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Storing chemical structures and reactions in relational
databases with the aid of database extension modules
usually called cartridges is an industry standard. Typically
such cartridges provide a fixed set of functions to facilitate
structure queries (full-structure, substructure, superstruc-
ture, similarity), chemistry data file import and export,
sometimes structure manipulations or standardizations,
and occasionally a defined set of property computations.
We extend this model by transplanting a complete scripta-
ble chemical information processing toolkit into a data-
base extension. With the aid of this tool a new realm of
custom chemistry data operations and queries can be
accessed directly in the database, and by means of SQL
functions that can be used in any SQL statement. We dis-
cuss the design of the software and prototypical solutions
this it can deliver.
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