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Computer aided design of selective CDC25B inhibitors
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Abstract Objective: To design a CDC25B inhibitor and prove its theoretical activity. Methods: CDC25B was used as the target, and
the inhibitors were designed by computer aided drug design. Its theoretical activity was measured by molecular docking. Results: A new
compound was designed and its inhibitory activity was higher than that of 4f. Conclusion: The prospect of CDC25B inhibitors in the

treatment of cancer is further explored, which lays the foundation for the structure modification and activity assay of CDC25B inhibitors.
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