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NTG network of drug molecules which involve the same NTG scaffold
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In the preceding works, 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. We also reported that non-terminal vertex graph (NTG) is a useful
feature representation of drug molecules in structure-activity analysis, and molecular framework represented by the NTG is
closely related to a particular drug action. In this paper, we propose a new approach to knowledge discovery for the NTGs in
association with drug action. The method is based on making a network of NTG frameworks with their drug activity
information. The NTG network can be used to get some association rules for NTG-based molecular features and drug activity.
The paper describes the detail of the algorithm for making a NTG network and the utility of the network for knowledge

acquisition.
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for (inti=0; i<n; i++) {
double xy;
X=X0+r*cos2m/n*i);
y=Y0+r*sin(2w/n *i);
vertex.get(i).setX(X);
vertex.get(i).setY (y);

}
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