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Grouping Module

Representative Compound False Singleton

Clustering compound colledions has numerous applicaions, such as
compound aaquisition, lead opimization in High Throughput Screening, etc.
The Grouping Module includes exclusion region gouping algorithms*?.
Taking binary strings as input (e.g., MDL keys or Daylight fingerprints),
similarities are generated via user-defined measures (e.g., Tanimoto or
Tversky). Grouping with such discrete representations often generates
ambiguous results® however. Thus the module mntains a tod that determines
ambiguity indices, enabling the user to find similarity thresholds that produce
the least ambiguity. True singetons and false singletons are identified. The
latter are dso merged into the group that contains their respedive neaest
neighbor. Both digoint and non-digoint (overlapping), either symmetric or
asymmetric, versions are included. Eadh of the four versions report “ties’
statistics>.  MXN similarity seaching is also supparted. ASCIl and Exce
readable duster and similarity reports are generated. All programs are
available & dandalone programs or C++ library functions.

1. JCICS, 1995 35,59-67. 2. JCICS, 1999 39, 747-750. 3. JCICS, 2001 41, 134146.

System Architecture: Linux Red Hat 7.x, Irix 6.5, Windows
2000

Softwar e Reguirements:. Fingerprint Module (or other binary
fingerprint inpu, or disgmilarity matrices asinpu).
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