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Abstract. We calculate variationally the binding energies of a hydrogenic impurity and a
Wannier exciton in an arbitrary corner of well material surrounded by the barrier material. The
results show that the binding energy of ground impurity states in the corner can be comparable
with that of highly excited impurity states in the bulk when the corner structure becomes small.
However, the behaviour of the exciton in the corner is not the same as that of impurity; the
binding energy of the exciton varies with the corner structure insensitively. The dependences of
the impurity and exciton binding energies on the dielectric mismatch between the well material
and barrier material are also discussed.

1. Introduction

Because of the importance of impurity and exciton behaviours in the future design of
electronic and optical devices, studies of the hydrogenic impurity and exciton states in
low-dimensional systems (quantum wells, quantum wires and quantum dots) have attracted
both theoretical and experimental attention in the past few years [1-3]. Because of the
confinement in the low-dimensional structures, the binding energies of impurity and exciton
are enhanced considerably [4,5]. A variational approach is an effective method for the
study of impurity and exciton states in low-dimensional systems. The impurity and exciton
binding energies obtained by the variational theory have been successfully compared with
a variety of experimental results obtained by many researchers [2,6-11]. Usually, step
structures exist at the interfaces of low-dimensional structures [12, 13], and this affects their
electronic and optical properties considerably. When the dimensions of the step structures
are large enough, we can model them as corners [14]. In fact, corner structures exist
in any sample, such as a semiconductor corner surrounded by vacuum or metals (metal—
semiconductor heterostructures). The corner model can also be used for V-shaped grooves
at the surfaces, which appeared recently in the fabrication of quantum wire structures
[15-17].

In our previous paper [14], we have studied the electronic and impurity states in a right
corner. However, the angle of the corner structure is not usually a right angle. A corner
with an angle larger or smaller than a right angle could also exist at semiconductor interfaces
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[18,19] and in V-shaped grooves [15-17]. In this paper, we study the binding energies of
a hydrogenic impurity and a Wannier exciton in an arbitrary corner structure. Our results
indicate that the impurity binding energy decreases rapidly with decrease in the angle of
the corner structure, but the exciton binding energy does not apparently change when the
corner structure becomes small.

2. Electronic states
Let us consider a corner of well material of dielectric constansurrounded by barrier

material of dielectric constamb, as shown in figure 1. In the effective-mass approximation,
the Hamiltonian for electronic states considering the dielectric mismatch in the corner can

be written
72 2 2
HO(r) = - d {“’( a)+ Lo +8}+Ve(r)+v“(r) (1)

2m, | p 9p p% p20362 " 972
wherem, is the electron-band effective mass, andr) andV,.(r) are the electron image

potential and the electron-confining potential in the corner, respectively. The electron-
confining potential well is

0 16| < 6o
Voe(r) = (2)

(%) elsewhere

where 2 is the angle of the corner. If the electron is located at the posipon, z) inside
the corner, the electron image potential is

m n,2
p'e
V(r) = - ' ’
) ;i;_ 4eqp|Sin[(6 — 67)/2]| o
where
- €
- €1+ €

and(p, 6!, z) is the position of the electron image charge

n 6 + 2n0y evenn
== for 4)
—60 £ 2n6y oddn
withn=12,...,m and
10E | £ 60| <. (5)

In the case wherp > 0, i.e. 1 > €, which corresponds to the situation of a
semiconductor corner surrounded by vacuum or other materials with smaller dielectric
constants, the electron image potential inside the corner is positive (this can be seen
from equation (3)), and no localized electronic states exist in the corner. As the simplest
approximation, the electronic wavefunctions in the corner that we adopted are the same as
those which do not include the dielectric mismatch (see the appendix). The ground level
and electronic wavefunctions are

Eq=0
Cbo(’l’) =0.

In the case wherp < 0, i.e. 1 < €, which is the situation of semiconductor or
vacuum corners surrounded by metals [20], the electron image potential inside the corner is

(6)
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Barrier Material

Figure 1. The schematic representation of the corner structure that we considered, where the
well material and barrier material are inside the corner and outside the corner, respectively.

negative, and localized electronic states exist in the corner. According to the discussion in
the appendix, the following trial wavefunction for the ground electronic state in the corner
is used:

®o(r) = Nop® cOSvO) exp(—g) (v = 2”90) @)

whereN; is the normalization constant ands the variational parameter. The wavefunction
(7) satisfies the boundary condition. The ground electronic level is obtained as follows:

Eo= rrlin(éo(r)lH(O)(T)|¢o(T)>~ ®)

3. Impurity and exciton states

When a hydrogenic impurity is placed at the positign, 61, 0) inside the corner, the
Hamiltonian for the impurity states can be written

HOmy = T [LO (0N L 0 V) 4 Vel ©)
rT)=— — o By - ion\T e\T ec T
2m, | pop \Pop) T 02962 T 522
where
m n, 2
pe
Vion(r)=_ ; 10
;i;, e[p? + p? — 2pp; cosO — 0},) + 2212 (10)

is the sum of the impurity ion potential and its image potentials inside the corner. The
position of the impurity ion image chargg;, 6 ,0) is the same as that of the electron

In»

image charge (equation (4)) if ontyis replaced by, .
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If the centre-of-mass motion in thedirection is omitted, the Hamiltonian for a Wannier
exciton in the corner is given in the effective-mass approximation as

HO () W{13< a>+132} W{la( a>+132}
T) = — _—— e —— — —_ — _— — — &
2m | pe 90 \"op. ) " 02062 ] " 2my L ow 0on \"ops) T pZ 007

R2 92 &2
52— s 3 o5 T Ve(™)
210z e pZ + pj; — 2pepn COKO, — 6) + 22V
FVi () + Vet (1) + V= (1) + Vee(7) + Vipe(7) (11)

wherem,, is the hole-band effective mass,= m.m;/(m. + m;) is the reduced electron—
hole mass\V, () is the hole image potential/,.(r) is the hole-confining potential in the
corner, andv,—, (r) andV,—.(r) are the interaction potentials between the electron and hole
image charges and between the hole and electron image charges, respectively:

m n,2
pe
Vi(r) = . . (12)
;i:#_ Ae1pn| SIN[(Or — 63,) /2]
Vi (r) = 0 [6h] < B0 (13)
R oo elsewhere

m

n,2
Ve ==Y 3 re (14)

= .5 alp?+ pf — 2p.pn cOKO, — 6},) + 22 Y2

m n,2

Vie () ==Y Y re ‘ (15)

= A alp?+ 02 — 2pnpe cOL6; — 6},) + 22| Y2

Also, the position(p,,, 8, 0) of the hole image charge is the same as that of electron image
charge if onlyé is replaced by,.

The trial wavefunctions for ground impurity and exciton states, we take to be written
[5, 14]

Py (r) = N1p” cog(vh)

2, 2 _ 211/2
y exp(— (0= + p; — 2ppr cOSO — 01) + 27] ) <v _ 77) (16)
B 26y

and

P, (r) = Nop) cogvé,)p;, cOSvby)

2 2 _ 2 co ee ) 211/2
Xexp<_[pe + pj; — 2p.pn COY ) + 27 ) <U _ n) 17)
A 209

whereN; andN, are the normalization constants, ghdnda are the variational parameters.
The impurity and exciton binding energies in the corner are obtained as follows:

E; = Eo— rr};n<wl(r)|H“>(r)|w1<r>> (18)

Eemy = Eg + Eg — min(@,(r) H® (1), (r) (19)

whereEg(Eg) is the ground electronic (hole) level in the corner, which has been obtained
in section 2. The above integrals were calculated numerically.
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Figure 2. The dependence of the ground-state electronic level on the angle of the corner structure
for two different dielectric mismatches.

4. Results and discussion

Figure 2 shows the dependence of the ground-state energy level for localized electronic
states on the angle of the corner structure, where the energy is in units of effective Rydbergs:
Ryd" = mee4/2h_zef. In figure 2, we can see that the ground-state energy level increases
with decrease in the angle of corner structure and, the larger the dielectric mismatch

the larger the ground-state electronic level is (absolute value). The situation considered
in figure 2 could correspond to practical corner structures, for instance semiconductor or
vacuum corners surrounded by metgls>~ —1) [20]. In fact, the image states on the metal
surfaces have been detected by photoelectron spectra [21]. It is expected that localized image
states in the vacuum or semiconductor corners surrounded by metals could be detected more
easily because of the deeper ground level in the corners than on the surfaces, as shown in
figure 2.

Figure 3 shows the dependence of the impurity binding energy on the angle of corner
structure, where the impurity is placed inside the corner. From figure 3, it is apparent that,
different from the behaviours of impurity states in the quantum wells and quantum wires,
the impurity binding energy in the corner decreases with decrease in the angle of corner.
The results in figure 3 also indicate that the impurity binding energy in the corner can be
comparable with that of highly excited impurity states in the bulk when the corner structure
is small. Also, the larger the dielectric mismatch (from negative to positive), the larger
the impurity binding energy is. In our calculation, the following parameters are used: the
electron-band effective mass, = 0.067mq for GaAs, and the static dielectric constants
€1 = 131¢g ande; = 10.1¢p for GaAs and AlAs, respectively [4], wherey and g are
the free-electron mass and the vacuum static dielectric constant, respectively. Because the
dielectric mismatch in the vacuum/GaAs corner is larger than that in the AlAs/GaAs corner,
the corresponding impurity binding energy in the vacuum/GaAs corner is larger than that
in the AlAs/GaAs corner, as shown in figure 3(b).

Figure 4 shows the dependence of the exciton binding energy on the angle of the corner
structure, where we have used the effective Rydberg* Rydue“/Zh_Qef as the unit of
energy with the hole-band effective masg = 5.0m, in the calculation of figure 4(a). In
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Figure 3. The dependence of the impurity binding energy on the angle of the corner structure
with (a) five different dielectric mismatches and (b) well material GaAs and barrier materials
AlAs and vacuum, where the impurity is located at the position 0, 0) where p; = 0.05a3

anday = h%e1/m.e? is the effective Bohr radius.

figure 4(b), the heavy-hole and light-hole effective masses for GaAs gre- 0.35n¢ and

my, = 0.08mo, respectively [22]. From figure 4, we can see that the variations in exciton
binding energy with the angle of corner structure are not as rapid as those in the impurity
binding energy, i.e. the exciton binding energy varies with the corner structure insensitively.
Also, the larger the dielectric mismatch (from negative to positive), the larger the exciton
binding energy is, and the corresponding exciton binding energy in the vacuum/GaAs corner
is larger than that in the AIAs/GaAs corner.

The above results are interesting and their physical interpretation is as follows. Because
of the confinement of the electron in the corner structure, the barrier pushes the electron
from the impurity ion in the corner, and the probability that an electron appears in the
vicinity of impurity ion is smaller than that in the bulk; so the impurity binding energy in
the corner structure is much smaller than that in the bulk [14]. When the angle of the corner
structure is small, the probability that an electron appears in the vicinity of an impurity ion
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Figure 4. The dependence of exciton binding energy on the angle of the corner structure with
(a) five different dielectric mismatches and (b) well material GaAs and barrier materials AlAs
and vacuum.

is small. This is the reason why the impurity binding energy decreases with decrease in the
angle of the corner structure. At the same time, we note that the electron wavefunctions
for impurity states in the corner are similar to those of highly excited impurity states in
the bulk when the angle of the corner structure is small. For instance, when the dielectric
mismatch between the well material and barrier material is omitted and the corner structure
angle 3, = 90, 60, ..., 30°, the electron wavefunctions for impurity states in the corner
are analogous to those of third, fourth,, seventh impurity excited states in the bulk which
have been shown in equation (16), and the corresponding impurity binding energies in the
corner are in the vicinity of5, X, ..., LRyd", as shown in figure 3(a). However, the
wavefunctions for exciton states in the corner are not the same as those of the impurity
states, because the centre of mass of the exciton can exist everywhere in the corner, and
the effects of the barrier of the corner structure on the wavefunctions of exciton states
are not as large as those of impurity states; so the exciton binding energy varies with the
corner structure insensitively. When the dielectric mismatcbhanges from negative to
positive, the impurity ion image potentials change from positive to negative, as shown in
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equation (10). Because the impurity ion potential is negative, the impurity binding energy
increases with increase in the dielectric mismatch [14]. This also happens in the situation
when there are exciton states in the corner structure.

In summary, we have studied impurity and exciton states in an arbitrary corner structure.
Our results indicate that the impurity binding energy decreases with decrease in the angle
of the corner structure, but the exciton binding energy does not apparently change when the
angle of the corner structure becomes small. Step structures with large sizes and practical
corner structures usually appear in low-dimensional systems as mentioned above. We believe
that our results are helpful in the understanding of the electronic and optical properties of
the doped low-dimensional structures with large steps or corners.

Appendix

When the dielectric mismatch between the well material and barrier material is neglected,
the eigenvalue equation for the Hamiltoni&H® (r) is

ALY (0N, 20 2~ Eom (A1)
— —— | o= —— + — r) = r).
2m, | p dp pap p2 002 9z2
If we assume that the eigenfunction fBr? (r) can be written
D(r) = R(p)p0)9(2) (A2)
then equation (Al) can be divided into three independent equations which can be solved
easily, i.e.
19 ( R 2
(o) (a- %) k=0 (A32)
padp \' 9p P
P,
W +v @ = 0 (A3b)
3¢
where
2m,
k2 4+ k2 = = E. (A4)

The solution of equation (A8 is a Bessel function, and the wavefunction in thdirection
is a plane wave:

R(p) = Jy(k1p) (A5a)
¢(z) = LY* explik.z) (A5h)

where L is the length of the system in thedirection. By the boundary condition of the
electron wavefunction in the corner, namely

©(0)]o=20, = O (A6)
the eigenfunction of equation (A3 is obtained as follows:

6,'% cogv) o i v=(+Yr/80  (=012..)

(A7)
657 sin(v) v = nm/6 n=12..)

@(0) =
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wherev > 0, because the electron wavefunction should be finite whéends to zero, as
seen from equation (Af. The ground level and wavefunction of the system are

E;=0

CDo(T‘) =0. (AB)
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