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１．研究種目名　　　

  A big data approach to function prediction of metabolites by clustering of structural similarity networks

17K00406  基盤研究(C)（一般）

We collected metabolite activity data and structural information of metabolites from KNApSAcK database and constructed the structural similarity
based network of metabolites. Also we developed a network clustering tool called DPClusSBO which we applied for function prediction of
metabolites. Structural similarity between metabolites implies functional similarity between them. In light of this fact we propose a method for
function prediction of secondary metabolites and published a paper. Also, we have done several other works utilizing the tool DPClusSBO. Based
on the research related to this project, we got several publications during last year in good journals including IEEE TRANSACTIONS ON
Computational Biology and Bioinformatics, BMC medical genomics, Applied Network Science etc.
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IEEE 19th International Conference on Bioinformatics and Bioengineering (BIBE)（国際学会）

International Conference on Genome Informatics (GIW 2019)（国際学会）

Asian Regional Conference on Systems Biology（国際学会）

University of Manitoba, Canada（招待講演）
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Inter Disease Relations Based on Human Biomarkers by Network Analysis

Discovery of inflammatory bowel disease-associated miRNAs using a novel bipartite clustering approach

Applications of KNApSAcK Database and DPClus Algorithm: Plants to Metabolites to Target Proteins in the Context of Jamu
Medicines and IBD Gene Prediction

Development of an Integrated System for Clustering of Simple and Bipartite Graphs and its Application to Different  Types of
Biological Data
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－

Databases for Natural Product Research, In book: Reference Module in Chemistry, Molecular
Sciences and Chemical Engineering

Elsevier

33
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１１．備考
DPClusO & BiClusO (DPClusSBO1.1) 
http://www.knapsackfamily.com/GRAPH_CLUSTERING/ 
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