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Acelot Core Technologies

• Graph algorithms and graph-based data 
mining techniques

• SimFinder
– Topological Similarity Search

– Integrated as InstantJChem Plug-in

• SigFinder
– Significant Substructure Mining
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SimFinder – Topological Similarity 
Search

• Alternative to fingerprint- or descriptor-based 
similarity search

• Similarity based upon well-defined notion of 
edit distance

• Isomorphism heuristics and ordering of 
chemical graphs allows index construction and 
fast similarity queries
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SimFinder InstantJChem Plug-in
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Automatic
Substructure 
Mining

Significant 
Substructures

SigFinder

Mines significant substructures based on a 
unique statistical model – identifies unique and 
interesting substructures leading to specific 
physical/chemical property.

SigFinder – Substructure Mining 
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Feature/Benefit Summary
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Feature Benefits Novel technology

Similarity 

Searching:

SimFinder

 Intuitive notion of 

chemical similarity

 Parameterized chemical 

distance functions

 Search hits distinct 

from fingerprint-based 

queries

 Topology-based 

searching

 Scalable index 

structure 

Active 

substructure 

identification:

SigFinder

 Identification of active 

substructures for lead 

identification and 

optimization

 Mining of protein-

ligand complexes

 Significance model 

based on graph 

analysis



More information

• www.acelot.com

• Partner Exhibition Table
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