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Study on synthesis, antitumor activity and molecular docking of isoxazole derivatives
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Abstract : Objective

To synthetize the isoxazole compounds with antitumor activity., Methods The

isoxazole derivatives were synthesized under the conditions of backflow and nitrogen protection. At the

same time,the antitumor activities were tested. The interaction mode between synthetical compounds and

Hsp90 protein was investigated by the molecular docking method. Results

A total of 12 new compoun ds

were obtained, and their structures were elucidated by ' H-NMR technique. There were 6 compounds with

tumor inhibitory rate exceeded 30%. A way of modifying substituent structure was shown on the basis of

molecular docking model. Conclusion Some of the new compounds have antitumor activities.
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