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ORBI TAL ENERG ES AND LCAO COEFFI CI ENTS

3.0000 2.7566 2.7566 2.7566 2.3028

1291 -.0023 ~-.1338 1791 1643
1291  .0693 -.0885 1933 1596
1291 .1299 -.1170 1394 0815
1291 . 0957 ~-.1800 0920 0402
1291  .0140 ~-.1903 1165 1545
1291 -.0548 -.2109 0500 1512
1291 -.1316 ~-.1725 0543 1310
1291 -.1501 -.1081 1256 0342
1291 -.0897 -.0900 1840 0642

-.0063 2024 0506

-.0541 . 0991 0121
1291  .2143 -.0618 .0162 1628
1291 .1753 -.1335 -.0379 2527
1291  .1199 -.1887 -.0024 1433
1291  .0594 -.2068 -.0608 1176
1291 -.0336 ~-.2186 -.0329 0627
1291 -.0971 -.1849 -.0798 1108
1291 -.1577 -.1564 -.0259 1162
1291 -.2060 ~-.0737 -.0460 0258
1291 -.2223 -.0172 0166 1100
1291 -.1925 -.0355 1080 1164

1291 2223 0172 -
1291 1925 . 0355 -.1080 1164
-.0275 -
1291  .1492 -.1174 -.1181 .2758
1291 .0776 -.1627 -.1323 .1901
1291 .0052 ~-.1244 -.1858 .0444
1291 -.0765 ~-.1347 -.1612 -.0762
1291 -.1190 -.0621 -.1789 -.1091
1291 -.1879 -.0296 -.1175 -.0533
1291 -.1930 0541 -.0991 0121
1291 2143 0618 -

1291 . 0548 2109 -.0501 1512
1291 . 1315 1725 -.0543 1310
1291 1501 1081 -

1291 0897 0900 -.1840 -.0642
1291 0948 0063 -.2024 .0506
1291 0132 -.0453 -.2186 -.0116
1291 0635 -.0069 -.2143 -.1217
1291 0693 0885 -.1933 -.1596
1291 1299 1170 -.1394 -.0815
1291 0957 1800 -.0920 -.0402
1291 -.0140 1904 -.1165 -.1545
1291 . 0023 1338 -.1791 -.1643

0370 .2320 -.1023 0314 1438
1268 .0202 -.2135 -.0677 0590
1549 -.2040 -.0098 -.0312 1474

-.0104 0304 0114
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-.2214 -.1060 2322
0774 -.1254 -.1758 1184 1156
0990 1640 -.1539 .0791 1248
-.0542 -.0253 0207
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-.2126 . 0165
-.0348 -.0968
0981 .0425
0065 -.0121
-.0275 -.0275
-.0121 . 0065
0425 .0981
-.0022 .0291
-.0275 . 0065
-.0275 -.0121
-.0022 -.0516
-. 0111 -.0022
0.0000 .0130
0130 0.0000
-.0022 -.0111
0291 -.0022
0065 -.0275
0019 .0303
0303 .0019
0480 -.0348
0480 .0283
0303 . 0480
0019 -.0348
0065 .0981
0291 . 0065
-.0022 -.0275
0130 .0063
0063 . 0063
0063  .0130
-.0275 -.0022
0065 .0291
-.0516 -.0022
-.0121 -.0275
0480 . 0303
0283  .0480
-.0348 .0480
-.0968 -.0968
-.0511 -.0511
-.0511 . 4758
-.0968 .0165
-.0348 -.2126
0283  .0165
0480 -.0968
-.0121 . 0425
-.0516 -.0121
0065 -.0121
-.0275 -.0275
-.0121 . 0065
-.0121 -.0516
0425 -.0121
0981 . 0065
-.0348 .0019
-.2126 -.0348
0165 -.0968
4758 -.0511
1.0000 .4758
4758 1.0000
0165 .6010
-.2126 . 0165
-.0348 -.0968
0981  .0425
0425 .0981
-.0968 -.0348
-.0968 .0480
0165 .0283
6010 .0165

REACTI ON | NDEXES

FR(E) FR(N)
0333 0333
0333 0333
0333 0333
0333 0333
0333 0333
0333 0333
0333 0333
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0333 0333
0333 0333
0333 0333
0333 0333
0333 0333
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0333 0333
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0333 0333
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END OF CALCULATION



