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Automatic Identification of Chemical Categories of Chemical Substances
Based on Substructure Feature Analysis
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Generally, chemists do various intellectual reasoning by looking at a chemical structure formula. This paper describes an
approach to automatic identification of chemical categories or chemical classes of chemical compounds based on
substructure feature analysis similar to that chemists do so it. In the present approach, first, a chemical structure is submitted
to a chemical intelligence tool through a structure editor. Second, substructure feature analysis is carried out for the chemical
structure. A knowledge file of substructures is employed for the feature analysis. It is followed by the procedure of automatic
identification of the chemical category of the chemical substance. The detail of the approach is discussed with an illustrative

example.
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