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GraphSig Results

S. Ranu, A. Singh. “GraphSig: A Scalable Approach to Mining Significant Subgraphs in Large Graph Databases



GraphSig Results
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Original Molecules

((

>

Java
-
= 7
/
. | - -~
Find Functional Groups //
f Replace with “Atoms”* v
Significant
Substructures New Molecules

1

- ]
Hg/l }Q ()

oeer ﬂ@—&%’
Pattern Set GraphSig

Better



Data Mining Of Chemical Compounds

Automated extraction of implicit information.
Discovery of previously unknown patterns.
o Analysis of databases of chemical compounds.

o Allsx23bgmom/v@,c¥nds.

Identify compounds with wanted properties.
o Allows pharmacists to:

Create drugs using significant substructures.

Classify compounds as active or inactive.
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Thank You

Questions?
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Preprocessing Results
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GraphSig Results
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