Exploring QM/MM paths for mapping
reaction mechanisms
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Modeling Approaches
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Chorismate-Prephenate Transition State Model (B)
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General QM/MM Methodology

Two main strategies:
. Additive Method

Hiot = Hou(QM) + Hyne(MM) + Hopnn (Inter.)

Eiot = @ +°+ o

~ Subtractive Method

Eiot = Equ(QM) — Eyam(QM) + Ena(All)
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