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NTG Knowledge-based System for Candidate Structure Design in Drug Development
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In the present work, we have developed a knowledge-based system for computer-aided structure design of drug candidates.
The system was based on several dictionaries of molecular frame works and biological activities of drugs. The molecular
frame work was described with a graph called Non-Terminal vertex Graph (NTG) that has no vertices of degree of 1 or less.
Those dictionaries were constructed on the basis of NTG analysis for a structure database of new investigative drugs. The
basic concept of the knowledge-based system and several tools for the use of the dictionaries are discussed with a system

demonstration.
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