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Screening of NF-kB dissociation blocking compounds based on molecular simulation technology
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[ Abstract ] Objective To find a compound that can block the dissociation function of NF-kB. Methods We constructed
a pharmacophore model between I-kB protein and endogenous ligands, screened compound databases, and used molecular docking and
molecular dynamics simulation methods to identify lead compounds that potentially inhibited NF-kB dissociation, and analyzed the
mode of binding between it and the receptor protein. Results The screened compound No. 276, molecular dynamics simulation
showed that it formed a stable interaction mode with [-kB protein and blocked the dissociation process of NF-kB. Conclusion Com-
pound 276 may be a potential NF-kB dissociation blocker. This research lays a theoretical foundation for the next step in the research
and development of anti-UV damage drugs.
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