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Knowledge editor for chemical synthetic design
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Recent advances in Knowledge engineering technology have
resulted in a rapid progress of chemical compound design
expert-system. This paper describes a design overview of
the knowledge editor used in the chemical compound design
expert-system which contains two design paradigms,
traditional logic base design mechanism,and information
oriented design method using fact data bases.

In this editor,two new technologies are implemented as
the above information oriented design method. One is the
chemical synthetic equivalent substitution and another is
the knowledge acquisition from human experts by using
analogical inference which mechanism is based on the
similarity value between two characteristics of design
objective compound and existing one in fact data-bases.

A graphical interface between human expert and design
system is also introduced, and is very effective for
synthetic knowledge acquisition from chemical experts and
fact data-bases.

Several small synthetic experiments were tried under the
cooperation with chemical experts. Although the kinds of
chemical reaction treated in this prototype-system were
limited to fragment substitution on the single aromatic
ring,the essential mechanisms were confirmed.

Finally,in order to enhance this system toward supporting
other complex compounds,more effort should be taken for
establishing the perception algolism such as an analyzing
fine structure and characteristics of molecular, and
connecting with large scale fact data-bases.
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