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non-BO TRF-NOMO

ab
initio NOMO
TRF-NOMO/HF

Hamiltonian
1 NOMO TRF-NOMO
H,, Dy, T,

Table 1. Bond length of H,, Dy, and T, molecules
calculated by the NOMO and TRF-NOMO methods.

NOMO TRF-NOMO exptl.

H, 0.7664 ( 0.0130 ) 0.7533 ( 0.0023 ) 0.7510
D, 0.7567 ( 0.0076 ) 0.7491 ( 0.0008 ) 0.7483
T, 0.7512 (__ 0.0029 ) 0.7484 (_0.0015 ) 0.7469

[5]J. Chem. Phys., 122 (22), 164101 1-10 (2005).

(EDA)
(Bond-EDA)
Bond-EDA

[3]J. Theor. Comp. Chem., 4 (1), 317-332 (2005).
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[6] Chem. Lett., 34 (6), 844-845 (2005).
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Fig. 1. ETS for the AIMD simulation of the
collision reaction between two COx.

[8]J. Chem. Phys., 123 (3), 034101 1-9 (2005).

- (ACE-RR)

Table 2. CPU time (in seconds) for first direct SCF cycle
on taxol and valinomycin. CPU-time ratios are shown in
parentheses.

CPU time for first direct SCF cycle
ACE-RR  Pople-Hehre  Dupuis-Rys-King
4855.0 (7.69)
12192 (2.43)

Molecule  Basis set

Taxol STO-6G 631.4 814.0 (1.29)
C4HsINOyy  6-31G 502.6  572.6 (1.14)

1713.0 2228.6 (1.30)
1587.7 1833.5 (1.15)

12875.1 (7.52)
29745 (1.87)

Valinomycin STO-6G
Cs4HooNeO3 6-31G

[2] J. Theor. Comp. Chem., 4 (1), 139-150 (2005).
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