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Virtual Libraries and Virtual Screening in Drug Discovery Processes

 Attila Tajti, Tímea Polgár
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Due to the high costs of high-throughput technologies in drug discovery, ligand-based virtual screening has been a prime source of compounds for testing in biological screening. Owing to the high false negative and positive hits of high-throughput screening many more compounds are theoretically accessible, therefore, rational approaches such as virtual screenings are employed to yield a library enriched with the desired biological affinity values.
Based around ChemAxon’s screening and cheminformatics functionality we will discuss key aspects of this approach including management and characterization of virtual libraries, alternative screening models, and post-screening work-up using fragmentation and clustering.  The presentation will highlight practical user considerations, in-house and industrial case studies and how these approaches can be deployed within industrial discovery processes. 
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