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Artificial intelligence is reshaping drug discovery, compressing candidate selection from years to months. 
This talk first reviews current achievements in AI-based drug discovery and introduces our generative models 
for de novo molecular design. The second part turns to modalities beyond conventional small molecules: 
models for RNA-binding molecule prediction and generation, which expand the druggable genome, and 
peptide drug discovery, where reinforcement-learning approaches enable species-aware antimicrobial 
peptide prediction and generation. Together, these efforts illustrate how generative AI is broadening both the 
chemical space and the modern drug development. 


