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

Under this project, 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 DPClusOST which we will apply for
function prediction of metabolites. Based on the research related to this project, we got the six publications during last one year.
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The research is going on according to plan. We completed data collection and initial steps of the work. Also we developed a software tool called
DPClusOST which will be used for function prediction of metabolites. These works resulted in the following publications

1. Nobutaka Wakamatsu, Tsuyoshi Shirai, Ryohei Eguchi, Mohammad Bozlul Karim, Naoaki Ono, Shigehiko Kanaya and Md. Altaf-Ul-Amin, “ A Network
based Approach to Predict Functions of Metabolites” , International Conference on Metabolomics, 2018, Bangkok (Poster).

11. Mohammad Bozlul Karim, Nobutaka Wakamatsu and Md. Altaf-Ul-Amin, "DPClusOST: A Software Tool for General Purpose Graph Clustering", Journal
of Computer Aided Chemistry, Vol. 18, 76-93,(2017).




This year we are conducting experiments and preparing the manuscript of a journal paper titled as follows: “ An approach to function prediction
of metabolites by clustering the 3D-chemical structural similarity based network” . We hope to submit it within next 6 months. After that we
will proceed to development of iterative function prediction step and validation of our predictions and eventually will write another journal

paper.
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