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Development of a quantum chemical analysis system for proteins
Hideaki Koike, AdvanceSoft Corporation

Abstract:
We have developed a quantum chemical analysis system for proteins. It supports quantum chemical
calculation of a proteins, all-electron and/or structural optimization calculations, and the integrated

environment through which we can easily and intuitively operate the simulation.
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A_CH3: CH3 + (POR_D4h)
C_CH3: CH3 + (POR_D4h)

| B_CHEH3: (POR_DaH) + CHCH3 + Cys17 Rside + (€H2) |
Rside +(CHZ) |

Rside + (CHZ) l

F_CH3: CH3 + (POR_D4h)
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CH3SCH3I+C2HS
Minimal Mode

A_CH3 + C_CH3 + F.CH3 + GCH3
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