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Fig.1 MOEngine, a special purpose machine for accelerating molecular orbital calculations.
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Table 1 Number of basis N and the number of cutoff survival basis M.

molecule 6-31G 6-31G* Extended
N M N M N M
H20 13 13 25 25 55 55
C6H6 66 66 120 117 270 262
Arginine 136 119 250 196 560 457
GAQ 207 180 375 263 845 671
GAQMY 427 314 769 455 1733 1176
d(CGC) 1203 479 2106 635 4797 2069
Gramicidin 2910 710 5295 869 11910 3525
BPTI 4694 739 8504 891 19138 4121
1GG 7940 803 14438 962 32476 4806
Lysozyme 10967 881 19850 1044 44705 5578
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Fig.2 Cutoff scheme in Lysozyme molecule.

gooon
coboobooooooboooobooboOoobooboOooboobOoOoOoOobOoOobocOobOOoObocOobOOobOCbocOobOOobOboOooOon

Oo0oO00O0OLysozymeOOOOOO160000000000C0000C0O00O00OAO

oooo
ljoooo00ooooooo0ooooooooO0OooooOooOooOoO0ooooOoOoO0O0ooOo@moOoboooooooOooobo0On

ogoooOoOoOoOoOoOoOoOoOOOOOOO0oO0OooomoOoooooo0o0oo0oo0oO0n00O3JChem. Software, 00O 0.
QubbO0OOOOO0OOO00O0O0OOOCbOO0O0O0OOOOOO00O0OOOCOOO0OO0OO0OO0ODOmObOOOOOCcOOOooOn
gooooOoooOoOoOoOOOoOOOoOoOoOoOoOoOoo@O)RTOOOOOOOOOO0O0O0O0O0O0O0O0O0O0O0O0O0

35

Oooooogo




OY_H10S_?7?_H11



