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CompTox Chemicals Dashboard
https://comptox.epa.gov/dashboard

• Freely accessible website and integration hub
– Chemical substances – the majority with structures

– Searchable by chemical, product use and gene

– Experimental and predicted physicochemical property data

– Experimental and predicted fate and transport data 

– Bioactivity data for the ToxCast/Tox21 project

– Literature searches for chemicals using public resources

– Links to other agency websites and public data resources

– Batch searching for thousands of chemicals 

– Chemical lists of interest – pesticides, leachables, PFAS
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A single application integrating…
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A data integration hub

LOTS of data!

• >875,000 chemicals curated over 20 years

• >700,000 toxicity data points from >30 sources

• Millions of synonyms and identifiers

• Tens of thousands of experimental data points

• Millions of QSAR prediction reports

• Millions of bioactivity data points for >4000 

chemicals and hundreds of assay end points

• Searching of Pubmed’s 29 million abstracts
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CompTox Chemicals Dashboard
https://comptox.epa.gov/dashboard
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875k Chemical Substances



BASIC Search
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Detailed Chemical Pages
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An “Executive Summary”

Quick Look Tox Info
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Experimental and Predicted Data
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Transparency for prediction models
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Access to Chemical Hazard Data
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Hazard Data from “ToxVal_DB”

• ToxVal Database contains following data:

– ~800,000 toxicity values

– ~30 sources of data

– ~22,000 sub-sources

– ~5000 journals cited

– ~70,000 literature citations
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In Vitro Bioassay Screening 
ToxCast and Tox21 
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Sources of Exposure to Chemicals
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Sources of Exposure to Chemicals

14



Identifiers to Support Searches
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What if we have nothing for you?

“EXTERNAL LINKS”
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External Links
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External Links
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External Links
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Built in “Modules”
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Literature Searching 
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Literature Searching 
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Literature Searching 
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Chemical Lists
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EPAHFR: Hydraulic Fracturing
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Emergency Response List
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WebWISER List
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Batch

Searching
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Batch Searching

• Singleton searches are useful but people 

generally want data on LOTS of chemicals!

• Typical questions
– What is the list of chemicals for the formula CxHyOz

– What is the list of chemicals for a mass +/- error

– Can I get chemical lists in Excel files? In SDF files?

– Can I include properties in the download file?
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Batch Search Names
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Excel 

Download



Conclusion

• An integrated hub for environmental chemistry data to 

serve computational toxicology

• Serving multiple use cases and needs – let’s talk!
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