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Investigating the impact and mitigation of noise in QSAR models
Generative Al as a tool for metabolite identification

Implementation of R-BIND Nearest Neighbour Search and ROBIN Machine Learning methods to
generate a RNA focused Virtual Library

KLig Enumerator: a Tool for Library Creation Based on Kinase X-Ray Structures.

Aminoacyl-tRNA synthetases (aaRSs) as drug targets

Synthesis directed elaborations by automated chemistry to maximally exploit the fragment-design space

Comprehensive machine learning boosts structure-based virtual screening for PARP1 inhibitors
Automated Identification of Cryptic Pockets for Drug Discovery

iScore: Ultra-fast Virtual screening

Advancing Fragment-Based Drug Discovery in the ASAP Consortium with Fragmenstein
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DEEPGRID: 3D image recognition using deep learning
and grid molecular interaction fields
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Comparative Study of Allosteric GPCR Binding Sites and Their Ligandability Potential

Cheminformatics/QSAR approach for personal care formulation optimization

Molrus — A cheminformatics library written in Rust
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Cheminformatics and Machine Learning Approaches for GPCR Computer-Aided Drug Design



