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All-Electron Calculations on Proteins by ProteinDF

The new quantum chemical calculation software “ProteinDF” has been developed,
where molecular orbitals of all electrons of proteins are computable.

Based on the software, a practical simulation system that precisely analyzes
biomolecular reactions is now constructed for the applied research such as design of
new enzymes and medicines as well as for the fundamental researches.
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The role of amino acid residues

S @
(a) HIE-HID (b) HIE-H64G (c) HID-H64G

The effects of mutation and tautomer
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