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DEVELOPMENT OF MULTILEVEL FRAGMENT MOLECULAR ORBITAL METHOD

HTERFEOME (Fns) : 77 7 A2 "y THEFEMOEE B 7 7 7 A hRT vy v
(EFP)IECH )5 (MM) & OfhE 1k, S OISO FHERETT LEPCM) & Zls Lz~ v
FLULEEA FMO iEZ2BR Lz, ZOHIEICE D, KRIETDZ 0GR X7 E—)
v REGEROEHZFENARRIC 2D . ARES O I 2 b—a UIRICENT 515

iR SN D,

WFEEE R OBFE (JE30) : We have develped the multilevel fragment molecular orbital method
in which effective fragment potential (EFP), molecular mechanics (MM), and polarizable
continuum solvent model (PCM) have been interfaced with the the fragment molecular
orbital (FMO) method. The method facilitates geometry optimizations and molecular
dynamics simulations of large molecular systems and is expected to be usuful in simulation

studies of biomolecules.
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