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Proposal of QM/MM method for Periodic Molecular Crystal :

Consideration of Crystal Effects by SCF point charge
(Fukui Institute, Kyoto Univ.") Shinji Aono!?, Shigeyoshi Sakaki!*
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initial step
‘ QM coordinates {r;}, charges {Q, } and extemal variables t are given. | . *
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I MM coordinates {r,} and charges {q_} are generated. :.(__ E : Energy derivatives with respect to extermal variables t are calculated_J:
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Y [« geometry optimization ‘ Are extemal variables t well optimized ? ‘
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SCF for charge distribution i | Energy derivatives with respect to QM coordinates {r; } are calculated. |
| Are QM ESP charges well converged ? | e oo
I : I
Y95+ No i< geometry eptimization | Are QM coordinates {r;} well converged ? |
‘ Crystalline energy calculation is finished. ‘ : I + Yes
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‘ Crystalline geometry optimization is finished. ‘
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