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Abgract : Objective To study binding model and capacity between flavonoid glycos des and epidermal
growth factor receptor (EGFR) with docking calculation. Methods Crystal structures of EGFR were
downloaded from RCSB Protein Data Bank. Flavonoid glycosides were collected as the ligands. The soft-
ware Schrodinger 8. 0 was employed to dock the ligands into the receptors, and the binding models and
docking scores were analyzed. Results Flavonoid glycosdes and EGFR could bind well. The binding mo-
del could be classfiedinto types , ,and . Substitutionsat postion 3 and 2 mostly affect the bind-
ingmodel , and at position 3,5, 7 and 4 mostly affect the binding capacity. Conclusion Among flavonoid
glycosdes, there might be selective EGFR inhibitors and multiple targeted PT Ks inhibitors. The binding
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model and capacity can be affected by the substitution of different positionsor groups. The results suggest
that flavonoid glycosdes be potential anti-tumor |eads.
Key words: flavonoid glycosde; EGFR; docking calculation; binding model
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