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Structure-based ligand activity prediction using 3-dimensional convolution
neural network
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We developed a novel machine-learning based compound activity prediction
using binding pocket information. The method converts a binding pocket structure of a target protein
to a structure-graph and uses a graph convolutional neural network for end-to-end learning. The
proposed method achieved better accuracy than a method only using protein sequence information.
Additionally, the proposed method was more accurate and fast than a docking calculation using

Autodock Vina.
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Job Title sample
Model Length 718
Global Score 0.7190

Global score means the score for the whole model
structure, and local score means the score for
each residue.

Each residue is colored by the local score
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