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various types of QM-cluster models from F-SAPT
interaction energies based on how far away the
amino acid fragment is from the substrate. We built
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* Chorismate mutase (CM) is an enzyme CEo cEo _ ,
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* CM provides a ~2 x 10° fold rate

enhancement over the uncatalyzed F-SAPT vs F-SAPT-d comparisons ConCI USIONS

Clai§en rearrangement | * RINRUS provides an automated
* Residue Interaction Network ResidUe N = N 0 ; computational enzyme workflow to
Selector (RINRUS) is an open-source e e b 1 . systematically create QM-cluster models
software developed by our group to e o | B0 =2 ® *F-SAPT-D has small differences in
automate the construction of QM- ggf 60 - ) 55% 22 ) ﬁf e - dispersion term compared to conventional
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with FSAPT interaction energies asymptotically approach zero as we add
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Chorismate Prephenate Transition State Analogue
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