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Elucidation of Protein-Ligand Interactions Using Neutron Diffraction
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WFZERC R OMEE (J30) : Tertiary structures including hydrogen and hydration structural
information for the liganded and unliganded forms of a drug target protein were determined
using neutron diffraction. Structural compatibilities between the drug—target protein
and potent ligand, and the information for ionization state of catalytic residues and
the hydration structure were clarified. This structural information is important to
design potent inhibitors as drug candidates.
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