator written in
the Heisenberg picture)

=i, (37)

to derive the following expression in the Schrodinger picture
for the operator IT:

_iZ

mqlp

@) = o ol (@) i (Fat, —h.c.).

(38)

By using expression (34) of the operator u(7*), the o« component
of the electric field operator in (1) can be put into the form:

2 ()
Ea(}-;):Z )\’([L) (CUT()) (Cl) (Q)) [(—>(;L)( Vad r(n;/;])l+h.c.]’

mql o ”“]l
maqlu 12
(39)
with « =], L. By using (32), (34), (38) and (39), and

taking into consideration, in addition to the orthogonality
relation (28), the relationship verified by the phonon normal
modes

—>(])(;l.)* (r)

(D) =
7 @@,

—q.l

(40)

the desired form (36) of the Hamiltonian of optical phonons is
obtained by choosing

s ()" @1
"\l @)
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Next, we derive the Hamiltonian describing the interaction
of conduction band electrons and the optical phonon field
(Frohlich interaction). This interaction, induced by both
types of polarization charges contributing to the electrostatic
potential—the volume charges and the surface charges, is
written as

e <0;

He ph = e®(F), (42)

e is the electron charge and @ (7) is the electrostatic potential
including all of the above specified contributions.

Phonon mode contributions to this Hamiltonian will
be obtained by developing the electrostatic potential in
terms of eigenvectors of the phonon field. By taking
into account the solution (11) for the electrostatic potential,
the development (34) of the phonon vector field and the
expression (41) of the constant )\ffq),, the electron—phonon
interaction Hamiltonian is obtained in the form:

He—ph = - Z Fr(np}) (Q)

mqlp
X | Wing (2, 9) Fn % aye +he. | (43)
Is(@gy ()]
where
he? \1/2
r(q) = (g
mi ST Ry \\2 0fu(q. 2
‘[8|I(0))8L(w)(Fr41( /|l|isl(a;)|)) fd(Z) )]w:w”f‘q’,|
(44)
Figures 2 and 3 show the behavior of the coupling

coefficients Fr(n’ﬁ) (g) for all types of optical phonon modes

for an AIN tube with R;/R, = 0.85 and R;/R, = 0.5,
respectively; the coupling coefficients with |m| < 2 and
I = 1,2 are plotted in all cases (u = 1, 2, 3,4). A
significant result, also seen in the case of a quantum wire made
of anisotropic materials [16], is that quasitransverse phonon
modes interact with band conduction electrons. This is a
consequence of the anisotropy of the material: for isotropic
materials, coupling coefficients corresponding to transverse
phonon modes are all zero. However, the values of F[(s,) (g) for
quasitransverse modes are much less than their counterparts
for quasilongitudinal (1« = 4), inner (1« = 1) or outer (u = 2)
surface modes over the whole investigated |g| R, range. All the
coupling coefficients corresponding to phonon modes whose
character is changing from an (inner or outer) surface mode
to a confined mode (quasitransverse or quasilongitudinal)
are continuous, with continuous derivative at |g|R, values
where this change occurs. An interesting observation is
that, with increasing R;/R, ratio, the values of FI(:,)(q) for
quasilongitudinal modes, changing their character into inner
surface modes, increase significantly at small |g| R, values.

5. Summary

To summarize, dispersion laws of the full optical phonon
spectrum for a cylindrical nanotube made of uniaxial
anisotropic wiirtzite-type materials were obtained in the frame
of the DC model. Using an appropriate form [16] of the energy
density of the optical phonon system and the orthogonality
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Figure 2. Coupling constants F,(n],) (g) and F,(f,) (¢) (a) and,
respectively, Frfl)(q) and l"r(j,)(q) (b) for a wiirtzite-type AIN tube
with R; /R, = 0.85. The values of |¢g| R, where the character is
changing from a confined mode to a surface mode are marked by
vertical dash-dotted lines. Coupling constants are plotted,
respectively, in black for m = 0, in blue (gray) for m = 1 and in
orange (light gray) for m = 2; solid lines correspond to / = 1, while
dashed lines correspond to / = 2. Beyond the transition points where
the change of character occurs, solid lines are continued with dotted

lines, to illustrate the continuity of the corresponding F,(n’i)(q)s.

relation verified by the eigenvectors of the optical phonon
field, the contributions to the Hamiltonian of the system of
all types of optical phonons were found. The presence of
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Figure 3. Coupling constants F,(n],)(q) and F,(\f,)(q) (a) and,
respectively, Frfl) (¢) and F,(If,) (q) (b) for a wiirtzite-type AIN tube
with R; /R, = 0.5. The values of |g| R, where the character is
changing from a confined mode to a surface mode are marked by
vertical dash-dotted lines. Coupling constants are plotted,
respectively, in black for m = 0, in blue (gray) for m = 1 and in
orange (light gray) for m = 2; solid lines correspond to / = 1, while
dashed lines correspond to [ = 2. Beyond the transition points where

the change of character occurs, solid lines are continued with dotted

lines, to illustrate the continuity of the corresponding F,(n’i)(q)s.

the inner surface induces, in addition to the occurrence of the
corresponding surface phonon modes, important modifications
of the whole phonon spectrum in the long wavelength range.

Thus, the degeneracy of the outer surface modes with m # 0
and ¢ — 0, encountered in the case of a wire [16], is raised
in the case of the tube. Results of numerical calculations
for nanotubes made of wiirtzite AIN were presented. As a
consequence of the uniaxial anisotropy of the materials, all
the confined modes show dispersion, in the range [a#o, a)TlO]
in the case of quasitransverse modes and, respectively, in the
range [a)ﬂo, a)ﬂ-o] in the case of quasilongitudinal modes. It
was found that confined modes with angular number m =
0, both quasitransverse and quasilongitudinal, switch their
character into that of a surface branch at specific values of
the wavevector; this holds irrespective of the value of the
ratio R;/R,. The m = 0 quasitransverse mode switch
to m = 0 mode corresponding to the outer surface, while
m = 0 quasilongitudinal mode switches to a m = 0 mode
corresponding to the inner surface. In addition, depending on
the Ry/R, value, m # 0,/ = 1 quasilongitudinal branches
may switch to inner surface branches with the same m: the
greater the ratio R;/R,, the more pronounced this effect
is. Also, the form of the interaction Hamiltonian of optical
phonons with a conduction band electron was found. The
coupling coefficients, describing the electron—optical phonon
interaction, for all types of phonons, were obtained in an
analytical closed form, which is an extension to this case of
other similar expressions obtained for 3D [18] and gq-2D [19]
systems or g-1D nanowires [16] made of uniaxial anisotropic
materials. As an effect of anisotropy, there is an interaction
between quasitransverse phonon modes and conduction band
electrons. However, this interaction is weaker than in the
case of quasilongitudinal or surface phonon modes. For
those phonon modes which switch from a quasitransverse or
quasilongitudinal confined character to surface modes, the
coupling coefficients are continuous with continuous derivative
at the switching points. The results we have obtained are
of practical interest in considering the polaron problem or
the electron scattering on optical phonons in such type of
systems, as well as in considering the problem of a g-
1D axially-symmetric heterostructure of the type anisotropic
material(1)/anisotropic material(2).
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Appendix

Considering (26) and (27) giving the components of the
eigenvectors of the optical phonon field, the orthogonality
relation (28) leads to the following expression of the

normalization constant ay),):

(1y|—2 ko ‘]2 2
a = dpp{ Fi6, o)
ol = [, el
q*
]

mZ
[ﬁFrﬁ(?w)Jr (Fr;(é,w))z}}. (A1)

g1 (@)
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In the following, in order to simplify the expressions, we shall
make the notation A = \l/’TL renouncing also, for the moment,
to explicitly specify into the formulae the @ dependence of the
different quantities: Fi, (Ao, @), s(w), gj, 1 (w), &), 1 (@). Now,

integrating by parts the last term in the right-hand side of (A.1),

Ry
f 40 P00 = L FaGp F 00|
R,

R
2 1
- / dp me(kp)[F,ﬁ(Ap) + —F,;(Ap)}, (A2)
R Ap
and, taking into account the Bessel-type equation,
s 2
F(p) + —F/ m(Ap) = <| RBE 2)F *p),  (A3)
(A.1) becomes
) )Lp Ry
lasy| * = = Fu(Ap) Fy,(Ap)
81 R
q2 )\’2 s R, 5
S-S depFaGo) (A4)
8 8L sl ] Jr,

The last integral is an extension of the so-called Lommel-type
integral [15] to the case of a general solution of the Bessel’s
equation (A.3). One obtains

R,
/ dp p(Fn(p))? = |S|{p [(F (r0))?
Ry

1 R
— Fn (o) Fry(Ap) — EFm(Ap)F;(Ap)“

(A.5)

R,
Now, in terms of & variable, (A.4) can be put into the form:

a2 = §<i + i)F’ € Fut®)|
ma 2\g1 g/ " R,
2 Ry
é 1 s / 2 "
tol7 -2 (Fn@G)™ = Fun®F, &) || . (A0
81 8 R
where f],z = )»Rlyz.
By taking into account the relations:
1 0
— =2 f1.4 (@) (A7)
gL (@) 20 Jw
and 5 5 5
9 _ & (0 By (A8)
Jw 28”81_ Jw Jw
(A.6) can be put into the form
M- €0
laf)| > = ——(I(Ry) — I(Ry)). (A.9)
(1)8”
In the above expression we have denoted
9 /
I(p) = %(ngi)SFm(év ) Fn(§, ) —2(¢)€1)§
8§ / 4
X %[(Fm(é, 0))* — Fu(§, 0) F (&, w)] (A.10)
At this moment, we have to stress that in (A.10) the

function Fi, (€, w) depends on R; due to electrostatic boundary

conditions at the inner surface, a fact which leads to the
dependence on R; of the coefficients o,,q(w) and B, (w).
Because, at the two surfaces, the electrostatic boundary
conditions are written in terms of the functions

Fn(é12, )
Fl(&12, 0)

in the following, we shall evaluate the w derivative for these
functions, by taking into account the double dependence on
o as we have mentioned before. Now, performing the w
derivative of the functions defined by (A.11), and taking into
account the expression (14) of the Wronskian, one obtains

98" (w) _ %[1 B Fm(Ei,w)F,ﬂ(&,w)}

" (w) = (A.11)

dw dw (F i, w))?
s 9Bmg(w) 8am,,(w)
+ & 5| <amq () —F— £y ,qu( ) ——
1
X — (A.12)
(Fy, (&, w))?
withi =1, 2.
In these conditions, (A.9) becomes
o &0 52 0
gl = 7 (F (52, @) {—(s..sug@(w)
a (2)(a)) g &
— 266, 8 }——0—‘(F & 0)?
Jw
ad ag
x {—(8||8J_)g(])(a))—28||8l g (“’)}, (A.13)
Jw w
an expression which, after some calculations, can be
transformed into a more compact form:
&
jajigl = =214l Raley (@)e L (@) | (Fyy (52, )
0 [ +/l1s(w)] 2)
X —|——¢"(w)
dw \ &) (w)
€0
+ ZIqul|8||(w)8¢(w)I(Ff;(§1, ))?
0 [
w (V@) (A.14)
dw \ &) (w)

From the electrostatic boundary conditions (12) and (13) at the
surface p = R, the following relation results:

Is@) _ fim(glRD

M ; A.15
8§ @) 1, (qlR) A1)
which leads to
0 1) s (w)]
8a)( () ——— 5 (@) ) 0. (A.16)

Consequently, the second term of the expression (A.14)
cancels. In these conditions, the form of the normalization
constant of the eigenvectors of the optical phonon field can be
written in terms of the w derivative of the function fi,(q, ®)

defined in (20), obtaining
|9|R, ))2
, W
s (w)]

>N ’

Liglfe e @) 7

» lw} . (A.17)
o= ()

w w

-2
|amq| =
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We have chosen this approach to derive the expression
of the normalization constant because it readily yields a
generalization to the case of the core—shell structure of the type
GaN/AIN, for example.

It is important to verify that, in the limit of a quantum
wire (R; — 0, R, = R) the expression (A.17) recovers the
relation (B.10) in [16]; for the sake of simplicity we shall
restrict ourselves to the particular case of the surface phonon
modes. Thus, for the surface modes of a wire, the dispersion
laws are given by the relation (22) in [16]:

f(O) =0, with
FO _ EL@) I (S K/ (11 R (A.18)
mq -

V5@ 1, (LE) Kn(lgIR)

— 0, R, = R, the function F,, (J'%)

becomes the modified Bessel function of first kind 1}, ( W)
so that, in this particular case, the functions f®(w) and

mq
fm(q, w) are related by the following expression:

Kn(IgIR) [0 (@)
K} (1g1R) /e, (w)e) (@)

Because, both (20) and (A.18) have the same solutions (the
frequencies of the surface phonon modes), denoted here, for
the sake of simplicity, by @, it is easily verified that

<3fm(q, w))
Jw

In the limit R,

Sm(g, w) = — (A.19)

1 I\m\( NGO ) af,

s EL(@e)(®) I‘m‘(\'/’%) ow

3

=0

(A.20)

proving that (A.17) reduces to the expression (B.10)
in [16].
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