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Research for Method of Protein Structure Analyzing using
X-ray by using Drug Design System on Computer
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QM/MM calculations based on ab initio molecular orbital theories are carried out to investigate a possible drug against
prostaglandin D2 synthetase which causes allergic reactions in human bodies. The two ligands are selected to study the inter-
actions between them and the protein, from the complex structures determined by X-ray structure analyses by Inoue et al, that
is, HQL-79 and Cibacron-bule. The cation-m interaction between piperidine of HQL-79 and indole of Trp104, and s~ interac-
tion between anthraquinone of Cibacron-blue and indole of Trp104 are found to be important. As the result, those cation-m and

7-7 interactions are considered to be a guiding principle to design new drug for prostaglandin D2 synthetase.
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