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Two new hybrid eighth algebraic order two-step methods with phase-lag of order twelve
and fourteen are developed for computing elastic scattering phase shifts of the radia
Schrodinger equation. Based on these new methods we obtain a new variable-step procedure
for the numerical integration of the Schrodinger equation. Numerical results obtained for
the integration of the phase shift problem for the well known case of the Lennard-Jones
potential show that these new methods are better than other finite difference methods.

1. Introduction

The radia Schrodinger equation has the form

y'(r) + f(r)y(r) =0, 1)

where 0 < r < oo and f(r) = E—I(l +1)/7?> — V(r). We call the term [(l + 1) /r? the
centrifugal potential, and the function V' (r) the potential, where V(r) — 0 asr — oo.
According of the sign of the energy FE there are two main categories of problems for
(1) (seefor details [19]).

In many scientific areas there is a real need for the numerical solution of the
Schrodinger equation. Some of these areas are nuclear physics, physica chemistry,
chemical physics, theoretical physics and chemistry (see [1,7,9]).

There is much activity in the area of the solution of the radia Schrodinger
equation (1). The result of this activity is the development of a great number of
methods. The most important characteristics of an efficient method for the solu-
tion of the problem (1) are the accuracy and the computationa efficiency. The
development of methods with the above mentioned characteristics is an open prob-
lem.

One of the most important properties for the numerical solution of the generd
second order differential equations with periodical solution is the algebraic order of
the method. Another important new insight is the phase-lag first introduced by Bruca
and Nigro [2]. The most widely used technique for the numerical integration of (1) is
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the Numerov's method, with interval of periodicity (O, 6) and phase-lag of order four.
Many authors [3-6,10,17-20] have developed methods with minimal phase-lag for the
solution of general second-order differential equations with periodical solutions. All
these methods have algebraic orders four and six.

The purpose of this paper is to introduce methods of algebraic order eight, with
phase-lag of order twelve and fourteen, for the numerical solution of the phase shift
problem of the radial Schrodinger equation. The phase shifts calculated by these
methods are more accurate compared with those given by Riehl et al. [13], Hepburn et
a. [8]. Based on these new methods, we introduce a new variable step method for the
solution of (1). The numerical results given by this new variable-step method are better
than those of the most well known variable-step method of Raptis and Cash [12]. For
the production of the present methods the symbolic language manipulation package
MAPLE is used. We note here that the new methods are based on the Runge-Kutta
type (or hybrid) methods. The new methods are the first methods of algebraic order
eight which have very large interval of periodicity and are also of very high phase-lag
order.

2. Phase-lag analysis
We investigate the numerical integration of the problem

y'=fry),  ylo)=vo,  y'(ro) = v 2

To examine the stability properties of the methods for solving the initia-value
problem (2) Lambert and Watson [11] introduce the scalar test equation

"

y" = —uw?y ®

and the interval of periodicity. When we apply a symmetric two-step method to the
scaar test equation (3) we obtain a difference equation of the form

Yn+1 — ZQ(S)yn + Yn—1= 0, (4)

where s = wh, h is the step length, Q(s) = B(s)/A(s), where B(s) and A(s) are
polynomias in s and y,, is the computed approximation to y(nh), n =0,1,2,.... For
explicit methods A(s) = 1.

The characteristic equation associated with (4) is

22 —2Q(s)z+1=0. (5)
We have the following definitions.
Definition 1 ([20]). The method (4) with the characteristic equation (5) is uncondi-

tionally stable if |z1] < 1 and |z2| < 1 for al values of wh, where z; and 2, are the
roots of (5).
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Definition 2. Following Lambert and Watson [11], we say that the numerica
method (4) has an interval of periodicity (0, H3), if, for al s? € (0, H3), »1 and
22 SatISfy

0 =6 and 2 =e 0, (6)

where 6(s) is areal function of s.
Definition 3 ([11]). The method (4) is P-stable if its interval of periodicity is (0, co).
Based on the above we have the following theorems (for the proofs see [19]).

Theorem 1. A method which has the characteristic equation (5), has an interva of
periodicity (0, H3), if for al s? € (0, H3), |Q(s)| < 1.

Theorem 2. About the method which has an interval of periodicity (0, H3) we can
write

cos[0(s)] = Q(s), (7)
where s2 € (0, H3).
Definition 4 ([10]). For any method corresponding to the characteristic equation (5)
the quantity
t = s —cos [B(s)/A(s)] (8)
is called the dispersion or the phase error or the phase-lag of the method. If ¢ = O(s7*1)
as s — 0, the order of phase-lag is ¢.
Based on the above definition Coleman [6] arrived to the following remark. If
the order of dispersion is 2r then we have

t = CSZT'Jrl + O(SZT+3)
= c0s(s) — Q(s) = cos(s) — cos(s — t) = cs¥ T2 + O(s? %), )

where t is the phase-lag of the method.

3. Thenew eighth order methods
3.1. Some basic formulae

Consider the following formulae given by

Ynts T Yn—s = @0Un+1 + Yn—1) + @1yn + h?[az(fus1 + fa-1) + asfn], (10)
Ynts — Yn—s = boWn+1 — Yn—1) + h?01(frt1 — fu-1)- (11)
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Using the Taylor series expansions and requiring approximations of order O(h/),
we have the following system of equations:
2a0 + a1 =2,
ap + 2ap + ag = s%,
ag + 12ao = s,
ag + 30ap = s, (12
bo=s,
bo + 6b1 = s°,
bo + 20b1 = 85.
Solving the above system of equations and after some straightforward manipula
tions we have the following approximations:

1
gn—f—s = @ [3ﬁyn+l(7ﬁ + 27\/§) + 192yn + 3\/?yn—1(7\/? - 27\/5)

+ B2 [2VT fri1(9V3B+ TVT) + 224f, + 2V7f,1(TVT - 9V3)]], (13)
fnJrs = f(rnts:Yn+s)y S = g’
Un—s = & [3VTyn11(7VT7 — 27V/3) + 192y, + 3V Ty, -1 (TV7 + 27V3)

+ h2[2VT foi1(9V3 — TVT) + 224f, + 2V 7 f 1 (VT +9V3)]], (14)

fnfs = f(Tnfs’gn—s), s = g

Consider, now, the following formulae given by

Yntq T Yn—q = co(Ynt1 + Yn—1) + 1¥n
+ 1? [Cz(fn-i-l + fa—1) + cafn + calfars + fns)] ) (15)
Yn+q — Yn—q = dO(yn-i-l - yn—l) + hz [dl(fn—l—l - fn—l) + d2(fn+s - fn—s)}- (16)
Using the Taylor series expansions and requiring to have approximations of order
O(h"), we have the following system of equations:
2co+c1=2,
co+ 2co+ c3+ 2¢q :qz,
co + 12¢co + 28¢5 = ¢*,
3cg + 90cp 4 490¢s = 3¢5,
27co + 1152¢5 + 19208¢4 = 274°, a7
do=gq,
do + 6d1 + 2v21d, = ¢3,
3v/3do + 60v/3dy + 140v/7dp = 3v/3¢°,
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3v/3dy + 126v/3d; + 686v/7dy =334

Solving the above system of equations and after some straightforward manipula
tions we have the following approximations:

s 1 7 5 3 8 6
Unta = 77350 | 16800Yn+1(9¢" — 56¢” + 98¢” + 51) — 3360y, (9" — 56¢
+98¢* — 51) + 1680qy,,—1(9¢" — 56¢° + 98¢° — 51)
— h2q[Tfn11(261¢" — 1318¢° + 459¢* + 1057¢® — 3570¢° + 3111)
+ 16q £, (747¢° — 4801¢"* + 9409¢> — 5355)
+ 7f,_1(261¢" — 1318¢° — 459¢* + 1057¢° + 35704% — 3111)
— OV3F,, /31/5(9v3¢7 — 22V/3¢° + 51V7g* + 13v/3¢°
— 170V7q° + 119V7) — OV, 31/5(9V3¢" — 22v/3¢° — B1V7¢"
+13v/3¢% + 170v/7¢% — 119v7)]],

fnJrq = f(rn+q: Un+q), (18)
1
In-0= 1380 [1680qy,,+1(9¢" — 56¢° + 98¢® — 51) — 3360y,,(9¢° — 56¢°

+98¢* — 51) + 1680qy,,_1(9¢" — 56¢° + 98¢° + 51)
— h2q[7fn11(261q" — 1318¢° — 459¢"* + 1057¢° + 3570¢” — 3111)
+ 16q f;,(747¢% — 4801¢* + 9409¢4> — 5355)
+ 7fn_1(261¢" — 1318¢° + 459¢* + 10574 — 35704° + 3111)
— OV3f,,, /31/5(9V3q" — 22V/3¢° — 51VTg* + 13v/3¢3
+170V7¢% — 119V7) — OV3f, _ 57/5(9V3¢" — 22V3¢° + 51V 7¢"
+13V3¢* - 170v/7¢% + 119V7)]],
fnfq = f(rnfq’ gnfq)- (19)

Finaly, consider the method

Ynt1 — 2 + Yn—1=h2[to(frs1 + fo-1) +t1fn
+ t2 (fn+¢ﬁ/3 + fnf\/ﬁ/g) + t3(fn+q + fn—q)] . (20)
To have the above method (20), the maximal algebraic order we have the fol-
lowing system of equations.
200 + 11+ 2t + 2t3=1,
12to + 28t + 12q2t3 =1,
90t + 490t, + 90g¢*t3 = 3,
1512tq + 19208t, + 1512¢%t3 = 27.

(21)
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Solving the above system of equations we have

o 406¢° — 151 b 232442 — 255
07 33602 — 1) ' 294042 )
9424 - 13) B 17
°T 78407 -32)" ° 56052 — DEA-T)
3.2. The new eighth order method with phase-lag of order twelve
Consider the two parameter family of methods Mg(wy, q):
Yn = Yn + thZ [fn—f—l —2fn+ fa—1t ZZ(f_n+\/ﬂ/3 + fnf\/ﬁ/3 - 2fn)
+Z3(f_n+q+fn—q - zfn)]f (23
Ynt1 = 2Yn + Yn-1 = B2 [to(frs1 + fro1) + tafn + to(fo vz + fovaiss)
+ t3(fn+q + fn—q)] ) (24)

wheret;, i = 0(1)3, aregiven by (22), z2 = (1—¢%)/(7(3¢* 7)), z3 = 4/(¢*(34*~7)),
wo and ¢ are free parameters. The approximations f, . 7 /3 and f,+, are given by
the formulae (13), (14) and (18), (19), respectively.
The local truncation error (LTE) of the new method (13), (14), (18), (19), (23)
and (24), is given by
th

~ 152409600(7 — 3¢2)

+ 8y F, [24wo(q? — 1)(3¢* — 7)(2324¢* — 255)

— 792(42¢” - 13)]] + O(h™), (25)

LTE

[3y19(765¢* — 2007¢° + 518)

where F,, = (3 /0y)n, y© = (d®y/dr8), and y{? = (d"0y/dr'0),,.
We apply this method to the scalar test equation (3). Setting s = wh we obtain
the difference equation (4) and the corresponding characteristic equation (5) with

27¢* + 27¢° — 154 Ty
A(s) = 14 s 4
) =1+s"—smmez -7 ° 179028002(7 — 39

L8 T, g w0(2324¢% — 255)(9¢* — 22¢° + 13) (26)

% 2150136042(7 — 3¢2) ' ° 5783400(7 — 3¢2) ’
27¢* — 7294 + 1610 T3
B(s) =1+ s 4
) =14 —ume =7 " 1709280027 = 399
2 4  nn 2
L Ty 4 o034~ 2559 22 413
269892042(3¢2 — 7) 5060475(3¢2 — 7)

where T3, 15, 13 and T4 are given in appendix A.
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Theorem 3 ([19]). The phase-lag of a symmetric two-step method with characteristic
equation (5) is the leading term in the expansion of

[cos(s) — Q(s)] /5%, Q(s) = B(s)/A(s)- (29)

Theorem 4. The method, Mg(wo, ¢), where wo = 0.00126588252227788819 and ¢ =
1.24832627500665355549, has phase-lag of order twelve and an interval of periodicity
equa to (0, 32.5779).

Proof. Substituting (26) and (27) into (28), and expanding via Taylor series cos(s)
and after straightforward manipulation we get the following system of equations in
order to have the maximal order of the phase-lag:
9¢%(148736wp + 255) — 3¢*(1536320wq + 1223)
+ 2¢%(1806528wq + 413) — 342720wp = 0, (29)
2673¢'0(297472wq + 255) + 1782¢%(765 — 1090112wy)
— 94%(569647232wq + 1288537) + 12¢*(1463144672wo + 1103207)
— 112¢%(111112584wq + 20909) + 1161135360wy = O. (30)

It therefore follows that for wg = 0.00126588252227788819 and ¢ =
1.24832627500665355549 the phase-lag is given by

t = 5.3458610 11512, (31)

To prove the property of non-empty interval of periodicity, we note first that
considering (5) it is clear that the roots 21, will be distinct, complex conjugate and
each of modulus one for s? € (0, H3) provided |Q(s)| < 1 for al s? € (0, H3).
Considering (5) and theorem 1 and for a given above we have that, |Q(s)| < 1 for all
s? € (0,32.5779). Thus the theorem is proved. O

3.3. The new eighth order method with phase-lag of order fourteen
Consider the three parameter family of methods Mg(wo, w1, q):

_ 3 - _
?jn :yn+wlh2[fn+l_zf_n+fn—l+22(fn+\/ﬁ/3—|—f_ni\/ﬁ/?,—Zf_.n)

+ ZS(JEnJrq + fnfq - an)] r (33
Yntl — 2Yn + Yn-1= h? [tO(fn-i-l + fr-1) + tlfn + tZ(fn+\/ﬁ/3 + fn,\/ﬁ/g)
+ t3(f_n+q + fn—q)] ’ (34)

where t;, i = 0(1)3, are given by (22), z2 = 9(1—¢%)/(7(3¢*~ 7)), z3 = 4/(¢*(32~7)),
w;, i = 0,1, and ¢, are free parameters. The approximations f, . /7 /3 and f,,+, are
given by the formulae (13), (14) and (18), (19), respectively.
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The local truncation error (LTE) of the new method (13), (14), (18), (19), (32)—
(34), is given by

10
LTE= f [214%y9(765¢* — 20074 + 518)

1066867200¢* (7 — 3¢2)

+ 8[5760w1woy Y F, F,(¢° — 1)(3¢% — 7)(2324¢% — 255)

+ 7y® F, [24w1(¢? — 1)(3¢° — 7)(2324¢° — 255)

— 7¢%(42¢* — 13)]]] + O(h™), (35)
where F,, = (0f/0y)n, F., = dE,/dr, y® = (dy/drb),, y® = (Ry/d®), and
y10 = (dy/ar10),

We apply this method to the scalar test equation (3). Setting s = wh we obtain
the difference eguation (4) and the corresponding characteristic equation (5) with

27q* + 27¢2 — 154 T
A =1 2 4
O =1t uEe =7 " 179928020 - 3
2 _
T L SwU2B2Aq" ~ BTy gy
151139520¢%(7 — 3¢2) |~ 40483800¢%(7 — 3¢2)
27¢* — 729¢% + 1610 i
B -1 2 4
=1t @z 7 " 1799280¢2(7 - 37)
T 23242 — 255)T:
L8 5 g w1(2324¢ )13 (37)

% 26989202(3¢2 — 7) | 35423325¢%(342 — 7)’

where T3, 15, 13, T4 and 15 are given in appendix B.
Based on the analysis presented in previous section we have the following theo-
rem:

Theorem 5. The method, Mg(wo, w1,q), where wy = 0.00864946221830391659,
w1 = 0.00186967764609313898 and ¢ = 1.30364491397327910153, has phase-lag
of order fourteen and an interva of periodicity equa to (0, 62.7458).

Proof. Substituting (36)—37) into (28), expanding cos(s) in a Taylor series, and after
straightforward manipulation we get the system of equations in order to have the
maximal order of the phase-lag given in the appendix C.

It therefore follows that for

wp = 0.00864946221830391659, w1 = 0.00186967764609313898
and ¢ = 1.30364491397327910153 the phase-lag is given by
t = 1.2458510 13514, (39)

To prove the property of non-empty interval of periodicity, we note first that
considering (5) it is clear that the roots 21, will be distinct, complex conjugate and
each of modulus one for s? € (0, H3) provided |Q(s)| < 1 for al s? € (0, H3).
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Considering (5) and theorem 1 and for a given above we have that, |Q(s)| < 1 for all
s € (0,62.7458). Thus the theorem is proved. O

4,  Numerical illustration

The methods developed in section 3 can be applied in both the open channel
problem and the bound states problem. We investigate in this paper the case of open
channel problem, i.e., the case E = k2 > 0.

In this case, in genera, the potential function V(r) dies away much faster
than (I + 1)/r? so the latter is the predominant term. Then, equation (1) effec-
tively reduces to: y"(r) + (k* — I(l + 1)/r?)y(r) = O, for large r. It is well
known that the equation (1) has two linearly independent solutions krj;(kr) and
krny(kr), where j;(kr) and n;(kr) are the spherical Bessel and Neumann functions,
respectively. Thus the asymptotic solution of (1) (i.e., for » — oo) has the form
of

y(r) = Akrji(kr) — Bkrng(kr)
>~ AD|sin(kr — Ir/2) 4 tan &, cos(kr — Ir/2)], (39)

where §; isthe real scattering phase shift of the Ith partial wave induced by the potential
V(r). The value of §; can be computed using the formula

y(re)S(ra) — y(ra)S(rs)
y(ra)C(r) = y(rp)C(ra)’
where r, and r, are two digtinct points in the asymptotic region, S(r) = krj;(kr) and
C(r) = —krny(kr).

The term [7/2 in (39) is conventional. The reason for inserting it is that,

with this definition, al phase shifts vanish when the potential function vanishes it-
slf.

tané; =

(40)

Based on (39) and (40), we have that the normalization factor D is given by
(see [15] for details)

y(ra)
D~ _ . 41
ralcos@)S(ra) + (DT SnE)C ()] “
In this section we present some numerical results to illustrate the performance of
our methods on a problem of practical interest. We consider the numerical integration
of the Schrodinger equation (1) in the well known case where the potential V' (r) isthe
L ennard—Jones potential:

V(r) = 500(1/r* — 1/r°). (42)

In table 1 we present the calculated phase shifts of the Schrodinger equation (1)
for £k = 10 and for [ = 0(10)50 using the present methods, the method of Riehl et
a. [13] and the method of Hepburn et al. [8]. From the results presented it is obvious



368 T.E. Smos / Eighth order methods for scattering problems

Table 1
Phase shifts computed for £ = 10 and for | = 0(10)50 using the method of Riehl et a. [13] (which is
indicated as method [a]), the method of Hepburn et a. [8] (which isindicated as method [b]), the method
with phase-lag of order twelve which is developed in section 3.2 (which is indicated as method [c]), and
the method with phase-lag of order fourteen which is developed in section 3.3 (which is indicated as

method [d]).

l Method [al Method [b] Method [c] Method [d]

0 —0.4310577165 —0.4310042854 —0.4310043414 —0.4310043352
10 0.3778467885 0.3779001026 0.3779001472 0.3779001525
20 0.4658914343 0.4659447864 0.4659447394 0.4659447440
30 0.0565858728 0.0566390782 0.0566390823 0.0566390817
40 0.0135267163 0.0135797673 0.0135797535 0.0135797453
50 0.0045124372 0.0044944721 0.0044945198 0.0044945241

that our new methods are much more accurate than the other methods for the same
computational cost.

4.1. Error estimation

For the integration of systems of initia-value problems, severa methods have
been proposed for the estimation of the local truncation error (LTE) (see, for example,
[14] and references therein).

In this paper we base our local error estimation technique on an embedded pair
of integration methods and on the fact that when the local phase-lag error is of higher
order then the approximation of the solution for the problems with a periodical solution
is better.

We denote the solution obtained with high phase-lag order as y? "1 and the so-
lution obtained with low phase-lag order as y~ .1 and then, we have the following
definition.

Definition 5. We define the local phase-lag error estimate in the lower phase-lag order
solution yZ, ; by the quantity

LPLE = [y:11 — yiyal- (43)

Under the assumption that & is sufficiently small, the local phase-lag error in y{jH
can be neglected compared with that in %, ;.

We assume that the solution y{jH is obtained using the method described in
section 3.3 and the solution yﬁ 1 Is obtained using the method described in sec-
tion 3.2.



T.E. Smos / Eighth order methods for scattering problems 369

If the local phase-lag error of acc is requested and the step size of the integration
used for the nth step length is h,, the estimated step size for the (n 4 1)st step, which
would give alocal error of acc, must be

1/q
acc
hn+l = hy (ﬁ) ’ (44)

where g is the order of the local phase-lag error.

However, for ease of programming we have restricted all step changes to halving
and doubling. Thus, based on the procedure developed in [12] for the local truncation
error, the step control procedure which we have actualy used is

If LPLE < acc, hpi1 = 2h,,
If 100acc > LPLE > acC, hpi1 = hn, (45)
If LPLE > 100acc, h,+1 = hy,/2, and repeat the step. (46)

We note that the local phase-lag error estimate is in the lower phase-lag order
solution y£+1. However, if this error estimate is acceptable, i.e., less than acc, we
adopt the widely used procedure of performing local extrapolation. Thus, although
we are actually controlling an estimate of the local phase-lag error in lower phase-lag
order solution y’ ,, it is the higher phase-lag order solution y//, ; which we actually
accept at each point.

We investigate now the computational cost of the application of the new embed-
ded method. The new embedded method is a variable-step method. So, for comparison
purposes we could apply only variable-step methods. Such method in the literature is
the methods developed by the Raptis and Cash [12].

Table 2
Computed phase shifts and real time of computation for variable-step method of Raptis et a. [12]
and for our new embedded variable-step method.

l Method of [12] New embedded variable-step method
Phase-shift Real time of computation Phase-shift Real time of computation
0 —-0.4311 0.330 —0.431004335 0.043
1 1.0449 0.330 1.045008966 0.043
2 0.7158 0.330 —0.715807299 0.043
3 0.5687 0.340 0.568807035 0.043
4 —1.3858 0.340 —1.385766256 0.040
5 —0.2984 0.340 —0.298342153 0.043
6 0.6867 0.340 0.686829438 0.042
7 1.5662 0.340 1.566303108 0.040
8 —0.8060 0.330 —0.805939712 0.038
9 —0.1525 0.330 —0.152407691 0.040

=
o

0.3778 0.335 0.377900152 0.035
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In table 2 we present the phase shifts for & = 10 and for acc = 107® using
the variable-step algorithm described above and the variable-step method presented
in [12].

In al cases the embedded variable step method developed in this paper is more
accurate and requires smaller time of computation.

All computations were carried out on an PC-AT 80486 using double precision
arithmetic of 16 digits accuracy.

5. Conclusions

In this paper some new Runge-Kutta type (or hybrid) methods are devel oped.
The new methods are the first methods of algebraic order eight which have very large
interval of periodicity and are also of very high phase-lag order. From the numerical
results it is obvious that the new methods and the new variable step procedure are
more efficient than other well known methods in the literature.
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Appendix A

Th = 100396848 wo — 6¢°(1059512wq + 1785) + 7¢*(2111168wq + 1547)
+ 17¢%(637 — 611536wp) + 971040wy,
T = 1338624¢% wo — ¢5(7211840wq + 7497) + ¢*(15351328wyq + 10829)
— 10449152¢2wq + 971040wy,
T5 = 100396848 wq + 3¢°(12495 — 2119024wyq) + 14¢*(1055584wy — 11849)
+ 17¢%(15337 — 611536wg) + 971040uwy,
Ty = 585648¢5wq — 7¢5(552332wq + 153) + ¢*(9164716wq + 1547)
— 6490940¢°wg + 606900wq.

Appendix B

T1 = 1003968¢8 w1 — 6¢°%(1059512w; + 1785) + 7¢*(2111168w, + 1547)
+ 17¢?(637 — 611536w,) + 971040w1,
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T, = 9370368¢ 0w, — 7¢8(7211840w, + 7497) + 7¢°%(43345920wp w1
+ 15351328w; + 10829) — 4352¢*w1(240050wq + 16807)
+ 2720¢°w1(301088wg + 2499) — 77683200wows,
Ts = 63¢% — 154¢° + ¢*(8160wq + 91) — 27200¢wq + 19040wo,
T4 = 1003968¢8w; + 3¢%(12495 — 2119024w-) + 14¢*(1055584w; — 11849)
+ 17¢%(15337 — 611536w1) + 971040w+,
Ts = 4099536¢'%w; — 49¢%(552332w; + 153) — 7¢°(5418240wqw1
— 9164716w; — 1547) + 340¢*w- (384080wg — 133637)
+ 340¢°w1 (12495 — 301088uwq) + 9710400wqw;.

Appendix C

63¢%(148736w, + 255) + 21¢°(15298560wqwi — 1536320w, — 1223)
+ 2¢*(7(1806528w; + 413) — 553075200wow? )

+ 28804°%w1(301088wg — 833) — 82252800wqw; = O, (47)
1871142 (297472w, + 255) + 12474'°(7649280wow, — 1090112w, + 765)
+ 9¢®(40066329600wow; — 7(569647232w; + 1288537))

— 844%(48151192320wqw; — 1463144672w; — 1103207)
+ 164¢* (52994446560011)011)1 — 49(111112584w4 + 20909))

+ 887040¢%w1 (9163 — 6070116wp) + 494010316800wgw; = O, (48)
2189187¢"'%(22122397696w5 + 113783040w; + 65025)

+ 243243¢™° (45895680wq w1 (148736w1 + 255) — 2410789240832w]

— 255(22453568w; + 7395)) + 11583¢™* (7(37049889665024w2

+ 41661700352w + 22806435) — 46080wow:(37668581888w; + 7696665))

+ 274" (26357760wow1 (144726131504w, + 41732807)

— 7(43534809545756672w3 + 46110919547264w; + 53567638877))

+ 18¢°(119(5898059640332288w?2 + 10603437370240w; + 10405509373)

— 6589440wow1(2378431465568w; + 4161680631))

+ 364°(37340160wow1 (322227908672w; + 1374717115)

— 7(41699913134184448w? + 123642410203312w; + 67886300447))

+ 8¢°(833(632555278198272w5 + 2457461758752w; + 359067443)

— 823680wow1 (54676459529088w; + 402178416997))
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+ 196035840q* w1 (16wo(46077744624w, + 443277779)
— 2499(1238192w; + 2961)) + 5598783590400¢° w1 (4998w

— wp(3714576w; + 21973)) + 959407556050944000wow? = 0.

References

(1]
(2]
(3]
[4]
(9]
6]
[7]
(8]
[9]
(10]
(11]
(12]
(13]
(14]
(19]

[16]
(17]
(18]
(19]
[20]

JM. Blatt, J. Comput. Phys. 1 (1967) 382.

L. Brusaand L. Nigro, Int. J. Numer. Meth. Eng. 15 (1980) 685.

M.M. Chawla and P.S. Rao, J. Comput. Appl. Math. 11 (1984) 277.

M.M. Chawla and P.S. Rao, J. Comput. Appl. Math. 15 (1986) 329.

M.M. Chawla and P.S. Rao, J. Comput. Appl. Math. 17 (1987) 365.

J.P. Coleman, IMA J. Numer. Anal. 9 (1989) 145.

JW. Cooley, Math. Comput. 15 (1961) 363.

JW. Hepburn and R.J. Le Roy, Chem. Phys. Lett. 57 (1978) 304.

G. Herzberg, Spectra of Diatomic Molecules (Van Nostrand, Toronto, 1950).

PJ. van der Houwen and B.P. Sommeijer, SIAM J. Numer. Anal. 24 (1987) 595.

J.D. Lambert and |.A. Watson, J. Inst. Math. Appl. 18 (1976) 189.

A.D. Raptis and J.R. Cash, Comput. Phys. Commun. 36 (1985) 113.

J.P. Riehl, D.J. Diestler and A.F. Wagner, J. Comput. Phys. 15 (1974) 212.
L.F. Shampine, H.A. Watts and S.M. Davenport, SIAM Rev. 18 (1976) 376.

(49)

T.E. Simos, Numerical solution of ordinary differential equations with periodical solution, Doctoral

Dissertation, National Technical University of Athens (1990).

T.E. Simos, Appl. Numer. Math. 7 (1991) 201.

T.E. Simos, Appl. Math. Comput. 49 (1992) 261.

T.E. Simos, Int. J. Mod. Phys. C7 (1996) 33.

T.E. Simos and G. Tougelidis, Computers and Chemistry 20 (1996) 397.
R.M. Thomeas, BIT 24 (1984) 225.



