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Entity Relationships:
In vitro activity-to-compound-to-protein mapping
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Databases of Bioactive Compounds




Comparing Compound Sets

Filter sources and subsets to normalise compound content

Compare protein mappings, document counts, and compound ratios
Produce an all-vs.-all compound overlap matrix

Review overlap and content differences for 2008

Compare between 2006 and 2008

Make selected Venn-type comparisons

Compare selected larger merges




Filtration of Sources and Subsets
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Protein Counts
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Compounds-per-protein
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Coverage of Commercial Databases by
PubChem
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Molecular Libraries-Small Molecule Repository
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Comparison of Journal Extractions

GVKBIO Journals WOMBAT
658,198 R 180,856

481,067 155,156

Binding DB
24,203

Document ratios GVK:WOM:BDb 50:9:1




GVKBIO vs WOMBAT vs PubChem
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Comparison of Approved Drug Collections
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Public vs Commercial Total Merges
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Conclusions

Database utility assessments are inadequate without direct
comparisons of compound content, document counts and
activity-to-protein mapping counts

Both shared and unique content provide value

Based on compound content per se the pendulum is swinging in
the public direction

But journal and patent compound-assay-protein mapping is still
covered at a larger scale by commercial databases

Public sources have essential complementarity to commercial
ones for the exploration of bioactive chemical space

Users can get the best of both worlds




References and Acknowledgments

1502 Current Topics in Medicinal Chemisery, 2007, 7, 1502-1508

Complementarity Between Public and Commercial Databases: New Opportunities in
Medicinal Chemistry Informatics

Christopher Southan®, Peter Varkonvi and Sorel Muresan®

PMID: 17897036

Research article Highly accessed

Quantitative assessment of the expanding complementarity between public and
commercial databases of bioactive compounds

Christopher Southan, Péter Varkonyi, Sorel Muresan

Journal of Cheminformatics 2009, 1:10 (6 July 2009)

www.jcheminf.com/content/1/1/10

Thanks to: Tudor Oprea, Steve Byant, Paul Thiessen, Yanli Wang
and Jens Sadowski




