The 19th Annual Conference of the Japanese Society for Artificial Intelligence, 2005

BRI 5

1F1-01

> A IE OB AT

Evaluation of Structural Similarity Using NTG-based Molecular Skeleton

R 7

Masahiro Wada

i HE

Yoshimasa Takahashi

SABTAN AR TR0 akis i 157

Department of Knowledge-based Information Engineering, Toyohashi Umversr[y of Technology

In the former work, the authors proposed a quantitative evaluation method for structural similarity analysis based on
Topological Fragment Spectra (TFS). In the method, whole molecular graphs were employed for the evaluation. But the
method doesn’t give us the results that have priority to the same molecular skeleton like a particular ring system. This paper

describes an alternative approach to structure similarity analysis of molecules, which gives priority to basic skeletons of
molecules. The basic skeleton was described with Non-Terminal vertex Graph (NTG) which does not have any terminal
vertex or any isolated vertex. The NTG is obtained by pruning the terminal vertexes of a molecular graph. Evaluation of the
similarity between NTGs is carried out with the TFS-based method. The details of the NTG-first approach with TFS method

will be discussed with an illustrative example.
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3. Non-Terminal vertex Graph (NTG)
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