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Dr. Alan Talevi is Full Professor at the Faculty of Exact Sciences, Universidad 
Nacional de La Plata (UNLP), Principal Researcher at CONICET, and Director of the 
Laboratory for Research and Development of Bioactive Compounds (LIDeB). His 
research focuses on computer-aided drug discovery, chemoinformatics, and the 
application of machine learning to the identification of novel bioactive 
compounds and therapeutic targets. He has contributed extensively to the 
development of ligand- and structure-based virtual screening strategies, drug 
repurposing approaches, and predictive models for pharmacological activity. His 
work integrates computational and experimental validation pipelines, with 
applications spanning neglected and rare diseases. He has authored over 100 
peer-reviewed publications and multiple book chapters in the field of 
computational drug discovery and has led numerous national and international 
research collaborations. His recent work emphasizes data-centric machine 
learning strategies and the integration of chemical, biological, and phenotypic 
data to improve predictive performance and translational impact. 

Abstract:  The identification of reliable biomarkers and bioactive compounds remains a central challenge in 
biomedical research, particularly in complex and data-scarce scenarios. In this context, machine learning and 
structure-based approaches have emerged as powerful and complementary tools to explore chemical and 
biological spaces efficiently. This talk will present recent advances in the integration of supervised and 
unsupervised machine learning techniques with ligand- and structure-based virtual screening strategies. 
Emphasis will be placed on data-centric approaches, the impact of training data quality on model performance, 
and the use of predictive models to identify biologically relevant patterns and candidate molecules. 
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