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Table 1 Calculated O 1s CEBE of H,O by using

GCS-CIx/PT method.

Number of X of GCS-CIx

active

orbitals SD SDTQ SDTQ56 SDTQ5678 CAS
10 53531 53523 53526 53521 53521
11 536.85  536.71  536.65  536.59  536.61
12 537.89  537.68  537.68  537.65  537.65

Exp.”

539.86

a. W. L. Jolly, K. D. Bomben, and C. J. Eyermann,
Atomic Data and Nuclear Data Tables 31, 433 (1984).

Table 2 Calculated O 1s CEBE of H,O by using

GCS-CISD/PT method.
Number of CEBE (eV) Reference weight (%)
active GCS GCST Ground  Core-ionized
orbitals -CISD  -CISD/PT state state
10 552.10 534.93 97.002 71.093
11 549.57 536.32 97.791 76.821
12 54791 537.64 98.507 81.448
13 547.14 537.81 98.838 71.533
14 546.82 538.11 98.964 82.126
15 546.51 537.69 99.115 35.161
16 544.42 539.15 99.417 94.769
17 543.00 539.58 99.635 97.127
18 542.06 539.83 99.752 98.586
19 541.19 539.83 99.853 99.173
20 540.53 539.83 99.863 99.303
21 540.58 539.85 99.866 99.339
Exp.” 539.86

a. W. L. Jolly, K. D. Bomben, and C. J. Eyermann,
Atomic Data and Nuclear Data Tables 31, 433 (1984).

Table 3  Comparison of calculated CEBEs by
GCS-CISD/PT and MRMP.

Molecule C(r)lf)e GCS-CISD/PT MRMP* Exp.b
CHs Cls  29080° 290.72 290.87
NH; N 1Is 405.43 405.33 405.57
H>O Ols 539.85 539.82 539.86
FH Fls 694.13 694.18 694.18

avg.dev. 0.07 0.11

a. from [1]

b. W. L. Jolly, K. D. Bomben, and C. J. Eyermann,
Atomic Data and Nuclear Data Tables 31, 433 (1984).

* 4227 §iET 26 flE % active BuE & L7-ME
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