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_Quantum Mechanics/Molecular Mechanics

Schrodinger QM/MM
QM/MM P450
Substrate Reaction Calculated Experimental
dioxygen Hea-P 221 18.2-20.0
dioxygen P-Q 17.9 15.7-16.6
Methane H atom abstraction 18.6 154
Acetonitrile H atom abstraction 135 13.9
Nitomethane H atom abstraction 18.1 162
Camphor H atom abstraction 8.2 fast
Dioxygen Hrpeg-Hrg, —-5.2 -1.3
DHAP H atom abstraction 14.1 13.0
P99-betalactamase  Cephalothin Hydrolysis; 14.3 14.3
formation of
tetrahedral

intermediate
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#! /bin/sh

/
lamboot —v ~/lamhost-4
mpirun —lamd —O h  mpi_initmo gbe > zzlog_uds_mpi _initmo_gbe
mpirun —lamd —-O h mpi_rhf > zzlog_uds_mpi_rhf
mpirun —lamd —-O h  mpi_casscf > zzlog_uds mpi_casscf
mpirun-lamd —O h mpi_pop_mulliken > zzlog _uds mpi_pop _mulliken

/
wipe -v  ~/lamhost-4
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