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Similar Structure Searching for Chemicals using Rooted Minimal Spanning Tree

Masayuki Kumagai Satoshi Fujishima Y oshimasa Takahashi

Department of Knowledge-based Information Engineering, Toyohashi University of Technology

In this paper, we proposed an new approach to similar structure searching for drug molecules. The method is based on
finding a rooted minimal spanning tree (MST). A query structure is regarded as the root vertex for finding the rooted MST
that consists of a specified number of vertexes (i.e. drug molecules). This approach gives us an alternative searched result that
is different from the result that obtained by the conventional k-nearest neighbors method. The present method allows us to
take vicinal relations of the data at the searching. The detail of the algorithm is described with an illustrative example, then
the utility of the method is discussed with several artificial data sets and areal chemical data set.
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