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Computational Details

Method: QM/MM: UB3LYP/AMBER99 force field
Basis: 6-31G basis sets (360 basis sets) y
#QM: ~70

#MM(els, vdw) : ~ 2,000 (bg-zone radius 9A)

#Total : ~ 40,000 (PDB-ID: 3AEX)

#Atoms in Opt. ~ 1,000

An initial MM optimization was performed
for the entire protein fixing the backbone atoms -
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