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What is the CompTox Chemistry Dashboard?
https://comptox.epa.gov/dashboard/

Aims of US EPA’s Computational Toxicity Program:
o Integrate advances in biology, chemistry, and computer science to…
o Prioritize chemicals based on potential human and ecological health risks

The CompTox Chemistry Dashboard:
o Provides access to ~747,000 chemical substances & associated data
o Years of investment/experience in data validation and curation
o Data include: (plus a LOT more …) 

o Experimental and predicted physicochemical properties
o ToxCast bioassay screening data
o Product and functional use information and more

o Search capabilities include:
o Mass or formula-based searching 
o Rank-ordering of results via functional use statistics to prioritize chemicals

https://comptox.epa.gov/dashboard/
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Why should the Dashboard meet NORMAN?

Common Goals
o Much of the CompTox data is open – as is NORMAN data

https://comptox.epa.gov/dashboard/downloads
o Increase access to data for use in other applications

Mutual Benefits
o We have access to data they don’t have, within a large European network
o We have additional predictive values & initiatives that are of interest
o They have access to data that we don’t have
o They have years of investment/experience in data validation and curation
o They have the ability to provide services currently way beyond our means 

https://comptox.epa.gov/dashboard/downloads


Collaboration on Chemical Curation
Schymanski & Williams, 2017, ES&T 
DOI: 10.1021/acs.est.7b01908



Collaboration on Chemical Curation of Lists

~2,600 PFAS

24,883 Substances (Expo, Hazard Scores)



KEMI PFAS List (Stellan Fischer)

~2,600 PFAS



KEMI PFAS List (Stellan Fischer)
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List Functionality in the Dashboard
An overview of all the lists … 

More lists become available with every release



List Functionality in the Dashboard
Obtaining all chemicals from a given list (downloadable as XLS or SDF)



List Functionality in the Dashboard
Individual Chemical Level



List Functionality in the Dashboard
Individual Chemical Level … example from NORMAN lists…



NORMAN Lists in the Dashboard …
Coming soon … (or just released …)



Future work … integrating DTXSIDs into NORMAN Lists

(many) more registrations…

Cleaning up lists to remove errors
Undefined mixtures (UVCBs)



Handling of Undefined Mixtures 
https://comptox.epa.gov/dashboard/dsstoxdb/results?utf8=✓&search=C10-12+chloroalkanes

https://comptox.epa.gov/dashboard/dsstoxdb/results?utf8=%E2%9C%93&search=C10-12+chloroalkanes
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Mixtures (work in progress)

Mixture identification and curation
o Step 1: Identify all mixture components
o Step 2: Create SMILES, split into components, retain “non-salts”
o Step 3: Create MS-ready identifiers, compare retained components

o Single structure => all the same, treat as individual
o Otherwise save as Level 7 for validation …
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