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Abstract

Introduction: Matrix metalloproteinase inhibitors are potent anti-cancer agents.
Developing a quantitative structure-activity relationship (QSAR) model can help
understand inhibitor structures and design new molecules. This study aimed to build
a QSAR model for matrix metalloproteinase inhibitors.

Methods: The research used 53 matrix metalloproteinase inhibitors with their IC50
activity from literature. Molecules were drawn and energy minimized in MOE
software. Molecular descriptors were calculated and used to build a QSAR model.
Results: The QSAR model revealed that Van der Waals interactions, hydrophobic
areas, and H-bonds are crucial for inhibitory activity.

Conclusion: The findings can be used to design new matrix metalloproteinase
inhibitors for the development of anticancer drugs.
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