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Information about chemical compounds is very important in various fields. It is 3-dimensional in
nature, and chemical graphs are of its 2-dimensional representation. In order to develop chemical struc
ture databases, these 3-dimensional or 2-dimensional information has tobe described and represented
in 1-dimensional form.The representation scheme is very important becanse it determines whether the
application specific operations can be supported effectively or not. In this study, chemical structures
are represented in the extended relational data model which incorporatesabsteact data types to expand
capabilities to accomodate nonnormal forms of chemical data. Functional wisw on top of the relational
database is added to enable users to access database based on chemical wiew over the real world data
structure without considering the underlying relational schema.
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retrieve (@display t1.CHEM-GRAPH)
where (include-NH2 t1.FUNC-GROUP)
and (match (tree-constant) t2.GRAPH)
and 2.CG =13.CG

and 3.C=t1.C
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(for-each ((i COMPOUND )(j SUBSTRUCTURE ))
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retrieve (@display t1.CHEM-GRAPH)
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and 2.TYPE !="ACYCLIC-SB"
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