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Molecular evolutionary programming for structure design based on simple graph isomorphic scaffold
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In this paper, we propose an approach to finding new molecular skeletons which are expected to have a desirable property.
The method is based on evolutionary programming. In this approach a seed structure (an NTG in simple graph expression) is
submitted to generate an initial population. Individuals of the initial population are generated along with evolutional
operations, including mutation and recombination. Each chemical structure of the individuals is coded with an atomic
connection table. Computational trial was carried out with a seed structure and a fitness function on structural similarity to
examine whether the method can make it evolve into a target structure. The result suggested that the present method allows
us to generate possible candidate structures of our interest. Basic idea of the method and its implementation are presented

with illustrative examples.
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