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Abstract. The well-known hypervirial perturbation method (HPM), based on hypervirial relations and the
Hellmann-Feynman theorem, is suitable for the calculation of perturbation corrections of large order for
the non-relativistic, spinless, two-dimensional hydrogen-like atom in a uniform magnetic field. We show
analytical results in terms of the quantum numbers and large-order corrections for particular states. This
approach appears to be simpler and more efficient than the recently proposed one based on the Green’s
functions for this particular model.

1 Introduction

The two-dimensional hydrogen-like atom in a uniform magnetic field perpendicular to the atomic plane has received
considerable attention as a model for excitons in thin materials, such as nano-scale multilayer semiconductor systems.
The Schrodinger equation is separable in polar coordinates and has been solved approximately in many different
ways [1-13]. Here we are interested in the application of perturbation theory that provides approximate solutions in
terms of power series of the field strength that are suitable in the weak-field limit [3,8,10-13].

Several authors have obtained perturbation corrections of low order [3,8,10,11,13] but the most extended calculation
was due to Szmytkowski [13] who solved the perturbation equations of first and second order by means of the Green’s
functions. His analytical results, which are valid for all quantum numbers, suggest that some of the earlier results [10-12]
may be wrong. The Green function method is a powerful approach that requires considerable ingenuity and mastery
of the technique; however, it appears to be unsuitable for the calculation of perturbation corrections of larger order
because it soon becomes rather intractable.

There are other strategies for the calculation of the perturbation corrections for simple quantum-mechanical models
that are more efficient [14] and the purpose of this paper is to discuss one of them. Taking into account the interest in the
two-dimensional hydrogen-like atom in a magnetic field and the discrepancy between earlier perturbation calculations,
the present analysis appears to be fully justified.

In sect. 2 we outline the non-relativistic, spinless model and derive a dimensionless eigenvalue equation for the
radial part of the Schrodinger equation that is suitable for the application of perturbation theory. In sect. 3 we briefly
develop the chosen perturbation technique and apply it to the model mentioned above. Finally, in sect. 4, we summarize
the main results of the paper and draw conclusions.

2 Model

The model consists of a non-relativistic, spinless, two-dimensional hydrogen-like atom in a uniform magnetic field per-
pendicular to the atomic plane. It may also represent the effective-mass equation for an electron-hole pair in the pres-
ence of a uniform magnetic field [1,2]. For concreteness, in what follows we resort to the notation of Szmytkowski [13]
in order to facilitate comparison of the results. In the case of a symmetric gauge the Schrédinger equation is separable
in polar coordinates (0 < r < 0o, 0 < ¢ < 27). If we write the eigenfunctions as

B(r.¢) = %Pmi
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the radial part of the Schrodinger equation becomes [13]

R 42 RA(R-1/4) ehB Ze* B2
2m dr? 2mir? om 4degr 8m

P(r) = EP(r), (2)

where m and —e are the electron mass and charge, respectively, Ze is the charge of the spinless nucleus (clamped at
the coordinate origin), I = |my| and B is the field intensity. The bound-state solutions satisfy

lim P(r) =0, lim P(r) = 0. (3)
r—0 r—00
Straightforward application of perturbation theory to eq. (2) is unnecessarily cumbersome because one has to
carry all the physical constants and model parameters through the whole algebraic process [13]. For this reason it is
preferable to convert eq. (2) into a dimensionless eigenvalue equation. To this end, we define a dimensionless coordinate
g =r/L, where

ag 47T80h2
L= e ag =

, (4)

me2

and eq. (2) becomes

where

The unit of energy is
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enables us to compare the present results with those of Szmytkowski [13]. By means of the perturbation theory we
easily obtain the coefficients of the perturbation series

e(\) = Z epAP. (11)
p=0

Note that when we convert the Schrodinger equation into a dimensionless eigenvalue equation, we realize that the
natural perturbation parameter is A and not B.
When B =0 (A =0) the problem is exactly solvable and the allowed energies are given by [13]

1

O T, 11+ 1/2)2°

(12)

where n, = 0,1,..., is the radial quantum number (number of zeroes of P(r)). Following previous papers we also
define n = n,. + [ + 1 that resembles the principal quantum number of the three-dimensional hydrogen atom.
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The weak-field series (11) is divergent. If we define the new variable u = A/4¢ then the dimensionless operator H

becomes
1 d2 5 /\—1/4
H=VA| 2=+ — 2 13

f( 2du2+2u2 U +u>, (13)

which clearly shows that we can also expand the eigenvalues in the strong-field series

€= ﬁZej)fj/ll, (14)

j=0

which has a finite radius of convergence.

3 Hypervirial perturbation method

One of the most efficient implementations of perturbation theory for separable problems is the hypervirial perturbation
method (HPM) that combines the hypervirial relations and the Hellmann-Feynman theorem. If O is a linear operator,
then

(P|[H,0]|P) =0 (15)
is called a hypervirial relation, where [H,O] = HO — OH is the commutator between such pair of operators [14].
This equation holds if O is chosen so that (P|[HOP) = (HP|OP). Another important ingredient of the method is the
Hellmann-Feynman theorem that states that [14]
Oe oH
=y 1
7 () )
If
1 d? ¢ 1 K
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and O = j%lqj - qudiq [14] then eq. (15) becomes

2j6Qj71 + (] — 1) |:](j4_2) — §:| ijg + (2] — 1)Qj,2 — (2] + K))\QjJrK,l =0, j7=12,..., (18)

where Q; = (¢7). On expanding the expectation values in a Taylor series

Qj = Z Qj,p)‘pa (19)
p=0
we obtain
Qji= e o), (2 + DQj-14 2<'+1)2ij Qji—m + (2] + K +2)Qj+ k.
J,i = 2(] n 1)60 J 4 =2, J 7—1, J 2 em&ji—m i K i—1
j=1,2,.... (20)
In addition to this equation we also have
Q-1,i=-26+ (K +2)Qk,i-1, (21)

which comes from (18) with j = 1. It is assumed that Q9 = 1, so that Qo ; = J;0 is a starting point for the recurrences.
In order to obtain the perturbation coefficients €; and @) ; we need an additional equation provided by the Hellmann-
Feynman theorem (16)

1
ei = fQK,’i—la Z = 1,2,. c e . (22)
7
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The calculation is straightforward and for K = 2 (present case) we obtain

engﬁgiﬁ(—m2+3+5ﬁ—5ny (23)
62=—§%égﬁ(—mﬂ—1%#+¢w-9m%ﬂ+mﬁ%+5&n2—@9w+mwﬁ—2%nﬂ, (24)
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+29910 *n + 2311* — 1321° — 18360 n° + 6120 n° + 10440 I*n® — 52201°n") , (25)
64::-—§%é%;%%%%f (15522195 — 678255111 — 4005 1° + 153888490 n* — 180523168 n” + 145662172 n

— 1750602012 — 64292340 1?12 + 43194060 I?>n + 1991850 1* — 4020 % — 80558702 n° + 33863592 n°
+ 43836660 1°n® — 26018580 1°n* — 1640100 1%>n® + 4920300 12n® — 502740 1*n3 + 2563680 (*n?
—23123101*n — 3060 1°n% + 3060 (°n + 251370 1*n* — 6009164 n” + 1502291 n%) , (26)

The first two perturbation corrections agree with those of Szmytkowski [13] to which we added e3 and ¢4 that were
not reported before as far as we know. We can obtain as many perturbation corrections as desired by means of the
recurrence relations (20), (21) and (22) and available computer algebra software. However, the perturbation corrections
in terms of the quantum numbers may probably be too long for any practical use. If one is interested in weak-field
expansions of large order it appears to be preferable to obtain them for particular values of n and [ by means of those
recurrence relations. For example, when n = 1 and [ = 0, we have

oS o A0 ATOT 15522195 5189052501
1024 65536 16777216 1073741824
4896676641339 3094900497137871 20233178231139761499
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fs = 2658455991569831745807614120560689152
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2593203450314371618931792865686398116783507010792581025252777725
43556142965880123323311949751266331066368 '

The only purpose of showing these expressions here is just to provide a benchmark for anybody interested in the
application of present approach. All the perturbation corrections can be easily and straightforwardly calculated by
means of the recurrence relations (20), (21) and (22) [14].

It is worth noting that the HPM cannot be applied to the operator (13) for the calculation of the strong-field
series (14). The reason is that the unperturbed operator Hy = limy_, o AY2H is an even function of the coordinate
u and therefore the recurrence relations do not yield the expectation values U; = (u’) for odd and even j necessary
for the application of the technique and the calculation of U_;.

€20 — — (27)
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4 Conclusions

The calculation of perturbation corrections of large order by means of the Green’s functions does not appear to
be practicable. On the other hand, the HPM yields simple straightforward recurrence relations for the systematic
calculation of the perturbation corrections to the energy and expectation values of powers of the coordinate. These
recurrence relations are suitable for programming in available computer algebra systems which greatly facilitates
the systematic calculation of those perturbation corrections to any desired order. It is worth mentioning that the
HPM applies to the Schrédinger equation that is suitable for deriving the necessary hypervirial relations. It is not, at
present, clear whether this approach (or a suitable variant) can be successfully applied to the relativistic Dirac equation
recently treated by means of perturbation theory [15]. In this case the author resorted to the Sturmian expansion of
the two-dimensional generalized radial Dirac-Coulomb Green function.

Present results agree with those of Szmytkowski [13] and not with those derived by other authors by means of
the Levi-Civita transformation of the coordinates and the expression of the resulting two-dimensional Hamiltonian
operator in terms of suitable creation-annihilation operators [10-12]. We have no doubt that their weak-field expansions
do not agree with the actual ones. For example, the weak-field expansions derived by Hoang et al. [12] are not correct
because they come from approximate variational expressions for the energies. However, it is worth mentioning that for
sufficiently large field intensities they fit the actual eigenvalues more accurately than the exact weak-field expansions
that are strongly divergent.
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