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Computer modeling on the abzyme catalyzing soman hydrolysis
HU Yuan-Dong, ZHENG Zhi-Bing, WANG Zi-Ling, JAO Ke-Fang, RONG Kang-Tai, LI Song

(Beijing Institute of Pharmacology and Toxicology, Beijing 100850, China)

Abstract
The P,Cr-soman was docked into the active sites of variable region of abzyme EP;(EP,V) using the automated flexible
docking procedure(Affinity), the complex structure of soman EP,V and the in teraction energy between soman and EPGV

show H-bond and el ectrostatic interaction are important. The residues of the heavy chain Asn 52 and light chain Tyr 95
play akey rolein the process of the soman hydrolysis, and water molecule is aso important in this process under the
physiologic conditions.
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