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(Abstract] Objective To study the interaction between the salicylanilides I-IV with metabotropic glutamate receptor 5
(mglu5) based on molecular docking and their antitumor activity in vitro. Methods The molecular docking study of salicylanilides
[-IV were performed by using mgluS as a receptor template by in silica software. In wvitro cytotoxicity of salicylanilides [-IV
to human hepatocellular carcinoma cell line HepG2 was measured by a MTT method. Results It was found that salicylanilides -1V
interacted with mglu5 binding site by hydrophobic interaction and a key hydrogen bond with amino acid residue SER809. These

interactions were closely related to biological activity. Compounds I-IV showed inhibitory effect on the proliferation of HepG2 cells
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with the ICs, values of 255 uM, 3.99 pmol/lL, 3.12 pwmol/L. and 7.55 pmol/L, respectively. Conclusion The binding information of
salicylanilides with mgluS would be useful for modifying the structure and designing novel mgluS antagonists. The antitumor activity
of compounds of this type would be further studied.
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