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A graph neural network (GNN) has been constructed to predict multiple types
of organotransition metal catalytic reactions. By selecting elementary reactions as training targets
and enforcing valence rules appropriately, we were able to predict products with up to 97.7%
accuracy when starting materials and transition metal + ligands were input, even though the model
has only a few tens of thousands of parameters. The GNN correctly predicted the substrate preference
of each transition metal. The latent representation of a node in GNN was found to be understood as

the role of the atomic group in the reaction.
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