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Edit Heuristic Set 152

Edit Heuristic 210(1) = generate isomer differing only in position of Nitrogen

210(2) = add or remove Nitrogen from ring

210(3) = add, remove, or move substituent

Substituent List 212

210(4) = substitute Oxygen for Sulfur or vice versa
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Generate mapped catalogs based on the molecule catalogs and a mapping
algorithm and then wait for a search request
402

v

Determine query molecule specification and edit heuristic set associated with
search request
404

v

Generate derived molecule specifications and optionally applied edit lists
based on the query molecule specification and the edit heuristic set
406

v

Compute mapped versions of the derived molecule specifications based on
the mapping algorithm
408

v

Search each of the molecule catalogs for each of the derived molecule
specifications via the mapped catalogs and the mapped versions of the
derived molecule specification to generate matching subsets
410

Y

\ 4
Generate potential drug candidate datasets based on the matching subsets
412

v

Generate search results dataset based on the potential drug candidate
datasets and optionally any number of the query molecule specification, the
derived molecule specifications, and the applied edit lists
414

v

Store and/or provide any portion of the search results dataset to any number
of users and/or types of software applications for use in determining
additional drug development candidates
416

New
search request?
418

Yes
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