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Table 1 AIMD e 36
PRE-MO  LI-MMO (Nsce) - R T/ R T
N MD step
SCF Fig. 1. (2)AE and (b)Nscr for the AIMD simulation of CH;OH.
2 CN+C;H, Table 1. (Nsce) for AIMD simulations of various systems.
PRE-MO SCF System PRE-MO  LI-MO Ratio
(H0)4 11.3 4.9 2.3
LI-MMO SCF NH,+(NHs)s 9.9 4.0 2.5
LI-MMO CeH12 9.6 3.8 25
CoH250 (Retinal) 12.5 6.3 2.0
1] 8 )1C1b CN+C,H, 16.7 * 8.7 1.9
[2] 2004( ) 1P119 * SCF not converged.




