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Table 1. SCF iterations (Nscg), and CPU times [sec] (Pentium IV 3.0GHz) for SCF calculations (Tsc¢) and total AIMD simulations
(Teta) Using the conventional, LIMO, and LSMO methods.

Conventional LIMO LSMO
System Nscr Tsck Trotar Nscr Tscr T total N scr Tscr T total
CH3OH methanol 80 38 54 32 (395%) 16 (41.1%) 3.1 (57.8%) 2.9 (35.8%) 1.4 (37.4%) 3.0 (55.2%)
CeHs benzene 9.7 250 328 31 (32.0%) 88 (352%) 16.5 (50.4%) 2.9 (29.6%) 8.2 (32.8%) 16.0 (48.7%)

(H,0),  watercluster 11.1 201 250 4.1 (37.0%) 7.7 (38.3%) 126 (50.4%) 3.8 (34.0%) 7.1 (35.4%) 12.0 (48.1%)

(H,0)4  watercluster 9.0 239.1 3059 3.1 (34.1%) 80.6 (33.7%) 147.6 (48.3%) 3.0 (33.6%) 79.3 (33.2%) 146.2 (47.8%)
CeHsNsOs TATB 136 3511 4240 50 (36.5%) 117.9 (33.6%) 191.0 (45.0%) 4.0 (29.5%) 97.9 (27.9%) 171.0 (40.3%)
CaHpO  retinal 11.0 7261 907.1 3.8 (34.5%) 238.4 (32.8%) 419.8 (46.3%) 3.5 (31.6%) 217.3 (29.9%) 398.5 (43.9%)
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Table 2. SCF iterations (Nscg), and CPU times [sec] (Pentium 1V 3.0GHz) for SCF calculations (Tsce) and total AIMC simulations
(Twotar) Using the conventional and LSMO methods.

Conventional LSMO
System Nscr Tsce Trom Nscr Tscr T total [1] "AIMD /< = L =32 21 5 SCF
CH3OH  methanol 75 36 40 59 (787%) 28 (79.2%) 3.3 (81.4%) IRt L7 | BEMI, PHIEE, 4 8
CeHs benzene 10.6 276 282 7.0 (66.4%) 18.6 (67.6%) 19.3 (68.5%)

EIEGR LSRR (R 5), 2004 426 A.
(H,0);  watercluster 96 17.6 182 56 (58.0%) 104 (59.3%) 111 (60.8%)

[2] “AIMD % = L—3 2 28515 5 SCF
(H,0)1e  watercluster 88 234.9 2389 6.6 (75.1%) 172.1 (73.2%) 1762 (73.8%)
CeHeNsO; TATB 13.0 344.8 3467 86 (66.2%) 2212 (64.2%) 2233 (64.d0p) DCRPEDMIL(Q)”, HERMUR, AIREL, 2

CaHyiO  retinal 114 7831 7884 89 (78.3%) 590.0 (75.3%) 595.8 (75.6%)  F-HEiEHAATHMA 2004(/5 ), 2004 4 9 1.




