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Structure-activity Map of Molecular Framework of Drugs using Self-Organizing Mapping
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It is a very important to know the relationships between molecular framework of chemicals and their biological action in
drug design and discovery. This paper describes an approach to visualization of chemical space of molecular frameworks
with drug actions to do this. We employed Self-Organizing Mapping (SOM) method for making a map of NTGs (Non-
Terminal vertex Graph) obtained from molecular graphs and the related drug actions. The NTG is defined as a graph that
doesn’t have any terminal vertex or any isolated vertex on itself. The topological fragment spectra (TFS) method reported by
the authors was used for describing an NTG of a chemical structure into the numerical pattern representation. The
computational trials with the NTGs of several types of drug molecules suggested that the approach is successfully applicable

to visualize the relationships between the NTGs and drug actions.
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2. Self-Organizing Map (SOM)
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3.1 NTG(Non-Terminal vertex Graph)
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3.2 TFS(Topological Fragment Spectra)
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