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Abstract

The process of designing novel, drug-like molecules can be viewed as one of generating graphs which optimize all the features
of the desirable molecules. Our group has recently introduced GraphINVENT, a platform developed for graph-based
molecular design using GNNs.(1,2) GraphINVENT uses a tiered deep neural network architecture to probabilistically
generate new molecules a single bond at a time. All models implemented in GraphINVENT can quickly learn to build
molecules resembling the training set molecules without any explicit programming of chemical rules, showing how GNN-
based models are promising tools for molecular discovery. In this talk, | will provide an introduction to the field of Al-driven
drug discovery, focusing on how deep learning methods such as GNNs can be applied to complex drug design tasks.
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