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Homology Modeling of Human Acrosin and Its Molecular Docking Study with KF950

LU, Ja-Guo*, SHENG Chun-Quan, ZHANG Min,Jl Hai-Tao, ZHANG Wan-Nian, ZHOU You-Jun, ZHU Ju, JANG
Jun-Hang
(School of Pharmacy, Second Military Medical University, Shanghai 200433)

Abstract Homologous 3D model of human acrosin was built on the basis of the crystal coordinates of ram and boar
acrosin, while the reliability of the model was assessed by Ramachandran plot and Profile-3D analysis. The active site of
human acrosin was searched by Insight 11/binding site analysis and important functional residues were located at the active
site. To explore the binding mode of the 4-guanidinobenzoates with the active site of human acrosin, KF950 was docked
into the active site and specific hydrogen-bonding interaction was found to play an important role in inhibitor recognition
and orientation. These results provided a basis for the rational design of specific inhibitors to the target enzyme and the
discovery of novel contraceptive agents with high potency.
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