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Figure S5. Structural accuracy of side chain conformation prediction for correctly-selected active
site residues of glucose-binding protein. RMSDs were calculated over all side chain heavy atoms.
Note that although there is a dependence of geometric accuracy on the type of amino acid,
predicted conformations of charged and polar side chains are generally not considerably less
accurate than those of nonpolar sidechains, due to the use of an accurate force field and
solvation model. A. Glucose-binding protein; B. Penicillium sp. β-galactosidase; C. Streptavidin.


