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Energies of the bound states of the hydrogen atom in a uniform magnetic field are calcu-
lated for field strengths greater or equal to By~2.35X10° G. The convergent behavior of
the quantum excesses (negative quantum defects) makes it possible to determine completely
the bound-state spectrum for given values of the field strength B and the azimuthal quan-
tum number m. For |m | =0,1, and 2 results are presented which determine to a uniform
relative accuracy of at least 0.1% the energies of all bound states for arbitrary field
strengths from B/By=1 to B/B;=500 or higher, beyond which the adiabatic approxima-

tion is of comparable accuracy.

I. INTRODUCTION

The hydrogen atom in a strong uniform magnetic
field! B=(0,0,B) is accurately described over a
large range of field strengths B by the simple non-
relativistic single-particle Hamiltonian

2 2
=§—'u—%~+wlz+%uw2(x2+y2) , (1

where u is the reduced mass of electron and proton
and the oscillator frequency o is half the cyclotron
frequency

w:%a)c———eB/(Zyc) .
At a field strength of
B=By=p’e’c/#~2.35X10° G

the oscillator energy fiw hecomes equal to the Ryd-
berg energy

R=ue*/H~13.6 €V .

In terms of the dimensionless field-strength param-
‘eter

y=B/By=#w/R ,

relativistic corrections® to the simple model (1) are
negligible for fields with. y<10*. On the other
hand, the effects of spin-orbit coupling! can be
neglected for fields with > 10~ The effect of the
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nonseparability of the two-body problem in the
presence of an external magnetic field has been in-
vestigated by several authors.>~> For fields with
¥ > 100, this effect is not negligible, but for a hydro-
gen atom at rest it can be accounted for accurately’
by a constant energy shift which depends only on y
and the azimuthal quantum number m. For finite
momenta of the hydrogen atom, simple scaling laws
can be used’ to reduce the two-body problem to the
one-body problem described by (1).

For magnetic fields in the region y~1 and y> 1,
which may be important in astrophysical situa-
tions,® the solutions of the Schrodinger equation
governed by the Hamiltonian (1) are still fragmenta-
ry. This is true in spite of the formal simplicity of
the problem and the large amount of attention it
has received.!~!® In the region y> 1, accurate cal-
culations of energy levels exist only for a few
discrete field strengths and only for the lowest few
eigenstates for a given azimuthal quantum number
m. The reason for this is that, although axial sym-
metry and conservation of parity 7 reduce the prob-
lem to a two-dimensional Schrodinger equation in
each m™ subspace of full Hilbert space, no further
reduction to one-dimensional problems has been
possible except in the adiabatic approximation,'?
which is accurate in the region y >>1.

The present investigation is based on an expan-
sion of the wave function of relative motion of elec-
tron and proton in Landau orbitals, which has al-
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ready been used as an appropriate expansion for the
high-field case by Simola and Virtamo.® In contrast
to all previous investigations, the present calcula-
tion (which is described in Sec. II and in the Appen-
dix) is accurate not only for low-lying states but
also for highly excited states. This makes it possi-
ble to study the convergent behavior of the quantum
excesses (negative quantum defects) in each m ™ sub-
space and thus to completely determine the energies
of all bound states for given values of the field-
strength parameter y and the azimuthal quantum
number m. In Sec. III, results are presented for
| m | =0, 1, and 2 which completely determine to a
uniform relative accuracy better than 0.1% the ener-
gies of all bound states for arbitrary field strengths
ranging from y=1 to y=500 or higher, beyond
which the adiabatic approximation is of comparable
accuracy.

II. METHOD

For a given azimuthal quantum number m, the
wave function ¥(p,z) [p=(x%+?)'"?] can be ex-
panded in Landau states @y ,,(p) which are eigen-
states of the two-dimensional harmonic-oscillator
Hamiltonian!” with radial quantum number N and
oscillator energy (2N + | m | +1)%iw: '

¥p,2)= 3, onmplon(2) . 2)
N>0
It is convenient to subtract from the Hamiltonian
(1) the normal Zeeman shift m#iw and the zero-
point energy (|m | +1)fiw of the lowest Landau
state (N =0), so that the Hamiltonian no longer de-
pends on the sign of m, and the ionization threshold
lies at E=0 in each azimuthal subspace. Inserting
the expansion (2) into the time-independent
Schrddinger equation then leads to a set of coupled
equations for the wave functions @y (z):
p:

——+Van(2)+2N%w |py(2)
2u

+ 3 Van(2)py(z)=Eg@y(z) . (3)
N'£N
The diagonal potentials Vyy and the coupling po-
tentials Vyy, NN ’? are given by

%)

(—
APV m(p) -

Vinld)= [, papeNmlP) 5 o
@)

Asymptotically ( |z | — o), the diagonal potentials
approach the one-dimensional pure Coulomb poten-

tial whereas the coupling potentials vanish:
Van(2)~—8y ye*/ |z | (5)

for |z| —>ow. The deviation of the potentials (4)
from the asymptotic form (5) is appreciable over a
range of the order of the oscillator width
b=V'#i/uw which is related to the field-strength
parameter y by

b=ayv2/y, (6)

ay~0.53 A being the Bohr radius.

For each value of the azimuthal quantum number
m and the parity 7 (with respect to reflection at the
x-y plane) Egs. (3) constitute a set of coupled-
channels equations, the channels being defined by
the radial quantum numbers N of the various Lan-
dau excitations perpendicular to the direction of the
magnetic field. Neglecting the coupling potentials
in (3) leads to a set of uncoupled ordinary differen-
tial equations for the wave functions @y (z). This is
the ‘“adiabatic approximation” which has recently
been studied in considerable detail by Wunner,
Ruder, and Herold.>!? It becomes increasingly ac-
curate as y increases, and in the asymptotic limit
y—oo it reduces to the problem of the one-
dimensional free hydrogen atom which has been
discussed by Loudon. '

By directly solving the coupled equations (3) in-
cluding up to eight channels in the expansion (2),
Simola and Virtamo® calculated the binding energy
of the ground state in the subspace m™=0% for
fields with y=2,20---2Xx10% Aldrich and
Greene’ have used a matrix-diagonalization pro-
cedure based on expanding the functions ¥(p,z) in a
basis of Gaussians of varying widths and have cal-
culated up to six eigenvalues in a given m” subspace
for y=1, 2, 5, and 10 and for some values y < 1.
Except for the work of Wunner e al.,'> who use the
adiabatic approximation, Ref. 9 was up to now the
only calculation which went beyond the lowest two
or three eigenstates in a given m™ subspace for
fields with > 1.

The present calculation is based on diagonalizing
the Hamiltonian matrix in a nonorthogonal basis
obtained by expanding the wave functions @y(z) in
(2) and (3) in a basis of displaced Gaussians:

@i(2)=(V7b) "2 exp[ —(z—2z,)2 /271, (D)

out of which components of positive or negative
parity are projected according to the sign of ;

@) =1[g;i(D)+ei(—2)] . (8)
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The basis defined by Egs. (7) and (8) is complete
if reasonable (e.g., constant) width parameters b;
and a sufficiently dense mesh of displacements z;
are used.!” In the present physical situation it
turned out to be most effective to choose the spac-
ing between neighboring mesh points and the corre-
sponding width parameters to be proportional to the
square root of the distance from the origin z=0,
which for hydrogenlike states near the ionization
threshold means proportional to the de Broglie
wavelength. This is achieved by a basis

z;=cagi’, b;=acayi, i=1,2,... (9)

defined by two dimensionless parameters: ¢ which
determines the density of the mesh and a which
determines the overlap of neighboring Gaussians.
For positive parity subspaces an additional Gauss-
ian of width by=acay/2 and centered at z,=0 is
included in the basis.

Since the basis (9) allows for tight mesh spacing
near the origin, where the wave functions have the
most short-range structure and is more widely
spaced at large distances, it is well adapted to the
description of highly excited hydrogenlike states.
Tests on the negative parity states of the exactly
soluble free one-dimensional hydrogen atom and in
the framework of the adiabatic approximation
showed that a uniform accuracy of about six signi-
ficant figures can be obtained for the lowest n
eigenvalues (in a given m” subspace) if 5Xn to
10X n Gaussians are included in the basis. Within
the adiabatic approximation the present method
reproduces virtually exactly the calculation of
Waunner and Ruder '® for y=100. In fact, for the
17 eigenvalues calculated by Wunner and Ruder for
each azimuthal quantum number |m | =0, 1, and
2, the only deviation in the significant figures given
is for the m =0 ground state, where the present cal-
culation gives a binding energy 7.4937 Ry as op-
posed to the value 7.4940 Ry given in Ref. 12(a).

In the present calculation, up to 100 Gaussians
were used to represent each wave function @y(z)
and up to 25 channels were included in the expan-
sion (2). However, the convergence properties of
the energy eigenvalues or rather of the associated
quantum excesses (see Sec. III) made it possible to
restrict the total dimensions (number of channels
multiplied by the number of Gaussians) of the ma-
trices to be diagonalized to 200 or less. Further de-
tails of the numerical calculation are given in the
Appendix.

III. RESULTS

The ground-state binding energies obtained in the
present calculation are shown (in units of rydbergs)
in Table I and compared with the results of Simola
and Virtamo® and Aldrich and Greene,’ with the
finite-elements calculation of Kaschiev, Vinitsky,
and Vukajlovié,!! with the perturbative calculation
of Pavlov-Verevkin and Zhilinskii,!* and with the
variational calculation of Praddaude,” who was one
of the first authors to accurately calculate the
lowest few eigenvalues in the region y~1. The re-
sults of the adiabatic approximation are also shown.

The present results agree to within at least 0.1%
with most previous calculations. Whenever there is
a noticeable disagreement between the results of
Ref. 13 and those of Ref. 8, both of which claim
high accuracy for very strong fields, the present re-
sults tend to agree more accurately with Ref. 8. In
fact, the values presented by Pavlov-Verevkin and
Zhilinskii!® cannot be accurate to all significant fig-
ures given, because at y=2000 their calculation
gives less binding than the adiabatic approximation.
Binding energies of a few excited states obtained for
y=2 are shown in Table II and compared with the
results of Refs. 7, 9, and 13, as well as with the adi-
abatic approximation.

In Table II and throughout this paper, the bound
states in each m ™ subspace are labeled by the quan-
tum number n which determines the energy of the
state in the asymptotic limit y— oo, Where the spec-
trum becomes that of the one-dimensional hydrogen
atom!®

lim E,=—R /n? (10)
Y—>
for all m™. In each m™ subspace there is one hydro-
genlike state for each value of n=1,2,3,.... In
each positive parity subspace there is an additional
“tightly bound state” which corresponds to n=0
and becomes infinitely bound in the limit y— .
In the region ¥ > 1, one quantum number # is suffi-
cient to label all the bound states in each m™ sub-
space. States which in the adiabatic approximation
correspond to higher Landau excitations
N=1,2,3,... [see Eq. (2)], are separated from this
lowest set of states by an energy of roughly
2N#w=2YR [see Eq. (3)], and all lie above the ioni-
zation threshold at E=0. Owing to the coupling
between the various N channels, these states are un-
stable against decay of the Landau excitations.
Table IT shows that the present results agree with
the calculations of Refs. 7 and 13 to within at least
0.1%, with the exception of the n=0 and n=2
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TABLE I. Binding energies in units of rydbergs for the tightly bound state in the subspace
m™=0%. Present results are compared with the adiabatic approximation and with the results
of Praddaude,* Aldrich and Greene (A and G),® Kaschiev, Vinitsky, and Vukajlovié¢ (KVV),°
Simola and Virtamo (S and V),% and Pavlov-Verevkin and Zhilinskii (P and Z).¢

v 1 2 20 200 2000
Adiabatic 1.36321 1.799 55 4.298 60 9.3834 18.574
Praddaude 1.662 33 2.044 42
A and G 1.6620 2.0439
KVV 1.66228 2.044 43 4.4073
Sand V 2.044 4.4306 9.4540 18.609 4
P and Z 2.028 64 4.42892 9.45808 18.548 10
Present 1.661 2.044 44303 9.454 18.608

#Reference 7.
bReference 9.
“Reference 11.
dReference 8.
“Reference 13.

TABLE II. Binding energies in units of rydbergs of some levels for y=2. Present results
are compared with the adiabatic approximation and with the results of Praddaude,® P and
Z.> and A and G°® (see Table I for reference symbols).

n Adiabatic Praddaude P and Z A and G Present
m™=0"%

0 1.799 54 2.044 42 2.028 64 2.0439 2.044

1 0.33268 0.34806 0.348 16 0.3473 0.3480

2 0.13466 0.138 84 0.1383 0.1386

3 0.072 189 0.0736 0.07373

4 0.044 878 0.0445 0.04563

5 0.030567 0.0265 0.03099
m™=0"

1 0.58752 0.59539 0.59500 0.5950 0.59541

2 0.19223 0.193 88 0.193 64 0.1921 0.19371

3 0.093 296 0.0910 0.093 795

4 0.054 816 0.0505 0.055042
mT™=1%

0 1.154 32 1.199 17 1.198 56 1.1978 1.19921

1 0.28107 0.28508 0.28494 0.2826 0.28490

2 0.12138 0.1191 0.12244

3 0.066 969 0.0628 0.067 498
m"=1-

1 0.48692 0.49053 0.49042 0.4893 0.49048

2 0.17382 0.174 56 0.1718 0.17458
mT=2%

0 0.924 21 0.94243 0.94224 0.9414 0.942 34

1 0.25557 0.257 36 0.2562 0.25735
mT™=2"

1 0.43284 0.434 88 0.4321 0.43491

2 0.162 86 0.16332 0.16332

#Reference 7.

YReference 13.
‘Reference 9.
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states in the subspace m”=0%. However, if we
look beyond the first two or three states in each m™
subspace, the present calculation is obviously a sub-
stantial improvement over the only previous calcu-
lation by Aldrich and Greene.” The binding ener-
gies of the excited states given in Ref. 9 are notice-
ably smaller than in the present calculation and, for
larger values of n, even become smaller than the
binding energies in the adiabatic approximation.
This indicates that in Ref. 9 the subspace in which
the Hamiltonian is diagonalized is too small to
describe the more highly excited states. Enlarging
the subspace leads to lower energy eigenvalues
(higher binding energies) of all bound states.”’

When dealing with hydrogenlike spectra as in the
present case, it is convenient to study not the energy
eigenvalues E, themselves, but rather their devia-
tions from a pure hydrogen spectrum as expressed
in the quantum excesses §,,:

E,=—R/(n+8,)?. (11)

Each effective quantum number n+8, defined by
Eq. (11) will be larger than the corresponding quan-
tum number n, because the true potential in Eq. (3)
is less attractive at short distances than the poten-
tial of the free (one-dimensional) hydrogen atom.
Thus, the quantum excesses 8, are all positive and,
according to Eq. (10), converge to zero in the
asymptotic limit. Except for the plus sign in Eq.
(11) the quantum excesses correspond to the “quan-
tum defects” which are used to characterize the
spectra of alkali-metal atoms, where the potential
seen by the valence electron is that of a free hydro-
gen atom at large distances, but becomes more at-
tractive at short distances.”!

The quantum excesses §, are plotted in Fig. 1
against 1/n for y=2 and for the m ™ subspaces with
m=0,1,2. The corresponding numbers deduced
from the energy values of Aldrich and Greene’ are
shown for comparison.

As is expected?! for a potential which differs
from a pure Coulomb potential only at short dis-
tances, the quantum excesses in each m™ subspace
converge to a finite limit as n— «. In addition,
Fig. 1 shows that within each m™ subspace, the
dependence of the quantum excesses 5, on n is very
weak and is very similar in the adiabatic approxi-
mation and in the full calculation, especially if we
look only at states with n > 1 and do not include the
n =0 tightly bound state in the positive parity sub-
spaces.

The y dependence of the quantum excesses 8, and
8, is shown in Figs. 2 and 3, respectively, for m™
subspaces with m =0,1,2 and for 1<y <500. For

T T T T 1 | p—
| I 1T
.0 —
» m’=2"
g -
om0 o7
n ) =
09 B : : mv: |+ o ]
0.8+ —
- T ]
B : mT=0" "]
0.7 . e
I ,
.
o [ | Quantum Excesses for y =2 .
0.6 | ®Exact :_
- o Adiabatic Approximation _
= + Aldrich and Greene(1979) —
— ~ g p—
0.5 m’ =2 —]
L . -
- gwgg s 8 —
- g ]
B . om7=| 7
04 2 —
— gmmst n
n A _
03— ’ m’ =0~ N
.
— L] —
| omxit e
TR B A S RS
0 0.5 1.0 n=0

| /n

FIG. 1. Quantum excesses 8, for y=2 in the m™

subspaces with m =0, 1, and 2. Present results (solid
dots) are compared with the adiabatic approximation
(open circles) and with the results of Aldrich and
Greene, Ref. 9 (crosses).
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FIG. 2. Quantum excesses 8§, corresponding to the
tightly bound states for azimuthal quantum numbers
m =0, 1, and 2. Dashed lines show the results of the
adiabatic approximation.
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FIG. 3. Quantum excesses 8, in the m” subspaces
with m =0, 1, and 2. Dashed lines show the results of
the adiabatic approximation.

reasons discussed by Loudon,'® the asymptotic
(y— ) convergence to zero is much slower in the
positive parity subspaces than in the negative parity
subspaces. For a given value of the azimuthal
quantum number m, the values of 8, and 8, (for
both values of 7) converge to |m | +1 in the low
field limit y—0.

More-precise values of the quantum excesses 8
and 8, are tabulated in Table III together with the
results 83° and 839 of the adiabatic approximation.
The mesh of field-strength parameters 7 is so dense
that quadratic interpolation of the quantum
excesses as functions of logy gives values of §, and
8, at intermediate values of y to within 10™*, except
in the region near y=1, where the maximum error
is approximately 2 104,

Once 8, is known for any given value of v, m,
and , the energies of the higher-lying bound states
can be obtained via Eq. (11) from the quantum ex-
cess differences

€,=6,—8;, n=2,3,4,.... (12)

For reasons discussed above in connection with Fig.
1, the quantum excess differences €, are very small,
converge to a finite limit as n— 0, and do not
change strongly when going from the adiabatic ap-
proximation to the full calculation. In fact, the
values of €, converge much more rapidly as func-
tions of the numbers of channels included in the ex-
pansion (2) than the corresponding quantum
excesses. This makes the accurate calculation of the
energies of highly excited states possible without di-
agonalizing immense matrices (see the Appendix).
For y>10, the values of €, are already given to
within, less than 10~* if the adiabatic approxima-
tion is used for both §, and 8, in Eq. (12).

The quantum excess differences €, are shown in
Fig. 4 as functions of y for m™ subspaces with
m=0, 1, and 2. The limiting values of ¢, as
n— oo are given in Table IV for various values of 7.

In the negative parity subspaces, the quantum ex-
cess differences converge uniformly to zero with in-

creasing ¥ at roughly the same rate as the corre-
sponding quantum excesses. The signs of €, are all

negative and for a given value of y the magnitudes
increase monotonically with increasing » to a limit
which is roughly one power of ten smaller than the
corresponding value of §;.

In each positive parity subspace there is a value
of the field-strength parameter ¥ near which all
quantum excess differences change sign. For each
value of m, the zeros of e)€;3,6... form a
monotonically increasing sequence of numbers
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TABLE III. Quantum excesses 8, and 8, for the m™ subspaces with m =0, 1, and 2. 5ad
and 83 are the results of the adiabatic approximation.

Positive parity

Negative parity

Y 8o '53d ) 5?d ) 5‘1“i
m=0
1 0.7758+2 0.856 48 0.7651+2 0.83611 0.38673 0.404 56
2 0.6995 0.745 45 0.6952 0.73374 0.29595 0.304 63
5 0.6020 0.62375 0.606 6 0.624 46 0.199 32 0.202 57
10 0.53492 0.54740 0.546 94 0.55733 0.143 10 0.144 61
20 0.47512 0.482 32 0.494 60 0.500 68 0.099 79 0.10047
50 0.40705 0.41058 0.43536 0.43843 0.05918 0.05941
100 0.36323 0.365 30 0.39704 0.398 88 0.038 50 0.038 59
200 0.32523 0.32645 0.36344 0.364 54 0.024 33 0.024 37
500 0.28270 0.283 30 0.32511 0.32567 0.01274 0.01275
1000 0.25545 0.25582
2000 0.23182 0.23203
5000 0.20521 0.205 32
m=1
1 1.046 45 1.077 37 0.996 20 1.018 31 0.55580 0.566 18
1.5 0.96643 0.988 64 0.92207 0.93803 0.478 09 0.48504
2 091317 0.93076 0.87350 0.88623 0.427 87 0.43308
3 0.84302 0.85570 0.81045 0.81977 0.36372 0.36717
5 0.762 57 0.77099 0.73939 0.74571 0.29327 0.29531
10 0.666 54 0.67139 0.656 12 0.659 88 0.21454 0.21552
20 0.584 11 0.58692 0.585 66 0.58790 0.15298 0.15344
50 0.49304 0.494 42 0.508 32 0.509 47 0.09373 0.093 89
100 0.43563 0.43643 0.45942 0.46011 0.062 54 0.062 61
200 0.386 50 0.38697 0.417 16 0.41758 0.04051 0.040 54
500 0.33218 0.33242 0.369 63 0.369 85 0.02185 0.02185
1000 0.297 79 0.29793
m=2
1 1.19005 1.207 60 1.11718 1.128 80 0.666 80 0.673 87
1.5 1.093 59 1.106 26 1.028 67 1.037 18 0.57535 0.580 14
2 1.030 14 1.04020 0.97124 0.978 10 0.51636 0.51997
3 0.947 32 0.954 60 0.897 28 0.902 35 0.44099 0.44342
5 0.85323 0.85809 0.81458 0.81806 0.358 10 0.35955
10 0.74198 0.744 78 0.71853 0.720 62 0.26500 0.26571
20 0.64722 0.648 85 0.63794 0.63921 0.19150 0.191 84
50 0.54323 0.54403 0.55028 0.55093 0.11969 0.11982
100 0.478 02 0.478 49 0.49527 0.495 66 0.08115 0.08120
200 0.42242 0.42270 0.44801 0.448 25 0.05341 0.05344
500 0.36120 0.36134 0.39516 0.39528 0.029 38 0.029 39

Y2:¥3sVas- - -» Which are restricted to a small range
Ay and converge to a limit ¥,. Numerical values of
(y., Ay) are (18, 0.5) for m =0, (41, 1.5) for m=1,
and (64, 3) for m =2. In the region ¥ <y, —Ay, the
behavior of the quantum excess differences ¢, is
similar to the behavior in the negative parity sub-
spaces. In the region y. —Ay <y <y, all values of
€, are very small, viz., smaller than approximately
10~*. This means that in each positive parity sub-
space there exists a small range of field-strength

parameters for which all quantum excesses 8, with
the exception of the quantum excess §, associated
with the tightly bound state, are equal to within ap-
proximately 10~%. In the region ¥>7,, the quan-
tum excess differences in the positive parity sub-
spaces are positive; their magnitudes remain rather
small and depend very weakly on 7.

For any field-strength parameter ¥ between unity
and 500, the numerical values of the quantum ex-
cess differences can easily be read off from Fig. 4 to
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FIG. 4. (Continued.)

within an accuracy of less than 1073, except near
y=1, where the error may be up to 3Xx 10~ for
some states with n > 8. Together with the numbers
in Table III, the curves in Fig. 4 give all effective
quantum numbers n +38, to within a relative accu-
racy of less than 0.05%. Because of the convergent
behavior of the quantum excesses §,, there is no
upper limit on the value of # and the relative accu-
racy of the effective quantum numbers actually im-
proves with increasing n.

Thus, Table III and Fig. 4 determine the energies
(11) of all bound states in any m™ subspace with

|m| =0, 1, or 2 to a relative accuracy better than
0.1% for any value of ¥ in the range y=1 to 500.
For fields stronger than y=500, the adiabatic ap-
proximation is valid to within this accuracy except
for the energies of the tightly bound states in the
subspaces m"=0"% and m™=1%. In order to bridge
this gap to the region where energy eigenvalues in
the adiabatic approximation are accurate to at least
ca. 0.1%, the range of values of y for which 8, was
calculated was extended to y=5000 for m =0 and
to ¥=1000 for m =1 (see Table III).
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TABLE 1V. Limiting values €, of the quantum excess differences €,=8,—8; in the m™
subspaces with m =0, 1, and 2.

mﬂ'
y 0+ 1+ 2+ 0- - 2-
1 —0.033 —0.0463 —0.0615 —0.054 —0.0803 —0.0995
2 —0.017 —0.0294 —0.0402 —0.0376 —0.0569 —0.0713
5 —0.0064 —0.0145 —0.0213 —0.0219 —0.0343 —0.0438
10 —0.0022 —0.0076 —0.0120 —0.0139 —0.0225 —0.0292
20 +0.0003 —0.0030 —0.0059 —0.0085 —0.0142 —0.0188
50 +0.0022 +0.0006 —0.0009 —0.0042 —0.0073 —0.0099
100 +0.0027 +0.0020 +0.0012 —0.0024 —0.0043 —0.0059
200 +0.0031 40.0028 +0.0023 —0.0013 —0.0024 —0.0034
500 +0.0033 +0.0032 +0.0032 —0.0005 —0.0011 —0.0015

IV. SUMMARY

A straightforward matrix-diagonalization pro-
cedure has been used to calculate the energies of the
bound states of a hydrogen atom in a uniform mag-
netic field of strength B>B~2.35Xx10° G. At
such strong fields the bound-state spectrum for a
given azimuthal quantum number m is similar to
the spectrum of the free one-dimensional hydrogen
atom which it approaches in the asymptotic limit

For finite values of y, the deviations of the spec-
trum from the asymptotic limit are appropriately
described by the quantum excesses 8,, defined by
Eq. (11). For given values of y, m, and the parity =
(with respect to reflection at the x-y plane) the
quantum excesses converge to a finite limit and this
makes a complete determination of the bound-state
spectrum possible. An interesting feature in m”
subspaces of positive parity is the existence of a
field strength y, (depending on m) near which all
quantum excesses 8,, with the exception of the
quantum excess 8, corresponding to the tightly
bound state, are virtually equal.

For |m | =0, 1, and 2 the quantum excesses 8,
and 8; can be determined from Table III with the
help of quadratic interpolation for arbitrary field
strengths in the range y=1 to 500, going up to
¥=>5000 and 1000 for the §, quantum excess in the
subspaces m™=0% and 17, respectively. For more
highly excited states, the quantum excesses can be
determined by reading the values of the correspond-
ing quantum excess differences 8, —8; in Fig. 4.
Table III and Fig. 4 together determine, to a relative
accuracy of at least 0.05%, the effective quantum
numbers n+38, of all bound states for arbitrary
field strengths in the range y=1 to 500 (to y= 5000
and 1000 for the tightly bound states in the sub-

spaces m™=0" and 1%, respectively). The corre-
sponding energies are determined to a uniform rela-
tive accuracy of at least 0.1% and the relative accu-
racy actually increases with increasing quantum
number n. For higher fields, the adiabatic approxi-
mation, which reduces the Schrodinger equation to
a set of uncoupled linear ordinary differential equa-
tions in one variable, is at least of comparable accu-
racy.

For azimuthal quantum numbers |m | =0, 1,
and 2, Table III and Fig. 4 thus determine to a uni-
form relative accuracy of at least 0.1% the energies
of all bound states of the hydrogen atom in uniform
magnetic fields of any strength y ranging from
y=1 to 500 or higher, beyond which the adiabatic
approximation is at least of comparable accuracy.
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APPENDIX

For a given azimuthal quantum number m >0
and parity 7 let N, be the number of channels in-
cluded in the expansion (2) and n, the number of
Gaussians (7) used to represent each channel wave
function gy (2):

N.—1 n,

Yp,z)= 3 3 Cnipn,m(p)ei(2), (A1)
N=0i=1
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where @] are the parity projected wave functions
(8). The coupled-channel equations (3) then reduce
to a discrete matrix-diagonalization problem
N.—1 n,
> > [H"(N,i;M,j)—EA"™(N,i;M,j)1Cy,; =0
M=0 j=1
(A2)

for all N,i. Because of the Gaussian nature of the

basis functions, the Hamiltonian and overlap ma-
|

ﬁZ

trices are easy to calculate. In terms of the unpro-
jected Gaussians (7),

2u(bf+b7)

, 2 MM [ NN 4+ m )M +m)l] />

—e“——=B8

AN,i;M,j) =8y p{@; | @;) , (A3)
with
2b;b; 172 ~l(z,~—z~)2
(@il@d= |55 Pl |
(b +b;) (b7 +b])
and
(Zi-—-zj)z
bl +b}

‘/7—7 L=0

with

(622" [BX(1—x2)]"
x2)]N|+N2+1

1
=y (622 +B(1—

X exp(—A%?2/B%dx . (AS5)
In (AS), b is the oscillator width (6) associated with

the magnetic-field-strength parameter ¥ and

Z; Zj

B2=2bb}/(b}+b}), A=7B? | +-%

(A6)

The parity projected matrix elements appearing in
(A2) are given by, e.g.,

HE(N,i;M,j)=+[H(N,i;M,j)+H(N,i;M,—j)]

where the minus sign in front of the symbol j means
that z; is to be replaced by —z; in the explicit ex-
pressions for the matrix elements (A3)—(A6). The
integral (A5), which reduces to a simple beta func-
tion?? if b=B and A=0, is calculated numerically.
For b~B, an accuracy of roughly one in 10° was
achieved with a mesh of 50 points. For B >>b, the
number of mesh points had to be increased by a fac-
tor of B /b in order to maintain this accuracy. This
made the calculation of matrix elements rather time
consuming for high values of y.

The nonorthogonal basis (A3) was orthogonalized
with the Schmidt orthogonalization procedure and
the resulting Hamiltonian matrix was diagonalized
with a standard package subroutine. The parame-
ters ¢ and a, which determine the Gaussian basis via
Eq. (9), were determined by minimizing the energy

(N—L)M —L)Lm~+L)

I(N+M~2L,2L+m)} (A4)

'of the first few states in a given m” subspace for
each value of y. Typical values were ¢ ~0.1 for
v=1and ¢ ~0.015 for y=500. Values of a depend-
ed weakly on y and ranged between 2.5 and 4.5.

Using the basis (9), the number of eigenvalues ob-
tained to a given accuracy in a given m” subspace
depends linearly on the number of Gaussians used.
In the region y>1 the first n eigenstates were ob-
tained to about six significant figures with 5X 7 to
7Xn Gaussians. For higher fields, the mesh has to
be denser and the number of Gaussians needed to
maintain this accuracy increases and reaches 10X n
to 15X n at y=>500.

The convergence of the energies (and the quan-
tum excesses) as functions of the number of chan-
nels N, is quite slow, especially in the m™=0% sub-
space. The binding energies given in Table I for
¥=1 and 2 are extrapolated to N, = oo from values
obtained with N, <25. The values actually calcu-
lated with N, =25 are 1.655 Ry for y=1 and 2.041
Ry for y=2.

Despite the slow convergence of the energies and
quantum excesses, the quantum excess differences
€, defined by Eq. (12) converge very rapidly as
functions of the number of channels N.. Except for
the region ¥ <2 in the m™=0" subspace a three-
channel calculation already gives the values of €, to
within less than 3 10~*. In all m™ subspaces the
values of €, are already given to within less than
10~* by the two-channel calculation for ¥>5 and
by the one-channel calculation (adiabatic approxi-
mation) for > 10.

This rapid convergence of the quantum excess
differences as functions of the number of channels
makes it possible to determine the quantum excesses
(and hence energies) of highly excited states without
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having to diagonalize huge matrices. In each m™

subspace, the low-lying levels are obtained from cal-
culations using only a few Gaussians and large
numbers (up to N,=25) of channels. The more
highly excited levels are obtained via the rapidly

converging quantum excess differences with fewer
channels but a large number (up to n,=100) of
Gaussians. The maximum total dimension N, Xn,
of the matrices diagonalized in the present calcula-
tion was 200.
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