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Application of supramolecular graph system to GWAS analyses
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The supra-molecular graph system, which contains more than 30,000 molecules
(proteins and drugs) and human-diseases as nodes and more than 300,000 interactions
(protein-protein, protein-drug, and protein-disease interactions) as edges, has been developed in
this study. An application has been also developed to construct the structural models of the
disease-related supra-molecules, in which disease-related and drug-target proteins were in complex,
and more than 4,500 models were generated. The graph system was applied to GBDT machine learning,
and it was demonstrated that the network-paths of disease - efficient drugs could be discriminated

with 0.9 accuracy.
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