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Impurities and geometrical effects on the electron energy spectrum of quantum rings
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We calculate the energy spectrum of semiconductor quantum rings. We consider a realistic model consisting
of rings with finite sizes and barrier potential and take into account an external magnetic field applied perpen-
dicularly to those structures. The solutions of the Schrodinger equations are found using an evolution method
not limited to small perturbations. The magnetic field leads to the Aharonov-Bohm (AB) oscillations, which are
strongly dependent on the presence of static defects. We consider charged impurities and interface roughness,
which break the cylindrical ring symmetry and can strongly affect, or even destroy, the AB oscillations.
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I. INTRODUCTION

Recent progress in nanofabrication techniques has al-
lowed the construction of a new confined structure called a
quantum ring (QR). The QR is often modeled by a cylindri-
cal quantum dot with an internal axially symmetric cavity.
This unique geometry has attracted much attention in the last
few years.!"!% In the presence of an axially directed magnetic
field, persistent current and oscillations of the electron en-
ergy as a function of the magnetic flux (Aharonov-Bohm
effect) were found to occur.!' The Aharonov-Bohm (AB) os-
cillations are due to a change of phase on the wave function
when the magnetic flux ¢ passing through the ring reaches
the magnetic quantum flux ¢y=h/e (h is the Planck constant
and e is the electronic charge). The structural modification
makes the electronic properties of rings quite different from
the dots. Quantum rings can be obtained, for example, from
GaAs quantum dots which are partially covered with
Ga(Al)As,? such that the original dots develop a hole in their
center and get a ringlike shape. Other materials, such as
InGaN/GaN,? In(Ga)As,® and InAs/InP,” have also been
used in the formation of QRs.

The electronic states of QR’s in the presence of external
fields have been the subject of intense investigation in recent
years.>®!12719 Some works pointed out that optical properties
and electronic states of actual structures are strongly affected
by impurities and geometrical imperfections of the system.
Monozon and Schmelcher® have considered the case of an
impurity center in a semiconductor QR and calculated ana-
lytically the binding energy of an electron in the presence of
crossed magnetic and electric fields, considering the QR po-
tential as an infinite barrier. Bruno-Alfonso and A. Latgé!>!>
also studied the effects of an impurity on QRs subjected to
an external magnetic field. They used a variational approach
to obtain the 1s-like shallow-donor impurity states, with the
impurity located inside the QR and at a medium distance of
the internal and external radii. They observed that, in this
particular case, the binding energy is essentially independent
of the external magnetic field. Dias da Silva et al.> analyzed
the effects of impurities on the AB oscillations in QRs and
their subsequent effects on the photoluminescence emission.
Monozon and Schmelcher® considered an analytical ap-
proach to the problem of an impurity in a QR, but their
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results are valid only for particular values of the external
electrical or magnetic field strengths and for particular geo-
metrical parameters associated with confinement in the QR.

Geometrical changes in QRs also affect the electronic
properties. Recently, Lavenére-Wanderley et al.?° and Bruno-
Alfonso and Latgé! analyzed the effects of eccentricity in
QRs, which can suppress the AB oscillations. Gridin et al.?!
studied the electronic states in QRs with arbitrary shapes,
showing the presence of state localization in regions of maxi-
mal curvature (at B=0). In all calculations, we observe the
same restrictions due to the perturbation method or to the
fact that the carriers are confined by infinite barriers outside
the ring.

In the present paper, we study the energy spectrum of an
electron in semiconductor quantum rings considering an ex-
ternal magnetic field applied perpendicularly to those struc-
tures, taking into account a realistic model consisting of
rings with finite size and barrier potential. The presence of
one or two positive and negative hydrogenic impurities is
considered and its effect on the AB oscillations is investi-
gated. The effects on the energy spectrum due to an arbitrary
deformation, such as lack of cylindrical symmetry on the
geometry of the structure and roughness on the ring surfaces,
are also considered. Contrary to previous theoretical studies,
we apply a nonperturbative method that can be used for any
magnetic field intensity, location of the impurities, and ring
shape. Moreover, it allows the study of excited ring states
and can also be easily generalized to tackle different radial
potential profiles (and in particular, smoother ones in the
presence of interdiffusion).

The paper is organized as follows. In Sec. II, we present
our model of a QR and discuss the method used to solve the
Schrodinger equation. In Sec. III, we present the effects of
the presence of impurities close to the ring on its electronic
levels. In Sec. IV, we analyze the AB oscillations in rings
that present an eccentricity or roughness of surfaces. Finally,
in Sec. V, we present our conclusions.

II. HAMILTONIAN MODEL

We consider a QR formed by the revolution around the z
axis of a cube with internal (external) in-plane radius |p|
=a(b) and ring height &, along the growth direction (z) (see
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FIG. 1. Energy shift AE,=E,(B)-E,(B=0) as a function of the
external magnetic field of the (a) ground state and (b) first excited
state, with rings of average size |p|=(a+b)/2=190 A and width b
—a=60 A (solid line) and b—a=120 A (dashed line), respectively.

inset of Fig. 1). Usually h.<<a,b so that one can approxi-
mately decouple the electron motions along the z direction
and in the x,y plane and retain in the analysis only the first
state along the z direction (adiabatic approximation). Conse-
quently, without loss of generality, our system can be con-
sidered two dimensional, with the electron confined in the
plane z=0. We also consider an external uniform magnetic
field B parallel to the z axis and hydrogenic impurities lo-
cated at ﬁ:ﬁimp and at a distance z=gz; from the QR plane.
Within the effective-mass approximation, the confining po-
tential is given by

0 ifa<|p|<b
V(p) = 1
(p) Vp otherwise. ()
The QR is embedded in a (GaAl)As matrix with the bar-
rier height V=190 meV, corresponding to an Al concentra-
tion of x=0.25. Considering a position independent parabolic
conduction band, the Hamiltonian can be written as

N
. - . .
=3 (P eA P+ VD) + 2 Vi, + V), (D)
i=1

where m” is the electron effective mass (m*=0.067m0 with
my as the free electron mass) and the vector potential is cho-

sen in the symmetric gauge A =%I§ X p. The potential due to
each impurity is taken of the form Vﬁmp= 4727‘;0/ (= Pimp)*
+Z,-2]”2, with Z; as the impurity charge, N is the number of
impurities, and the dielectric constant of the GaAs is taken as
€=12.5. This form follows after averaging the three-
dimensional Coulomb potential by the z-related electron den-
sity, which is assumed to be strongly localized inside the ring
(&-like along z). The last term in Eq. (2) is a perturbation to
the confining potential that breaks the cylindrical symmetry.
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We shall consider in Sec. IV both a geometrical (eccentricity
of QR shape) and interface-related disorder (interface rough-
ness) case.

The evolution method used to obtain the energy levels is
based on the solution of the time-dependent Schrodinger
equation.??~2* It is not limited to small perturbations and can
be used for nonlinear effects, including extreme conditions
created by laser pulses. Using this method, only states of
interest are involved and the calculation can be made to scale
linearly with the size of the system, contrary to methods
based on the linear response formalism which involve diago-
nalization of large matrices. Another advantage of this
method is that it does not use a basis expansion or adjustable
parameters and the effect of external fields is treated in a
nonperturbative way. These features are very important to
treat the impurity problem. In fact, due to the lack of sym-
metry, it is often very difficult to choose a reasonable trial
wave function (variational approach) or ensemble of wave
functions (method of expansion onto a basis) to describe the
electronic states for any magnetic field intensity. Indeed, in
the low magnetic field regime, the Coulomb field effect is
more important than the magnetic field effect, while for high
magnetic fields, the opposite situation occurs.

Let us briefly recall the main aspects of the evolution
method (for more detail, see Refs. 22 and 23). In order to
solve the time-dependent Schrodinger equation in general, it
is not possible to perform the exponentiation of an operator
exactly, and one must bring the operators to a diagonal form.
The time evolution of the wave function after one-time step
At is given by

V(i 1+ Ar) = e HAMP (7 p). (3)

Since the time evolution operator is unitary, the normal-
ization of the wave function is preserved and thus guarantees
the conservation of the probability and the unconditional sta-
bility of the method. For a time-independent Hamiltonian,
the propagation is time-reversal invariant and conserves the
total energy. The evolution method has been applied to ob-
tain an arbitrary number of eigenstates in various semicon-
ductor structures at B=0.2>* Here, we generalize this ap-
proach to tackle the magnetic field effects. We show in the
Appendix how to numerically implement this method. Basi-
cally, in order to obtain the electron eigenstates, we start
from an initial Gaussian wave packet and perform (according
to the outline described in the Appendix) its evolution in the
imaginary time domain, that is, one substitutes ¢ by —i7. Af-
ter a few steps, the wave function converges to the ground
state of the system. The excited states are obtained using the
same procedure, in combination with a Gram-Schmidt or-
thonormalization.

In order to illustrate the evolution method for the QRs, we
show in Fig. 1 the shifts AE,=E,(B)—E,(B=0) in the ener-
gies of the ground (n=0) and the first excited (n=1) states as
a function of the external magnetic field, with different val-
ues of ring size for ideal QRs (without the presence of im-
purities). As can be seen, the AB oscillations are present and
the period of oscillations slightly increases with the energy
level and ring width. This fact was expected both because the
excited state is more spread inside the ring region than the
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FIG. 2. Energy of the (a) ground state and (b) first excited state
as a function of the external magnetic field for a positive hydro-
genic impurity at two different distances z; to the ring plane z;
=10 A (solid line) and z;=30 A (dashed line), with a=140 A and
b=240 A.

ground state and because the ring area increases with its
width. In addition, since the magnetic flux through the ring
decreases with both factors, a more intense magnetic field is
necessary in order to observe the AB oscillations.

In the following sections, we consider the effects of dif-
ferent perturbations of the ideal QRs, which are expected to
be present in actual structures. Qur aim is to analyze the
robustness of the AB oscillations against static disorder. As
we shall see, realistic perturbations strongly affect (or even
destroy) the AB oscillations in QRs.

III. EFFECTS OF CHARGED IMPURITIES
ON ELECTRONIC LEVELS

To analyze the effects of hydrogenic impurities, we con-
sider initially a ring with size a=140 A and »b=240 A and
one single impurity with positive charge located at the posi-
tion 7;,,=(190 A,0,z;) with two different distances to the
ring plane, that is, ;=10 A and z,=30 A, respectively. Fig-
ures 2 and 3 present, respectively, the energies and the aver-
age in-plane radii of the ground and first excited states as a
function of the external magnetic field. As is evident, the
effects on the electronic structure due to a single hydrogenic
impurity is similar to the one resulting from the presence of
an external electric field applied in the ring plane (see, e.g.,
Ref. 6), representing a break of symmetry related to the field
acting on the confined electron. As shown in Fig. 2(a), the
AB oscillations were suppressed for the ground state for the
two impurity positions z;. The hydrogenic potential breaks
down the cylindrical symmetry and the electron ground state
confinement is strongly related to the impurity charge. The
reason is that for a positive impurity, the electron tends to be
bounded and consequently confined near the impurity
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FIG. 3. Average in-plane radius of the ground (ry) and first
excited (r) states as a function of the external magnetic field for the
same parameters as in Fig. 2.

charge. As seen in Fig. 3, the average radius for the ground
state is very close to the in-plane impurity position of 190 A
and almost independent of the magnetic fields below 10 T.
The first excited state [Fig. 2(b)] presents instead small en-
ergy oscillations due to its larger delocalization, showing that
the external magnetic field now starts to play an important
role. The oscillations of the energies with B are accompanied
by an analogous effect on the average radius, as shown in
Fig. 3. However, the hydrogenic potential is very strong even
for the first excited state and one observes oscillations on the
average radius smaller than 1 A. Figures 2 and 3 show that
the ground state AB oscillations are completely suppressed
by the presence of a “near” impurity. More generally, we
have checked that these oscillations start to be destroyed for
an impurity distance such that the electrostatic perturbation
to the ground state becomes comparable to the characteristic
QR energy spacing, i.e., when e?/(4e€y|z;]) = E;(0)— Ey(0).
For the parameters of the QR in Fig. 2, this corresponds to
lzl<1, 5(r)y=1, 5(a+b)/2.

Let us consider the same rings, but now with a negative
hydrogenic impurity at the same positions as in Figs. 2 and 3.
Figure 4 presents the energies of the ground and first excited
states as a function of the external magnetic field. Again, due
to the symmetry break, the AB oscillations were suppressed
for the ground state energy at two positions of the impurity.
The first excited state energy presents small oscillations as
long as the impurity stays away from the ring plane. Since
the impurity is negative, the energies are very different from
the ones with a positive charge. Although the average radius
for a positive (Fig. 3) and negative impurity (not shown) is
almost of the same order of magnitude, we have nevertheless
checked that the electron wave function becomes localized
along the circumference of the ring in the presence of an
impurity charge: for the negative (positive) impurity charge,
the electron is confined inside the ring the farthest from the
repulsive center (the nearest from the attractive center). The
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FIG. 4. Energy of the (a) ground state and (b) first excited state
as a function of the external magnetic field for a negative hydro-
genic impurity at two different distances z; to the ring plane: z;
=10 A (solid line) and z,=30 A (dashed line) for the same QR
parameters as in Fig. 2.

ground state localization diametrically opposed to the impu-
rity, as well as the suppression of its AB oscillation, starts
occurring when the electrostatic drop along the QR diameter
becomes larger than the characteristic QR energy spacing
E(0)—Ey(0) (see also Ref. 6). For large diameter QRs, this
rough criterion also leads to |z;| <1,5(r).

Now we will consider the effects of two hydrogenic im-
purities of the same signal in a QR with size a=140 A and
h=240 A, with the ﬁrst 1mpur1ty at r (190 A.,0,z;) and
the second one at r ( 190 A,0 zz) The existence of two
impurities presents a more complex analysis and the exis-
tence or not of AB oscillations depends strongly on the rela-
tive positions of impurities along z. Figure 5 presents the
energies of the ground and first excited states as a function of
the external magnetic field for the two attractive centers. In
Fig. 5(a), we observe that the energies of the ground and first
excited states do not oscillate if z; # z,. In this case, we have
two nonsymmetric attractive centers, which present in the
QR region a nonvanishing average gradient potential (like in
the case of one impurity center in Fig. 2). If the hydrogenic
impurities are at the same distance of the ring plane (z;
=z,), the total potential is symmetric (the in-plane average of
the gradient potential vanishes for any QR state) and conse-
quently we can see in Fig. 5(b) weak oscillations in both
energy levels. The amplitudes of the energy oscillations de-
crease rapidly when the impurities approach the QR for z;
=z, because of the strong perturbation of the impurities close
to the ring plane.

Considering two negative hydrogenic impurities, in Fig.
6, we present the energies of the ground and first excited
states and the ground state average radius as a function of the
external magnetic field. From Fig. 6, we can see that all
energy levels oscillate regardless of the positions of the hy-
drogenic impurities. This means that with two negative hy-
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FIG. 5. Energy of the ground state (solid line) and first excited
state (dashed line) with two positive hydrogenic impurities nearby a
QR with size a=140 A and =240 A, Wlth the first impurity at
a”(rip (190 A,0,z;) and the second one at 7l —( 190 A,O,zz) (a)

21210 A and 2,=30 A and (b) 2;=2,=30 A (z2,=2,=10.0 A in the
inset).

drogenic impurities, the magnetic field is more effective
compared to the case of two positive charges. This result is
understandable in that positive charges act as attractive
sources, while negative charges produce a repulsive field
and, consequently, do not present confined states near the
impurity center. The oscillations of the energies are accom-
panied by weak (less than 1% in amplitude) oscillations of
the ground state average radius (not shown). Now, all states
present oscillations on the average radius, but the more im-
portant ones occur when the negative charges are in a sym-
metric position (z;=2z,).

The principal trends of previous results can be qualita-
tively understood using a perturbation approach, as follows.
The various field induced crossings Ey(B)=FE;(B) of an ideal
QR involve two states, differing by one unit of angular mo-
[|=f). One can show on very general grounds,
and for an arbitrary distribution of N impurities of charge Z,
located at r,=(p,.z,) (p=1,...,N), that the AB crossings
should be replaced by anticrossings whenever the quantity
Ef};lZP exp(-q  |z—z,)exp(i6,)J,(p,q ) does not vanish,
where J,(x) is a Bessel function and ¢, a wave vector that
results from a two-dimensional Fourier decomposition of the
impurities potential. Indeed, this is the quantity that one gets,
after integration over the in-plane angular variable, when
evaluating the matrix element of the impurity potential be-
tween the two crossing states. This quantity (and thus the full
matrix element) never vanishes in the single impurity case
[provided it is not placed in the QR axis (p,=0)]. For two
impurities with equal charge (same Z,) and at the same in-
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FIG. 6. Energy of the ground state (solid line) and first excited
state (dashed line) with two negative hydrogenic impurities nearby
a QR with size a=140 A and b=240 A w1th the first 1mpur1ty at

l. —(190 A,0,z;) and the second one at r p:( 190 A,0 zz) (a)
1= 10 A and z,=30 A and (b) z;=2,=30 A and 21=2,=10 A in the
inset, respectively.

plane distance from the QR axis (same p,), this term van-
ishes for z;=z, and 6,=6,+ . Note finally that we always
have B-induced crossings for impurities located in the QR
axis (as, e.g., discussed in Refs. 16 and 17).

IV. GEOMETRICAL EFFECTS ON ELECTRONIC LEVELS

To study geometrical effects on the AB oscillations, we
consider elliptical QRs composed of concentric ellipses. To
more clearly analyze the geometrical effects, we will con-
sider systems which present different eccentricities, but with
the same area in order to have an equal magnetic flux
through the rings, without the presence of impurities. The
internal (j=I) and external (j=E) interfaces of the ring are
ellipses with eccentricities £;=a;/b;, with minor (major) axis
a; R]\g (b;=R; /\§ (see Fig. 7) Let us start with an ellip-
tlcal ring with same internal and external eccentricities & and
with R;=140 A and Rp=240 A. Figures 7 and 8 present,
respectively, the energies and the average radii of both the
ground and first excited states as a function of the external
magnetic field for different values of the eccentricity. We first
observed that the AB oscillations are suppressed when ¢ de-
creases. In fact, when & decreases the first two states tend to
become degenerated and the densities of charge are localized
in the regions of the QR of largest curvature. The decrease of
the amplitude of the AB oscillations when ¢ decreases is
similar to the one obtained for two positive impurities (with
71=2, and symmetric in-plane positions) when z; decreases.
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FIG. 7. Energy of the ground (solid line) and the first excited
(dashed line) state as a function of the external magnetic field with
different values of eccentricity, R;=140 A, and Rp=240 A.

A criterion for the appearance of the spatial localization
and the suppression of the AB oscillations can be obtained if
we recall that the characteristic level spacing E;(0)—E(0) of
a circular QR is roughly proportional to 1/R? where R is the
QR average radius. For the elliptical QRs in Figs. 7 and 8§,
one has R=R(6)=b cos*(6)+a sin*(#). The suppression of
the AB oscillation is expected to arise when the amplitude of
the angular variation of the characteristic level spacing be-
comes comparable to its value for the mean QR [circular QR
with average radius R,,=(a+b)/2], that is, when 1/R%
=1/a*-1/b. For the parameters in Figs. 7 and 8, this means
eccentricities less than £=0.6, in very good agreement with
the fully numerical results.

A different geometrical change in QR is to consider a
system where the internal barrier has cylindrical symmetry
and the external one is a concentric ellipse (system A). This
system can be experimentally expected due to the mismatch
of the lattice parameters in the formation of the QRs. Let us
consider the case where the internal interface has a radius
R,=140 A and the external ellipse presents an eccentricity &
with minor (major) axis a; =R\¢ (b;=Rg/\ §) with Ry
=240 A. In Fig. 9, we present the energies of the ground and
the first excited states as a function of the external magnetic
field with different values of eccentricity and compared with
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FIG. 8. Average radius of the ground state (solid line) and the
first excited (dashed line) as a function of the external magnetic
field with different values of eccentricity. Same QR parameters as in
Fig. 7.

the energies of QRs composed by concentric ellipses of the
same area (system B). For system B, we used the same defi-
nitions for the minor (major) axis of the concentric ellipses
and considered for the internal (external) ellipse R;=140 A

30.5
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FIG. 9. Energy of the ground state (solid line) and the first
excited state (dashed line) as a function of the external magnetic
field with different values of eccentricity and for the case when the
QR internal barrier has cylindrical symmetry and the external one is
a concentric ellipse (system A), and when the QRs are composed by
concentric ellipses (system B), having the same area.
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FIG. 10. Average radius of the ground state (solid line) and the
first excited state (dashed line) as a function of the external mag-
netic field for the same systems as in Fig. 9.

(RE=240 A). Since both systems have the same area, the
minima and maxima of the oscillations occur at the same
values of the magnetic field. Also, oscillations of the same
order of magnitude come out for very different values of the
eccentricity: corresponding to §=0.94 and £=0.85 for system
A and é=0.85 and £=0.65 for system B. This difference
obtains because in system B the width of the ring is constant,
while in system A, the ring width is very small along the
minor axis, compared to its value along the major axis. Con-
sequently, the wave function in system A will be localized in
the regions close to the major ellipse axis, corresponding to
two quasidegenerate states, similar to the effect of two posi-
tive impurities charges. The average radius of systems A and
B are shown in Fig. 10. As expected, the systems that present
small energy oscillations (A with ¢=0.85 and B with ¢
=0.65) have low oscillations on the average radius [see Fig.
10(b)]. In the systems with energies of the same order of
magnitude, the corresponding average radii in B are always
bigger than the ones in system A since concentric ellipses
(system B) have higher eccentricities compared to system A.

Another change in geometrical parameters in QRs is to
consider the existence of roughness at the ring interfaces.
These correspond to protrusions of barrier material in the
ring region or vice-versa. Here, we simulate one QR with
rough interfaces by assuming that the internal and external
interface radii can be described by a function of the type
(see, e.g., Ref. 25),

R(6) =R, +1r(6), (4)

LC nLC 2
r(0) =203\ —=— 2 ex [— (—) ]cos(n9+ )
. \“/ZTRaU n>0 P 2Rav ¢

(5)

where 6 is the in-plane angle, ¢, are aleatory phases, R, is
the average radius, ((r(0)*))">=0 the mean displacement
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FIG. 11. Energies of the first two QR states (bottom) and their
energy difference (top) as a function of the external magnetic field,
considering an ideal QR (solid line) and a QR with roughness at the
internal (dotted line) at the external (dashed line) and at both inter-
faces (square symbol).

from the average radius, and L is the correlation length of
the interface radius. The three parameters (set of ¢,, L., and
o) are in general different for the inner (R,,=R;) and outer
(R,,=Rp) interfaces.

To analyze the effects of roughness, we present in Fig. 11
the energies of the ground and first excited states as a func-
tion of the external magnetic field, considering an ideal QR
(circular interfaces) and for rings with roughness at only the
internal, only the external, or at both interfaces (R;=140 A,
Rp=240 A, og/=0xp=5 A, and Legy=Lcge=10 A). The AB
oscillations are present in all cases. However, the disorder in
any case transforms the field-induced AB crossing of the
ideal QR into anticrossings. This is because the disorder po-
tential has a nondefined angular dependence with, in particu-
lar, a nonvanishing |Al|=% component, which is able to
couple the two crossing states of the ideal QR. Note that this
is never the case for the different eccentricity configurations
discussed above, which all have a D-like in-plane symmetry
and thus are unable to lift the field-induced AB crossing
between the first two QR states. In Fig. 12, we show the
average radius of the ground and first excited states as a
function of the external magnetic field associated with the
states presented in Fig. 11. With the QR with ideal interfaces,
there is an abrupt change in some values of the magnetic
field, but depending on what interface roughness is present, a
smooth transition is observed between the ground and first
excited state for the same values of the magnetic field.

V. CONCLUSION

In this work, we have calculated the electronic states of a
semiconductor quantum ring in the presence of an axial uni-
form magnetic field. We have considered the effect of differ-
ent static perturbations on the energy spectrum of the QR and
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FIG. 12. Average radius of the ground state ({ry)) and first ex-
cited state ((r;)) as a function of the external magnetic field consid-
ering an ideal QR (solid line) and a QR with roughness at the
internal (dotted line) at the external (dashed line) and at both inter-
faces (square symbol).

considered, in particular, the effect of the disorder upon its
AB oscillations. To this aim, and contrary to previous theo-
retical works, we have applied a nonperturbative method,
which can be used for disorder of any strength. This has the
advantage of simultaneously enabling us to tackle important
defect perturbations, like the ones due to the presence of
charged impurity centers nearby the QR, while allowing not
only the description of the electron ground state but also of
the excited QR states. Our results show that the AB oscilla-
tions are very sensitive to the nature of the disorder. For
instance, an eccentricity in the ring geometry never washes
out the leading AB oscillations (and the field-induced cross-
ings) but may considerably decrease their amplitude: this is
because an important eccentricity generates a preferential lo-
calization of the electron wave functions near the regions of
largest curvature. On the contrary, random roughness in the
QR interfaces always lifts the field-induced crossings that
occur in a perfect QR but affects to a lesser extent the oscil-
lations amplitude (since in the general case, it does not lead
to any preferential localization along the QR circumference).
Finally, impurity centers, which are expected to be present in
actual structures, may considerably affect the energy spec-
trum. For instance, a charged center placed nearby the QR
region will suppress the oscillations of the energies with the
applied field.
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APPENDIX

In the numerical calculations, we consider our system
placed inside a large square hard box of side L. In the pres-

ence of an external magnetic field, we replace p by ﬁ+e/{
and use the expansion proposed by Suzuki.?® The time evo-
lution of the wave function [Eq. (3)] can be written as

r_‘))}

W(r,t+At) = exp{—ﬁV F)]exp(—AT>exp[

h
XW(F,1) + O(AP), (A1)
where the total kinetic energy is T=T,+T,, where
1 1 d :
T.=—=(p,— —ih——eyB/2| ,
x zm*(Px m*|: 1 Py ey :|
1 1 d :
T,= —=(p, +exB/2)’ = —= [— ih— + exB/Z} :
T 2m m ady
(A2)

The error introduced in this expansion by dropping the
term O(Af’) results from the fact that kinetic and potential
operators do not commute. Note that, at first glance, we
could be tempted to use cylindrical coordinates since we are
dealing with electrons in a quantum ring. However, our final
purpose is to analyze the effects of impurities and geometri-
cal defects in these systems, which break the cylindrical ring
geometry. For this reason, it is more convenient to use Car-
tesian coordinates (which are also easier to numerically
implement) in our numerical calculations.

At nonzero magnetic field, 7, and 7, do not commute and

—iAt —iAt —iAt
exp T(Tx+Ty) =exp| — T, [exp % T,

+O[B(AP)].

(A3)

To proceed further within this approximation, we define

n(r,t+ Af) = exp{%mT}} 7' (F,t+ Af), (A4)
7' (7.t + At) = exp _—Tx} &rt+ Ar), (A5)
and
. —iAt
&rt+ Ar) =exp V(F)]\I’(r 1, (A6)
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When we study systems with periodic boundary condi-
tions, the exponential containing the kinetic operator is effi-
ciently treated by the fast Fourier transform since it is diag-
onal in reciprocal space. However, when the system is not
periodic, we use the following expansion (see, e.g., Ref. 27):

—iAtT . iAt T, -1 . iAt
, a1 LY
Py 2% 2%

Equation (A5) can thus be written as

At # eyB d (eyB)z] -
i Fl-—S -+ "(Ft+ A
{ 4m [ x> ik ox * 2% 7 R+ A1)

At # eyB d (eyB)2 R
_{l—zh4m*{— 2 ax+ % &(r,t+ Ar).

(AB)

Using the finite difference method to discretize the func-

tions 7' (r,t+At), &7,t+Af), and their derivatives, Eq. (A8)
can be written for numerical purposes as

=B +ia) {1+ BL2+ ()T} = B(1 —ia”) 7],

=B(1+ia") & +{1 = BL2+ (@) + B(1 - i) &y,
(A9)

where a’=Axwfiy/4R, and B,=iR,A1/2%(Ax)?, being w,
and R, the effective cyclotron resonance and Rydberg, re-
spectively, and Ax and Ay the mesh in real space.

Using the same procedure for the propagation related to
the T, operator, we obtain for Eq. (A4),

- B(L+ia")p_ +{1+ B2+ (a7 - B,(1 —ia") myy,
=B,(1+ia)nl_ +{1 - B,[2+ (a") T} 7]
+By(l—ia/“)77{+], (A10)

with a'=-Ayw fix/4R, and B,=iR, At/2h(Ay)?. In Egs.
(A9) and (A10), the variables x, v, Ax, and Ay are in units of
effective Bohr radius.

With Egs. (A9) and (A10), the wave function propagation
is now reduced to a matrix problem. For a time-independent
Hamiltonian, the propagation is time-reversal invariant and
conserves the total energy. In order to obtain the electron
eigenstates, the outline described above is applied to an ini-
tial Gaussian wave packet and the evolution is made in the
imaginary time domain, that is, one substitutes ¢ by —i7. Af-
ter a few steps, the wave function converges to the ground
state of the system. The excited states are obtained using the
same procedure, in combination with a Gram-Schmidt or-
thonormalization. Typically, to obtain numerical conver-
gence, we use a mesh of N,=N,=141 squares with sides of
5 A each, Ar=0.2 fs, and we propagate the wave function up
to N,=28 X 10° time steps.

Tx} +O(AP).

(A7)

085316-8



IMPURITIES AND GEOMETRICAL EFFECTS ON THE...

*gil@fisica.ufc.br

fdegani @fisica.ufc.br

*king @fisica.ufc.br

Sjusciane @fisica.ufc.br

Irobson.ferreira@lpa.ens.fr

IB. Szafran and F. M. Peeters, Europhys. Lett. 12, 271 (2005).

2H. W. Choi, C. W. Jeon, C. Liu, I. M. Watson, M. D. Dawson, P.
R. Edwards, R. W. Martin, S. Tripathy, and S. J. Chua, Appl.
Phys. Lett. 86, 021101 (2005).

3T. Kuroda, T. Mano, T. Ochiai, S. Sanguinetti, K. Sakoda, G.
Kido, and N. Koguchi, Phys. Rev. B 72, 205301 (2005), and
references therein.

4Boris S. Monozon, Mikhail V. Ivanov, and Peter Schmelcher,
Phys. Rev. B 70, 205336 (2004).

5L. G. G. V. Dias da Silva, S. E. Ulloa, and A. O. Govorov, Phys.
Rev. B 70, 155318 (2004).

6B. S. Monozon and P. Schmelcher, Phys. Rev. B 67, 045203
(2003).

7T. Raz, D. Ritter, and G. Babhir, Appl. Phys. Lett. 82, 1706
(2003).

8 Daniel Granados and Jorge M. Garcia, Appl. Phys. Lett. 82, 2401
(2003).

9Z. Barticevic, M. Pacheco, and A. Latgé, Phys. Rev. B 62, 6963
(2000).

10A. Lorke, R. J. Luyken, A. O. Govorov, J. P. Kotthaus, J. M.
Garcia, and P. M. Petroff, Phys. Rev. Lett. 84, 2223 (2000).

11y, Aharonov and D. Bohm, Phys. Rev. 115, 485 (1959).

PHYSICAL REVIEW B 77, 085316 (2008)

12 A. Bruno-Alfonso and A. Latgé, Phys. Rev. B 61, 15887 (2000).

13 Jakyoung Song and Sergio E. Ulloa, Phys. Rev. B 63, 125302
(2001).

14Huyi Hu, Jia-Lin Zhu, Dai-Jun Li, and Jia-Jiong Xiong, Phys. Rev.
B 63, 195307 (2001).

15 A. Bruno-Alfonso and A. Latgé, Phys. Rev. B 71, 125312 (2005).

16C. M. Lee, W. Y. Ruan, J. Q. Li, and Ricard C. H. Lee, Phys. Rev.
B 71, 195305 (2005).

7C. M. Lee, J. Q. Li, W. Y. Ruan, and Ricard C. H. Lee, Phys. Rev.
B 73, 212407 (2006).

181.. G. G. V. Dias da Silva, S. E. Ulloa, and T. V. Shahbazyan,
Phys. Rev. B 72, 125327 (2005).

19M. Aichinger, S. A. Chin, E. Krotscheck, and E. Risinen, Phys.
Rev. B 73, 195310 (2006).

201, A Lavenere-Wanderley, A. Bruno-Alfonso, and A. Latgé, J.
Phys.: Condens. Matter 14, 259 (2002).

21D, Gridin, A. T. 1. Adamou, and R. V. Craster, Phys. Rev. B 69,
155317 (2004).

22M. H. Degani, Appl. Phys. Lett. 59, 57 (1991).

23M. H. Degani and J. P. Leburton, Phys. Rev. B 44, 10901 (1991).

2¥M. H. Degani, Phys. Rev. B 66, 233306 (2002).

23]. M. Ziman, Models of Disorder (Cambridge University Press,
Cambridge, 1979).

26M. Suzuki, Phys. Lett. A 146, 319 (1990).

27TW. H. Press, B. P. Flannery, S. A. Teukolsky, and W. T. Vetterling,
Numerical Recipes: The Art of Scientific Computing (Cambridge
University Press, Cambridge, 1989), p. 642.

085316-9



