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Fig. 1. AEys and Nscs in AIMD simulation of (a)CH3zOH and (b)CeHsN6Os.

Table 1. Average value of AEgs and Nécr. Table 2. CPU time per AIMD step
CH,OH CHN,O, in AIMD simulation of CeHsNesOs(Sec).
Guess  AEg.(hartree) N,.,  AE..(hartree) N, Read LI-MMO
Huckel 4.2x10" 12.0 3.6x10° 249 SCF 721 250
Read 3.7x10* 8.0 4 4x10° 139 Force 165 165
LI-MO  2.3x10° 6.2 3.2xi0° 135 MD L L
LI-MMO  1.7x10™ 4.0 1 6x10° LI-MMO - 12
Total 887 430
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