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Construction of Knowledge-base for Graph Mining of Drug Molecules Using NTG and
Application to Activity Prediction
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In the preceding work, we proposed a basic skeletal feature representation of molecules with a graph called Non-Terminal
vertex Graph (NTG) that has no vertices of degree of 1. A large number of NTGs were extracted from a structure database of
investigative new drugs MDDR. In this paper, we have constructed a knowledge base of drug molecules that is based on
the NTGs. And Active class prediction of drugs has also investigated using the knowledgebase. The details of the approach
will be discussed with an illustrative example.
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2. Non-Terminal vertex Graph(NTG)
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