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Graph neural networks (GNNs) offer a unique opportunity to model systems
based on their pure topology, enabling skipping of the expensive geometry
optimization steps. For most chemical systems, where geometrical
information is not uniquely determined by connectivity, such an approach
would not work. However, for rigid carbon systems, GNNs allow efficient
exploration of their vast isomeric space, owing to their high speed when
executed on graphics processing units (GPUs). We present a GNN-based

model that enables the complete exploration of larger fullerenes, containing
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billions of isomers.

A seminar organized by the
Taketsugu Group
(WPI-ICReDD, Hokkaido University)




