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Importance

Conclusion

» Developed ML-QSAR models using fingerprints and molecular descriptors
to predict MAO-B inhibitor activity

» Created a web application (MAO-B-pred) for rapid bioactivity prediction.

» Screened 8812 compounds and identified C175-0062 as the top MAO-B
inhibitor

» Findings support potential for new MAO-B inhibitors in Parkinson’s
disease, pending experimental validation
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