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Functional Prediction of Chemical Compounds by Iterative Adjacent
Tree Structures

SorcHIRO KA1l

TAKAYOSHI SHOUDAT!P)

Abstract: Iterative adjacency tree structure is a graph structure pattern in which the adjacency informa-
tion of vertices of a given graph is represented as an unlabeled tree structure. The structure is called a
fingerprint. In this paper, we conducted an experiment on predicting the functions of chemical compounds
using iterative adjacency tree structures for a database of chemical compound graphs. We report the results
of our experiments on the prediction of functions of chemical compounds by using fingerprints which appear

in the database.
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