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TABLE 44 (5).
SULFUR

S

BASIS/ORB E

1S 15.78440

15 24.31730

25 6.72825

25 14.02420

35 2.55720

- 35 1.48480

b 35 5.68198

CHLOR INE

S
BASIS/ORB E
1S 17.24050
1S 28.92250
25 6.81054
! 25 15.17810
3S 2.87181
3S 1.67233
35 5.86922

POTASSIUM

S
BASIS/O0RB E
1S 19.10140
1S 31.03670
25 16.70060
25 7.58500
35S 6.60786
35 3.99350
35 2.63830
4S 2.56824
4S  0.35204
4S5 1.26523
45 0.70452

SCAND 1UM

S
BASIS/ORB E
1S 33.23500
1S 20.88320
25 18.12350
2S5 B.48943
35 T.42737
35 4.76561
35 3.2¢922
4S  2.45807
45 1.60010
4S 0.89199
4S  0.51134

P
] BASIS/ORB E
X - 2P 16.53770
2P 9.60190
-1 3P 7.87679
P 4.22985
3P 2.93731
3P 2.00587

T«E.=-0.357538200+03

TeEe=-0.459576700+03

T-E.=-0.59916174D+03

T.E.=~-0.759594160+03

ROOTHAAN-HARTREE-FOCK ATOMIC WAVEFUNCTIONS

THE HARTREE-FOCK FUNCTIONS FOR NEGATIVE TONS.

1s

-91.61593
0.92673
0.0343¢
0.00485
0.04839
0.00025
-0.00012
-0.00131

15

-104.50515
‘ 0.52389
0.01357
0.00274
0.07693
0.00002
-0.00002
-0.00055

1S

-133.4130¢
-0.93428
-0.01631
-0.06155
-0.00257
0.00081
—0.00023
0.00022
~-0.00009
C¢. 00000
0.00000
-0.C0000

15

~-165.€3585
-0.02047
-0.94488
-0.04354
~-0.00389
0.00242
-0.00155
0.00103
-0.00043
0.00018
-0.00006
0.00002

2P
-15.38901
0.04584
C. 68465
0.31870
0.01482
-0.00424
0.00108

K(2)L(B)3S5(2)3P(5), 2P
P.E.=-0.795076440+03

25
-8.67515
-0.25628
-0.0C7€1

G.80C34
-0.13560
0.0C504
-0.0acC15
0.35cC7¢8

K(2)L(8)35(2)3P(6), 15
P.E.=-0.91615£21D+03

2s
-10.22891
~0.25955
-0.00339
€.9C257
-0.14C67
0.C0350
0.00C57
0.23387

KI2)L(B)3S(2)3P(6145(2),
P.E.=—0.119832540+04

25

=14.36554
-0.27373
-0.00210
-0.14405
0.94848
0.17C48
0.00040
0.cc707
-0.00332
0.000C4
0.00C36
-0.00C15

25

-18.79715
0.00113
0.286¢€1
0.14535
-1.00110
-0.14633
-0.00176
-0.00447
0.00152
-0.0CC72
0.00C21
-0.00CC8

3p
-1.3CC70
-0.01469
-0.23089
=0.14473
0.37319
0.5£1CS
0.20542

35
-0.57932
-0.C73786
-0.00186

0.24398°
-0.04061
-0.€9742
-0.43754

0.17086

3s
~0.73295
-0.07613
-0.00122
0.29244
-0.0456%
-0.69781
-0.45281
0.15074

3s
~1.62885
0.09160
-0.00002
0.04941
-0.34368
-0.20565
0.46742
0.€3029
0.09556
0.00116
0.01226
-0.00414

K(2)L(B)3S(2)3P(6)45(1)13C(3).5F
P.E.=-0.151919670+04

K.E.=

35
-2.28079
©.00028
0.10049
0.05705
-U.38349
-0.2202¢
0.40051
0.75353
0.07342
-0.00556
0.00075
-0.00084

0
BASISAORB E
30 9.91594
30 5.28852

30 3.08552
30 l.42520
30 0.5137¢

461

P
BASIS/CRB E
2P T.07744
2P 12.99860
3P 2.¢€2059
3P 0.89975
3P 5.42495
3P 1.65797

P
BASIS/ORB E
2P 7.62972

2P 13.76380
3P 2.52646
3P 1.01565
3P 5.953996
3P 1.83188

45
-0.01C18
-0.01250

0.0CCC5
-0.00655
0.04¢€38
0.02208
-0.07622
-0.05234
-0.00742
0.39228
0.24294
0.56584

45
-0.05C69
0.00026
-0.01574
-0.€0993
C.07117
0.05512
-0.10980
-0.13528
-0.03495
C.3¢€534
0.6C876
C.15819

30
0.01513
C.CC890
0.C6800
C.27680
0.46525
G.521¢&7

‘See page 183 for Explanation of Tables and Notes for Tables 32, 42, and 43

KeBo= 0.39753824D+03

K.E.= 0.459579510+03

KeEe= 0.56916364D+03

VeT.==0.199999990+01

- 2P
-6.35496
0.65158
0.03916
0.0131¢
0.00055
0.37601
-0.00214

3P
-0.10739
-0.15153
-0.00927
0.29742
0.33297
-0.10428
C.52358

VeToe=-0.,199999390+01

2P
-7.69533
0.65375
0.03936
0.01297
0.00056
0.36998
~-0.00272

3P
-0.14992

-0.16223 -

-0.00598
0.32959
C.30269

-0.11336¢
0.52436

Vel o=-0.19999968D+01

P
BASIS/ORB E

2P
2p
3P
ap
3P
3p

0.159662580+03

8.65250
15.28720
6.91281
3.44500
2.26213
1.66856

2p

-11.39927
0.66828
0.04077
0.34764
0.01328
-0.00456
0.00142

V.T.==0.199958890+01

3p
~0.83446
-0.20593
-0.01212
-0.13477
G.44812
0.48310
0.18819
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