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Study on the design and screening of novel anti-tumor
drugs based on molecular docking technology
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Abstract

As the incidence of tumors continues to rise, research into tumor treatment has become a critical topic in global medical science.
While traditional anti-tumor drugs have achieved some clinical success, their significant side effects and high drug resistance remain
major challenges to effective cancer treatment. With the rapid advancement of molecular biology, drug design and screening methods
based on molecular docking technology have opened new avenues for the development of anti-tumor drugs. Molecular docking
technology simulates the interactions between drug molecules and target proteins, predicting their binding capabilities and patterns,
thus providing an effective tool for discovering new anti-tumor drugs. This article explores the design and screening methods of
new anti-tumor drugs using molecular docking technology, focusing on how to use this technology for target protein screening, drug
molecule optimization, and pharmacological prediction. Through practical case studies, the study highlights the significant potential
of molecular docking technology in new drug development and looks forward to its future applications in tumor drug design.
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