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ADrug Discovery Program Deve lopment Based on Solvent Dipole Ordering

WFFE AR SR OBEEE (FiS0) - ARBFZE T A SR 35 2 S W RIBE T a 7T LD 1T - T2,
Zo7u T A% ALR2, CDK2, InhA. PDE5S ® A FiEOEHEICHEA L, X—F ¥ /L A7
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L (FRED) R L7HEELV . @y MERELND Z BRI,

WFFERL T DOBEZE (3530) : We developed a drug discovery program based on solvent dipole
ordering. This program was applied to virtual screening of ligands for four typical drug
target proteins and the performance compared with that of FRED (well-known rigid
docking method); the efficiency of our program was demonstrated to be better than FRED.
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