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Fig 1 Thedistrbution of successfil coss dock ing for the receptors i each group
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Fig 2 Canparisons of 2qxm (a) and 2iok( b) ligand confom atbns obtained from cross dock ng and ciystal stucture
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A BRIEF ANALYSIS OF ESTROGEN RECEPTOR
FLEXIBILITY IN MOLECULAR DOCK ING

1 . 1 1
LI Rong WAN G X iaodong YANG X ushu
(Pollution Contro ] and Recovery State K ey Laboratory, Nanjing Unwersity Nanjing 210093 Chia)

ABSTRACT

The estogent effect of d werse polluitants n the environm ent have aroused more and more concerns The
docking processes of pollitants with estrogen receptors can be smulated through the fast and econam ic
mode ling m ethods ofmolecular docking procedures Current researches have proved that the proten receptors
change w ith he induction of the smallmolecule lgands Therefore the flexbility of receptor has becan e the
key of he docking smulation. In this article based on the situatbns of in-site and cross docking the changes
of receptor confom atbns induced by the lizands or the defecis resu lted fran the crystals have all been explored
to explain the deviation of smu lations The nfluence of d verse receptor confoim ation and residue position n
he dock ng smulations was summ erized The Partial Flexibility M ultiple Receptor Confomaton ( PEMRC)
docking system was estab lished to mprove both he accuracy and efficiency of docking simulatbns

Keywords flexble receptor dockng estogen



