PubChem

National Center for Biotechnology Information m National Library of Medicine m National Institutes of Health m Department of Health and Human Services

PubChem (PC) is a publicly available collection of over 10 million unique small molecules and their
biological activities. PubChem is a component of the NIH Molecular Libraries Roadmap Initiative and
is implemented in the NCBI Entrez system as a set of three databases:

PC Substance, PC Compound, and PC BioAssay
Access PubChem at pubchem.nchi.nlm.nih.gov
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PubChem Structure Search and Clustering

Compounds may be retrieved based on identity, similarity (by Tanimoto score), substructure, super-
structure, or molecular formula. The search results can be clustered on a tree or uploaded to Entrez
for further analysis.
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My summaries are linked form the summary pages of all tested Substances and Compounds.

~*tis Structure Activity Analysis
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@ Selected BioAssays to Entrez

PubChem BioActivity Summary

Shows all BioAssays in which the input set of Substances/Compounds have been tested

# [0 AID  Active Inactive Total Tested Data Name
1 O 372 el El Data  HIW-1 RMase H Inhibition
2 |4 366 g 9 Data  human RMase H Inhibition
3 O 367 7 2 el Ciata  HIW-2 RMase H Inhibition
4 O 365 =] g Cata  E. coli RMase H Inhibition
v
PubChem Structure Activity Analysis
The PubChem SAR tool displays bioactivity data in a heatmap where each row represents a CID and each column an AID. The
Compounds can be clustered either by structural or activity similarity, and the BioAssays by activity or protein target similarity.
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PubChem Power User Gateway (PUG): ftp.ncbi.nlm.nih.gov/pubchem/specifications/pubchem.pug.pdf
PubChem Help: pubchem.ncbi.nih.gov/help.html
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