2P23

1 1 1,2
( 236-0027 22-2)
2JST-PRESTO( 332-0012 4-1-8)
Hartree-Fock(HF)
[1] HF
MP2
CASSCF
BeH,, C,H,, C,H,, CoHg CH. HF MP2
CASSCF (99/4s) (9s5p/4s) (9s5p1d/4sip)
MP2 CASSCF
(Fully Variational Molecular Orbital ; FVMO) [2]
(G-OPT)
(EG-OPT) (FV-OPT)
Table 1 (99/4s) BeH, EG-OPT
FV-OPT 60kcal/mol
MP2 G-OPT EG-OPT
FV-OPT
Table 1. Energy and Optimized geometry with (95/4s) basis set
MP2 for BeH, by HF and M P2 schemes.
HE Method Energy(Hartree) R gey(A)
G-OPT -15.66239 1.375
HF EG-OPT -15.66356 1.368
FV-OPT -15.75872 1.336
G-OPT -15.69837 1.382
CASSCF MP2  EG-OPT -15.69967 1.378
FV-OPT -15.79801 1.339
Predicted R gy iS1.3324 A with CCSD(T) calculation[3]
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