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Abstract An analytically solvable Woods—Saxon potential for £ £ O states is pre-
sented within the framework of Supersymmetric Quantum Mechanics formalism.
The shape-invariance approach and Hamiltonian hierarchy method are included in
calculations by means of a translation of parameters. The approximate energy spec-
trum of this potential is obtained for £ # 0 states, applying the Woods—Saxon square
approximation to the centrifugal barrier term of the Schrédinger equation.

Keywords Supersymmetric quantum mechanics - Hamiltonian hierarchy method -
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1 Introduction

Introductory courses in quantum chemistry have been refrained from dealing with
more than single particle considerations, since the molecular problems have been
considerably complex in chemical structures. A systematic method which is used for
fitting Rydberg-Klein-Rees (RKR) data with polynomial expressions for instance has
been introduced to study the potential energy curve of a diatomic molecule in large
internuclear distances [1]. In addition, the Hill determinant method has been developed
for constructing potential energy curves of diatomic molecules [2]. In this method, the

C. Berkdemir (<) - A. Berkdemir
Department of Physics, Erciyes University, 38039 Kayseri, Turkey
e-mail: berkdemir@erciyes.edu.tr

A. Berkdemir
e-mail: arsland @erciyes.edu.tr

R. Sever
Department of Physics, Middle East Technical University, 06531 Ankara, Turkey
e-mail: sever@metu.edu.tr

@ Springer



J Math Chem (2008) 43:944-954 945

Dunham and the perturbed Morse oscillator potentials have been used to fit spectro-
scopic data. An algebraic procedure based on a Bogoliubov transformation has been
derived to generalize anharmonic oscillator wave functions [3]. The dynamical Lie
algebraic approach has been applied to investigate the energy transfer in the collinear
collision between an atom and an anharmonic oscillator [4]. Recently, the number of
exact solutions presented on these types of topics have been increased by using various
methods and potentials [5-9]. The supersymmetric quantum mechanics (SQM) is one
of the best frameworks used to determine energy eigenvalues and eigenfunctions of
quantum mechanical problems. The SQM has been appeared about 25 years ago and
has been considering as a new field of research, providing not only a supersymmetric
interpretation of the Schrédinger equation but also important contributions to a vari-
ety of non-relativistic quantum mechanical problems [10]. One of the most important
approaches in the SQM has been presented by Gendenshtein who was introduced a
discrete parametrization approach which was labelled “shape-invariance” approach
[11]. The validity of this approach has been attempted by using the shape-invariance
potentials and their exact energy levels have been found analytically by making use
of the shape-invariance approach [12,13].

The association of factorization and hierarchy of Hamiltonian methods with the
SQM formalism is applied to obtain the approximate energy spectra of non-exactly
solvable [14,15], the isospectral [16], the periodic [17] and the exponential types of
potentials [18,19]. Using the physical arguments, it is possible to make an ansatz for
the superpotential which satisfies the Riccati equation. Therefore, the Riccati equation
is solved to create a superpotential. These steps are successfully used to obtain the
energy spectra of the chemical systems which are well-fitted by exponential types of
potentials.

In this article, an analytically solvable effective potential model through the SQM
formalism is presented by using the shape-invariance approach and the hierarchy of
Hamiltonian method. The potential is selected as the Woods—Saxon which is one of the
exponential types of potentials. After having introduced the SQM formalism briefly in
the Sect. 2, the Woods—Saxon potential and its shape-invariance properties are inves-
tigated for a general situation. The Woods—Saxon square approximation is applied to
the centrifugal barrier term of the Schrodinger equation under the condition of the
first-term approximation. The obtained results are compared with those of the shape-
invariance approach. A set of the energy eigenvalues is obtained for ¢ # O states.
Finally, the energy spectrum obtained by means of the SQM formalism is discussed
at the end of paper.

2 Supersymmetric quantum mechanics

The simplest way of generating a new exactly solvable Hamiltonian is to consider an
invertible bounded operator. In this case, a given Hamiltonian and its supersymmetric
partner possess an identical spectra which is excepted the zero energy of ground state.
In the SQM formalism, we have two nilpotent operators, Q and Q, satisfying the
following algebras
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{0, 0"y =Hs, {0,0}=1{0",0"}=0, (D

where Hy is the supersymmetric Hamiltonian. Therefore, the supercharges Q and
Q" commute with Hg which is responsible for the degeneracy. This algebra can be

realized as follows
(0 0 + (0 At

where A* are bosonic operators. Beginning with this realization, the supersymmetric
Hamiltonian Hg is given by

ATA= 0 H™ 0
HS=< 0 AA+)=(0 H+)' ®)

H¥ are called supersymmetric partner Hamiltonians (see Ref. [10] for a review),
EfY = E(). 4)

In the case of the non-spontaneously broken supersymmetry, this lowest level is of
the zero energy, E f_) = 0. The Schrodinger equation for a particle of mass m in a
spherically symmetric potential is written

K2 42
[ + V(r)i| W(r) = EV(r), (5)

2mdr?

where W (r) is the wave function, V (r) is the potential and E is the energy. In the
Hamiltonian form, this equation is given as

2 g2
+ h

=———— + Vi(r) = ATAZ, 6
st +(r) (6)
where V4 (r) are called partner potentials. The operators AT are defined in terms of
the superpotential W (r)

At = 4 + W) (7)
dr ’

h
:f: JR—
A 2m
which satisfies the Riccati equation as a consequence of the factorization of the Ham-
iltonians H=:

w2+ LW’ =V
= Vi(r). (8)
m

V2m
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If V4 (r) and V_(r) have similar shapes, they are said to be shape-invariant, and they
satisfy the following relation

Vi(r,a1) = V_(r,a2) + R(a2), )
where a; denotes a set of parameters and a; is a function of a; (a2 = f(a1)). More-

over, R(ay) is independent of . For a given Hamiltonian Hj, it is possible to construct
its hierarchy of Hamiltonians. In this case, we have

h? d? M
le_%ﬁ+vl(r):AfAf+E , (10)

where E(()l) is the ground state eigenvalue of Vi (r). The bosonic operators are defined
by Eq. 7 whereas the superpotential Wy (r) satisfies the Riccati equation as follows

le—LW{: Vi) — EV. (11)
V2m

The unnormalized energy eigenfunction for the lowest state is related to the superpo-
tential Wy;

\I/(()l)(r) = Nexp (—@/Or Wl(f)df), (12)

where N is the normalization constant. On the other hand, the supersymmetric partner
Hamiltonian is given by

2 2
Hy— A At g0 = A (e P W) g 13
2 =414 + 0o = m dr2 + 1 + m 1 + 0 - ( )

Thus, H> is obtained in terms of a new pair of bosonic operators, A;E,

4o ) n* d? 2 h ’ (2
H2=A2A2 +EO =——m—+ Wz ——%Wz +E0 N (14)

where E(()z) is the lowest eigenvalue of Hy and W5 satisfy the Riccati equation

h
W} — —— W5 = Va(r) — EJ. (15)

V2m

The hierarchy of Hamiltonians is constructed with a simple relation, connecting the
eigenvalues and eigenfunctions of the v-members [10],

EL = gD, (16)
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H, = ATA; + E”, (17)
hod

AT =F— — + W, (r), 18

v :Fmdr + Wy(r) (18)

wih = ataf . afytY (19)

where \IJ(()I) (r) is given by Eq. 12. With the help of Eqs. 16-19, we can work out the
energy eigenvalues and eigenfunctions for the shape-invariance potentials. To clarify
the shape-invariance approach, we will explicitly compute the energy eigenvalues for
the Woods—Saxon potential (¢ # O states).

3 Woods-Saxon potential and its shape-invariance property

We consider the following potential which consists of the well-known Woods—Saxon
and its square form

V C
4+

115 (1 + e(rfo))Z.

V() = —

(20)

As a definition of the potential, the first term on the right-hand side of Eq. 20 denotes
the volume Woods—Saxon potential and the second one represents a potential which
corresponds to the square of first term, where r is the center-of-mass distance. Ry is
the width of the potential, Vj is the potential depth, a is the diffuseness parameter and
lastly C is the setting parameter which is proposed by us (C > 0). In our calculations,
we used a different form of the potential that the numerators and denominators of
Eq. 20 are multiplicand by exp[—(r — Rg)/al;

Voe_(ri“ko) C e_z(ri“RO)

e (59 : (1 +e‘(rf°))2'

Vi) = V(@) =— (21)

The Schrodinger equation for diatomic molecules with the Woods—Saxon potential
and its squared form is written as

2

h
- %vzwnem (X) + V()W (1) = EWypp (1), (22)

and the Hamiltonian hierarch method is used to find a solution of Eq. 22. As a wave
equation with spherically symmetric potential, Eq. 22 can be separated in spherical
coordinates to give
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1
W (r) = ;Xn[ ) Yem (0, @), (23)

where x,¢(r) is a radial wave function whereas Yy, (0, ¢) is a spherical harmonics
with angular momentum quantum numbers ¢ and m (n is commonly called the prin-
ciple quantum number). We can then obtain the radial Schrodinger equation for all of
the angular momentum states

2 g2

- %WXM(") + (V(F) +

2 + 1R?
%) e = Exucr)  (24)

by putting Eq. 23 into Eq. 22. As a generalization of the potential given in Eq. 21, it
is substituted into the Schrodinger equation for the zero angular momentum states;

h2 2
— 553 Xn() V) xn(r) = Exn(r). (25)
2m dr
Substituting the ground state eigenfunction xo(r) (n = 0) into Eq. 25, we obtain

o dwW (N
! V2m dr " 0 20

where E(()l) is the lowest energy-eigenvalue or the ground state energy. Through the
superalgebra, we take superpotential

i e—oz(r—Ro)
W Z_E 51+52m , 27

satisfies the associated Riccati equation (Eq. 11) and substituting this expression into
Eq. 26, we find the following identity

n2S? R2(28518; — aSh) h2(S2 + aS))
2m 2m (14 e20—R0) o (1+ ea(r—Ro))z
1% c
=0 — . (28)

14 e(5) : (1 + e(raRO))z
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With the comparison of the each side of the Eq. 28, we obtain

o =1/a,
12S?

L _ —E(()l),
2m

hZ
%(25152 —a$) =W,

hZ
— (83 +a$) =C. (29)
2m
The solution of Eq. 29 yields

s =2 % (30)
'Taos, 2

o a\2  2mC

ne-3 O 5

where U = il—';l (C — Vp). It is seen from Eq. 31 that S, has two roots because of the
sign in front of the square root term in the second part of the expression. We selected
however the positive-sign one in calculations because this selection would of course
be a right choice to ensure the well-behaved nature of the eigenfunction at the origin
and the infinity. After from this point, the supersymmetric partner potentials can be
expressed by using Eq. 27. First, we substituted Eqs. 30 and 31 into Eq. 27, and then
solved Eq. 8 for both V. (r) and V_(r). Consequently, these partner potentials are
obtained as follows

V= gy U5 $ __, %
r)=—
+ 2m 1 1 + e®(r—Ro) (1 +e“(r_R0))2 1 + e*(r—Ro)
S
_ o2 -1, 32)
(14 exr—Ro)
n? U-S; 52 s,
Vo(r) = — | §? 2 2 B
") 2m |: O 1 + e*(r—Ro) + (1 +eoc(r—R0))2 1 + e*(—Ro)
oS
| (33)
(1 4 exr—Ro)

The shape-invariance approach given in Eq. 9 can be written from Eqgs. 32 and 33
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VS — VS +h2 U S\ U  S-ay’
TS =Vt (2_s2 ?) (Z(Sz—ot) 2 ) '

(34)

The shape-invariance approach which was introduced by Gendenshtein [11] is there-
fore precisely provided by comparing Eq. 9 with Eq. 34 and using the transformation
of parameters S, — aj, Sy — o — ap,

R (U @) (U &)
R<a2)_%|:(2_al_7) —(2—612—7) . 35)

On repeatedly using the shape-invariance approach, it is then clear that we can form
a set of Hamiltonians in terms of &,

w hz d2 k
H® — —Em+v_(r;ak)+zR(as), (36)

s=1
where H® is a series of Hamiltonians, k = 1,2,3, ..., and H) = H_. The bound

state energy spectrum of H® is therefore obtained by

k
ES = R(ay) 37
s=1

and its nth level is coincident with the ground state of the Hamiltonian H,,. The energy
eigenvalues of Hamiltonian are given by Eé_) =0and

E(—)_h_2 v _ % 2_ 4 _ S na ’ (38)
T om |\28, 2 2(S) — na) 2 '

Hence, the energy levels of Woods—Saxon potential plus its squared form are found
from the relationship £, = E,(l_) + E(()l). Recalling Eél) from Eq. 29, we can rearrange
its value in terms of S»,

EY = - (39)

2m  2m 28, 2

wst P ru ST
28, 2

using the equalities S| = § — Zn;ZVo ﬁ and o = Slz (2’;:—2C - S%) Therefore, the

corresponding eigenvalue equation reads

h? U S> — na 2
E —ESO 4+ gD _ " - , 40
" o 2m | 2(S> — na) 2 (40)
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where it is note that one can write a relationship between V (r) and V_(r).
The Hamiltonian of the Woods—Saxon potential for £ # 0 cases is written as

h2 d? Vo R20 + 1)
H=———— . 41
2m dr? ("RO) + 2mr? @1
1 + e a

The second term on the right-hand side of Eq. 41 comes from the Woods—Saxon
potential and third term in the same side comes from the centrifugal barrier. This last
term is preventive to build the same superfamily as in £ # 0 cases, since the full
potential is not exactly solvable. However, several numerical approaches have been
utilized in order to evaluate the spectra of energy eigenvalues and eigenfunctions [20].
Now, we introduce a new effective potential whose its functional form is given as
follows

V, R+ 1
0 n ( )

1 +€($) 2ma? (1 + e(r“&)))z.

Verf = — 42)

In the cases of @ = R(/2 and the small value of a, the second term on the right-hand
side of Eq. 42 behaves as a centrifugal barrier term of Eq. 41 in the first-term approx-
imation. If we want to investigate this term, it should be expanded according to the
exponential part;

R+ 1) _ P2+ 1)

r=Rg 2 2 2
2ma? (1+e( a )) 2ma? |:1+(1+ rfaRO +%(FaRO) +)j|

R+

2mr?

(43)

The first-term approximation means that the second and higher order terms can be
ignored in the expended exponential part of Eq. 43. Therefore, the effective potential
given by Eq. 42 has the same functional form as the potential part of Eq. 41. Further-
more, we can solve the Schrodinger equation by the factorization method of the SQM
because the Schrodinger equation for this potential is solvable analytically under the
condition of the shape-invariance approach. In this case, if we can perform the param-
eter transformation C — h2€(¢ + 1) /2ma?, comparing Eq. 42 with Eq. 20, the energy
levels of the effective potential in Eq. 42 are approximately obtained as follows

2mV0a2 2
E n? B Le+1 n 1 (2mV0a2 0+ 1))
= — X — —_—
e V) 1+2n—JT+4E+ 1D AL

4L (1+2n—,/1+46(z+ 1))2}, (44)

16
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or in the closed form

2 A
Enpso = — 1+2n—JI+4e+ 1)+
M0 T T 3 mal D T A THCTD

(45)

It is well-known that the energy spectrum of actual diatomic molecules can be repre-
sented by the Morse, Kratzer, Coulomb, etc., potentials [21]. An alternative potential
model suggested to use in the molecular science can be the Woods—Saxon potential.
In order to study this type of potential in the SQM formalism, we need the shape-
invariance approach with a translation of parameters. In addition, the hierarch of
Hamiltonians method is necessary for obtaining explicit eigenvalues in all of the
angular momentum quantum numbers [22,23]. Nevertheless, we can clearly say that
the Woods—Saxon potential can not be applied for £ = 0 state in the SQM formalism.
The situation may be arisen from the Woods—Saxon potential which is finite at = 0,
and cannot satisfy the boundary condition in our approach.

4 Conclusions

We have applied the shape-invariance approach and hierarchy of Hamiltonian method
in the context of SQM to obtain the energy spectra of the Woods—Saxon potential. We
have used a new effective potential which consists of the Woods—Saxon and its square
form. We have obtained an approximate analytical eigenvalue equation for £ # 0
states. We would like to point out that although the SQM formalism works quite well
for the effective Woods—Saxon potential, an extensive application to other effective
Woods—Saxon-like potentials is needed to test the credibility of the method.
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