Environ Health Perspect
DOI: 10.1289/EHP 186

Note to readers with disabilities: EHP strives to ensure that all journal content is accessible to all
readers. However, some figures and Supplemental Material published in EHP articles may not
conform to 508 standards due to the complexity of the information being presented. If you need

assistance accessing journal content, please contact ehp508@niehs.nih.gov. Our staff will work with

you to assess and meet your accessibility needs within 3 working days.

Supplemental Material

Prioritizing Chemicals for Risk Assessment Using
Chemoinformatics: Examples from the IARC Monographs on

Pesticides

Neela Guha, Kathryn Z. Guyton, Dana Loomis, and Dinesh Kumar Barupal

Table of Contents
Table S1. Details of databases on pesticides that were used for the analysis.

Table S2. Search terms used to query databases to assess the scope of the published literature on
pesticides.

Table S3. Cancer epidemiology papers retrieved from directed literature searches for parathion.



Environ Health Perspect
DOI: 10.1289/EHP 186

Table S1. Details of databases on pesticides that were used for the analysis.

Counts
of
DB Name Type Entries Web-address
https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pc
hierarchy&Cmd=Link&Db=pccompound&LinkName=p
KEGG Ontology 916 | chierarchy pccompound&ldsFromResult=63471
https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pc
hierarchy&Cmd=Link&Db=pccompound&LinkName=p
ChEBI Ontology 2448 | chierarchy pccompound&IdsFromResult=984650
https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pc
hierarchy&Cmd=Link&Db=pccompound&LinkName=p
Mesh Ontology 451 | chierarchy pccompound&lIdsFromResult=1450118
Substance http://iaspub.epa.gov/apex/pesticides/f?p=CHEMICALS
USEPA Registry 5774 | EARCH:1:0:NO:1:
http://ec.europa.eu/food/plant/pesticides/eu-pesticides-
EU Pesticide | Substance database/public/?event=activesubstance.selection&langu
Database Registry 1318 | age=EN
Toxicology
ToxRefDB Database 474 | http://www.epa.gov/ncct/toxrefdb/



https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pchierarchy&Cmd=Link&Db=pccompound&LinkName=pchierarchy_pccompound&IdsFromResult=63471
https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pchierarchy&Cmd=Link&Db=pccompound&LinkName=pchierarchy_pccompound&IdsFromResult=984650
https://www.ncbi.nlm.nih.gov/pccompound?DbFrom=pchierarchy&Cmd=Link&Db=pccompound&LinkName=pchierarchy_pccompound&IdsFromResult=1450118
http://iaspub.epa.gov/apex/pesticides/f?p=CHEMICALSEARCH:1:0::NO:1
http://ec.europa.eu/food/plant/pesticides/eu-pesticides-database/public/?event=activesubstance.selection&language=EN
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Table S2. Search terms used to query databases to assess the scope of the published literature on
pesticides.

Search Database API Query pattern using JavaScript

Cancer All NCBI Eutils http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pub
med&retmode=json&term=neoplasms[MeSH Terms] AND
(*Mesh Descriptor of Pesticide*[MeSH Terms] OR "Chemical
Name of Pesticide"[Title/Abstract])

Cancer Animal | NCBI Eutils http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pub
Studies med&retmode=json&term=neoplasms[MeSH Terms] AND
animals[Mesh Terms:noexp] AND (*Mesh Descriptor of
Pesticide*[MeSH Terms] OR "Chemical Name of
Pesticide"[Title/Abstract])

Cancer NCBI Eutils http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pub
Epidemiology med&retmode=json&term=neoplasms[MeSH Terms] AND
"epidemiologic methods"[MeSH Terms] AND (*Mesh
Descriptor of Pesticide*[MeSH Terms] OR "Chemical Name
of Pesticide"[Title/Abstract])

PubChem PubChem PUG | https://pubchem.ncbi.nlm.nih.gov/rest/pug/compound/cid/*Pub
BioAssays Chem Compound IDs*/aids/JSON?aids type=active
(Active)



http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pubmed&retmode=json&term=neoplasms[MeSH Terms] AND (*Mesh Descriptor of Pesticide*[MeSH Terms] OR "Chemical Name of Pesticide"[Title/Abstract])
http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pubmed&retmode=json&term=neoplasms[MeSH Terms] AND animals[Mesh Terms:noexp] AND (*Mesh Descriptor of Pesticide*[MeSH Terms] OR "Chemical Name of Pesticide"[Title/Abstract])
http://eutils.ncbi.nlm.nih.gov/entrez/eutils/esearch.fcgi?db=pubmed&retmode=json&term=neoplasms[MeSH Terms] AND "epidemiologic methods"[MeSH Terms] AND (*Mesh Descriptor of Pesticide*[MeSH Terms] OR "Chemical Name of Pesticide"[Title/Abstract])
https://pubchem.ncbi.nlm.nih.gov/rest/pug/compound/cid/*PubChem Compound IDs*/aids/JSON?aids_type=active
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Table S3. Cancer epidemiology papers retrieved from directed literature searches for
parathion.
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