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Chemical Structure Data Mining using Topologica Fragment Spectra (TFS)
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We have developed a peak identification system for topological fragment spectra (TFS). The TFSisakind of quantitative
representation of a chemical structure, which is based on enumeration and numerical characterization of all the possible
substructures from a chemical structure. We have investigated the applicability of the TFS approach to chemical data mining
with practical chemical data. The system can pursuit the meaning of each peak of TFS and identify the substructures behind
the peaks. Usefulness of the system has been validated in Quantitative Structure-Toxicity Analysis with the TFS descriptors.
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